





Preface

Theophilos Cacoullos has made significant contributions to many areas
of probability and statistics including Discriminant Analysis, Estimation
for Compound and Truncated Power Series Distributions, Characteriza-
tions, Differential Variance Bounds, Variational Type Inequalities, and
Limit Theorems. This is reflected in his lifetime publications list and
the numerous citations his publications have received over the past three
decades.

We have been associated with him on different levels professionally and
personally. We have benefited greatly from him on both these grounds.
We have enjoyed his poetry and his knowledge of history, and admired
his honesty, sincerity, and dedication.

This volume has been put together in order to (i) review some of the
recent developments in Statistical Science, (ii) highlight some of the new
noteworthy results and illustrate their applications, and (iii) point out
possible new directions to pursue. With these goals in mind, a number of
authors actively involved in theoretical and applied aspects of Statistical
Science were invited to write an article for this volume. The articles so
collected have been carefully organized into this volume in the form of
38 chapters. For the convenience of the readers, the volume has been
divided into following six parts:

e APPROXIMATIONS, BOUNDS, AND INEQUALITIES
e PROBABILITY AND STOCHASTIC PROCESSES

DISTRIBUTIONS, CHARACTERIZATIONS, AND
APPLICATIONS

TIME SERIES, LINEAR, AND NON-LINEAR MODELS
INFERENCE AND APPLICATIONS
APPLICATIONS TO BIOLOGY AND MEDICINE

From the above list, it should be clear that recent advances in both
theoretical and applied aspects of Statistical Science have received due
attention in this volume. Most of the authors who have contributed to
this volume were present at the conference in honor of Professor Theophi-
los Cacoullos that was organized by us at the University of Athens,
Greece during June 3-6, 1999. However, it should be stressed here that
this volume is not a proceedings of this conference, but rather a vol-
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ume comprised of carefully collected articles with specific editorial goals
(mentioned earlier) in mind. The articles in this volume were refereed,
and we express our sincere thanks to all the referees for their diligent
work and commitment.

It has been a very pleasant experience corresponding with all the au-
thors involved, and it is with great pleasure that we dedicated this vol-
ume to Theophilos Cacoullos. We sincerely hope that this work will
be of interest to mathematicians, theoretical and applied statisticians,
and graduate students.

Our sincere thanks go to all the authors who have contributed to this
volume, and provided great support and cooperation throughout the
course of this project. Special thanks go to Mrs. Debbie Iscoe for the
excellent typesetting of the entire volume. Our final gratitude goes to
Mr. Robert Stern (Editor, CRC Press) for the invitation to take on this
project and providing constant encouragement.

Ch. A. Charalambides Athens, Greece
Markos V. Koutras Athens, Greece
N. Balakrishnan Hamilton, Canada
April 2000
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environment dataset. The leftmost column and
the last row show the additive effects as fitted
by least squares

Body weight class
Simulated power functions

Parameters of the linear regression lines for the
logarithms of the times between occurrences of

rare indices in 50,000,000 trials using a geometric
prevalence distribution with success probability 0.05.
The first column gives the number of the replication;
the second, the intercept, and the third the slope of
the linear regression. J is the number of rare indices
found in 50,000,000 trials in stage 2. The final index
gives the time at which the simulations stopped, the
time variable having exceeded 50,000,000
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31.5 The individual slopes b are shown against the effects
u of the purely additive fit

31.6 This is the same as Fig. 31.1, with the three selected
genotypes highlighted
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Theophilos N. Cacoullos—A View of his
Career

Theophilos N. Cacoullos was born on April 5, 1932 in Pachna, a village
in the Limassol district of Cyprus. He is the eldest son of Nicolas and
Galatea Cacoullos. After his secondary education at Limassol Lanitio
Gymnasium, he studied mathematics at the University of Athens, receiv-
ing his diploma (B.Sc.) in 1954. He then returned to Cyprus and worked
for two years as a teacher of mathematics in his alma mater high school.
In 1957 he went to the USA, on a scholarship from the Greek Scholarship
Foundation, for graduate studies. He received his M.A. in 1960 and his
Ph.D. in 1962 in Mathematical Statistics from Columbia University, New
York. His M. A. thesis, with Alan Birnbaum, on an almost forgotten topic
of median-unbiased estimation, prompted his combinatorial derivation of
the distribution of the n-fold convolution of the zero truncated Poisson
distribution, published in the Annals of Mathematical Statistics of 1965.
His doctoral thesis on comparing Mahalanobis Distances between normal
populations with unknown means, published in two extensive papers in
Sankhya of 1965, was written under the supervision of the late Professor
Rosedith Sitgreaves and Professor T. W. Anderson. Cacoullos says that
while many colleagues think he is a multivariate analysis expert, the
truth is “I am a multitopic visitor; as in everyday life I am a random
variable, a random walker; I am an actual stochastician.” He revisited
the topic of discriminant analysis with his paper in the Journal of Mul-
tivariate Analysis of 1992; he characterized normality under spherical
symmetry by the admissibility of Fisher’s linear discriminant functions
and showed that, within the family of spherical normal scale mixtures,
the normal maximizes the minimax probability of correct classification
provided the Mahalanobis distance between the two populations is the
same.

While at Columbia University (1957-1961), Cacoullos met and mar-
ried Ann Rossettos, a graduate student in the Department of Philosophy.
They have three daughters, Rena, Nike, and Galatea, and a granddaugh-
ter, Annan Torres, all born in the USA. Ann Rossettos-Cacoullos is Pro-
fessor in the School of Philosophy of the University of Athens. Rena
Cacoullos-Torres is an Assistant Professor of Linguistics and Spanish at
the University of Florida; Nike, a biologist, is a researcher at the Greek
Cancer Institute in Athens; Galatea, also a Columbia alumna, works for
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the Alpha Credit Bank of Greece. Cacoullos himself has always been
interested in Greek linguistics, philosophy and stochasticity, as well as
poetry.

In 1961-1962 he worked as Research Associate at Stanford Univer-
sity, meeting Herman Chernoff, Ingram Olkin, Lincoln Moses, Charles
Stein, Gerald Lieberman and Samuel Karlin, among others. He worked
with Olkin, producing their joint 1965 Biometrika paper on the bias of
the characteristic roots of a random matrix. In May 1962 he returned
to Cyprus accepting the position of the Director of the Department of
Statistics and Research of the new independent Republic of Cyprus.
Unable to adjust to the routine work of a small Government Statistics
Office, he returned to the States, accepting an Assistant Professorship
at the University of Minessota, Minneapolis. Yet, during his 15-month
bureaucratic work in Cyprus, he prepared his paper on nonparametric
multivariate density estimation, published in 1966 in the Annals of the
Institute of Statistical Mathematics. In Minneapolis he worked on char-
acterizations of normality by constant regression of quadratic and linear
forms; a paper by Geisser motivated the interesting relation between the
t and F' distributions, published in 1965 in the Journal of the American
Statistical Association. He also worked with Milton Sobel on inverse-
sampling procedures for ranking multinomial distributions. In 1965 he
accepted an appointment as Associate Professor in the Department of
Industrial Engineering and Operations Research of New York University.

In April 1967, Cacoullos was elected Professor in the newly created
Chair of Probability and Statistics of the University of Athens, and in
1968 he returned to Greece, beginning his 31 year long career in the Fac-
ulty of Mathematical and Physical Sciences. An excellent teacher, never
using notes, with spontaneous humor, his inspired lectures influenced
many of his students. As the first professor of Mathematical Statistics
in Greece, he definitely shaped the teaching of Statistics in Greek Uni-
versities. In addition to standard courses of statistics, he introduced
combinatorics, linear programming, stochastic processes and recently
actuarial mathematics. Equally important and decisive for the future
of research in mathematical statistics in Greece was his supervising of
young mathematicians. Two of the editors of this volume (Ch. A. Char-
alambides and Markos V. Koutras) were honored to be among his first
doctoral students. Several other people received their Ph.D. in Math-
ematical Statistics under his supervision or joint supervision. Among
them are Vassilis Papathanasiou, and Ourania Chryssaphinou, now as-
sociate professors of the Department of Mathematics of the University
of Athens. His guidance in widening his doctoral students’ research in-
terests and his encouragement to take advantage of a leave of absence to
do research in other Universities abroad were invaluable. The interna-
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tional recognition of his research work and his association with top rank
Statistics Departments were instrumental in obtaining positions for his
doctoral advisees.

Cacoullos himself visited several Institutions to teach, do research or
give seminar talks. He visited McGill University, Montreal, Canada, in
1972-1973 and 1975-1976, always enjoying the collaboration and friend-
ship of Harold Ruben, George Styan, and Arak Mathai. At Stanford
he taught in the summer of 1974. In the fall of 1983, at the invitation
of Chernoff, he gave a series of lectures under Assorted Topics at the
Statistics Center of M.I.T.; in the spring of 1984 he visited the Uni-
versity of Arizona, Tucson. In 1986-1987 he spent the whole academic
year at Columbia University. In the spring of 1989 he visited the Center
for Multivariate Analysis under C. R. Rao, then at the University of
Pittsburgh.

Cacoullos has published about 60 papers in international journals. His
main research contribution since the early eighties has been the deriva-
tion of differential upper (Chernoff-type) and lower variance bounds for
functions of random variables. Related characterizations of distributions
as well as elementary proofs of the classical central limit theorem have
also been obtained in a series of papers with his collaborators. Recently
he has been working on reducing tests of homoscedasticity to testing
independence under multinormality. He wrote seven textbooks on prob-
ability and statistics in Greek and edited the Discriminant Analysis and
Applications, published in 1973 by Academic Press. In 1989 Springer
published his book Fxercises in Probability. He also translated into
Greek, Stephenson’s Mathematical Methods for Science Students, Gass’
Linear Programming, and Formulae and Tables for Statistical Work by
C. R. Rao et al.

Ch. A. Charalambides
M. V. Koutras
N. Balakrishnan
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Publications of Theophilos N. Cacoullos

Books
1. Discriminant Analysis and Applications (Editor), Academic Press,
New York. 1973.

2. FExercises in Probability. Springer-Verlag, New York, 1989. Also
published by Narosa Publishing House, New Delhi as a Springer
International Student Edition, 1993.

Books translated into Greek
1. G. Stephenson: Mathematical Methods for Science Students, Long-
man, London, 1973.
2. S. Gass: Linear Programming, McGraw Hill, New York, 1974.

3. C. R. Rao, S. K. Mitra, A. Mathai, K. G. Ramamurthy, Formu-
lae and Tables for Statistical Work, Statistical Publishing Society
Calcutta, 1974.

Books in Greek

1. A Course in Probability Theory, Athens, 1969.
2. Elements of Stochastic Processes, Athens, 1970.

3. Exercises in Probability with Solutions and Elements of Theory,
Vol. 1, 2nd edition, Athens, 1986.

4. Probability Theory: Fxercises and Problems with Solution and FEl-
ements of Theory, Vol. 2, 3rd edition, Athens, 1986.

5. Statistics, Theory and Applications, Athens, 1972.
6. Stochastic Processes, Athens, 1978.
7. Actuarial Science, Vol. 1. Risk Theory and Probability, Athens,
1994.
Articles

1. A combinatorial derivation of the distribution of the truncated
Poisson sufficient statistic. Annals of Mathematical Statistics 32
(1961), 904-905.

2. Comparing Mahalanobis Distances I: Comparing distances between
k known normal populations and another unknown. Sankhya, Se-
ries A 27(1965), 1-22.
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10.

11.

12.

13.

14.

15.

16.

17.

18.

. Comparing Mahalanobis Distances II: Bayes procedures when the

mean vectors are unknown. Sankhya, Series A 27(1965), 23-32.

On the bias of functions of characteristic roots of a random matrix
(with Ingram Olkin). Biometrika 52(1965), 87-94.

. A relation between t- and F-distributions. Journal of the American

Statistical Association 60(1965), 179-182, 1249.

. Estimation of a multivariate density. Annals of the Institute of

Statistical Mathematics, Tokyo 18(1966), 179-189.

An inverse-sampling procedure for selecting the most probable event
in a multinomial distribution (with Milton Sobel). In Multivariate
Analysis (Ed., P. R. Krishnaiah) (1966), 423-455, Academic Press,
New York.

. On a class of admissible partitions. Annals of Mathematical Statis-

tics 37(1966), 189-195.

. Asymptotic distribution for a generalized Banach match-box prob-

lem. Journal of the American Statistical Association 62(1967),
1252-57.

Characterizations of normality by constant regression of linear statis-
tics on another linear statistic. Annals of Mathematical Statistics
38(1967), 1894-1898.

On the distribution of the bivariate range (with Henry DeCicco).
Technometrics 9(1967), 476-480.

Some characterizations of normality. Sankhya, Series A 29(1967),
399-404.

A sequential scheme for detecting outliers. Bull. de la Soc. Math.
de Grece, Nouvelle Serie 9(1968), 113-123.

Some properties of the incomplete beta-function ratio. Bull. de la
Soc. Math. de Grece, Nouvelle Serie 11(1970), 132-138.

Some remarks on topothetical procedures. Proceedings, 1SI 38th
Session, Washington, DC, 70-73. Bull. Int. Statist. Inst. 1(1971),
128-131.

MVUE for a truncated Poisson process (with Ch. Charalambides).
Proceedings of the jth Session of the Greek Mathematics Society.
Patras (1971), 73-77.

On fixed-point solutions of operators and some reliability problems
(with N. Apostolatos). Research Chronicles, University of Athens,
Volume 3(1972), 306— 312.

Some remarks on the convolution of Poisson distributions with the
zero class missing. The American Statistician 83(1972).
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19.

20.

21.

22.

23.

24.

25.

26.

27.

28.

29.

30.

A bibliography of discriminant analysis (with G.P.H. Styan). In
Discriminant Analysis and Applications (Ed., T. Cacoullos), (1973),
375-435, Academic Press, New York.

Distance, discrimination and error. In Discriminant Analysis and
Applications (Ed., T. Cacoullos), (1973), 61-75, Academic Press,
New York.

MVUE for truncated discrete distributions (with Ch. Charalam-
bides). Invited paper, Furopean IMS Meeting, Budapest, August
31-September 5, 1972, in Progress in Statistics (Eds., J. Gani et
al.), Vol. 1(1974), 133-144, Colloquia Mathematica Societatis Janos
Bolyai, North-Holland.

On minimum variance unbiased estimation for truncated binomial
and negative binomial distributions (with Ch. Charalambides).
Annals of the Institute of Statistical Mathematics, 27(1975), 133—
144.

Multiparameter Stirling and C-type distributions. In Statistical
Distributions in Scientific Work 1(1975): Models and Structures
(Eds., G.P. Patil et al.), pp. 19-30. Reidel, Dordrecht.

Best estimation for multiply truncated PSD’s. Scandinavian Jour-
nal of Statistics 4(1977), 159-164.

On some bivariate probability models applicable to traffic accidents
and fatalities (with H. Papageorgiou). International Statistical Re-
view 48(1980), 345-356.

On bivariate discrete distributions generated by compounding (with
H. Papageorgiou). In Statistical Distributions in Scientific Work
4(1981), Models, Structures and Characterizations (Eds., C. Taillie
et al.), pp. 197-212. Reidel, Dordrecht.

On upper and lower bounds for the variance of a function of a
random variable. Annals of Probability 10(1982), 799-809.

Bivariate negative binomial-Poisson and negative binomial-
Bernoulli models with an application to accident data (with H.
Papageorgiou). In Statistics and Probability: Essays in honor of
C.R. Rao (Eds., G. Kallianpur et al.), (1982), pp. 155— 168, North-
Holland.

Characterizing the negative binomial distribution (with H. Pa-
pageorgiou), letter to the Editor. Journal of Applied Probability
19(1982), 742-743.

Characterizations of discrete distributions by a conditional distri-
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The Ten Commandments for a Statistician
Theophilos Cacoullos

1. You must not have any other masters beside Chance.

2. You must not construct for yourself any model that is biased either
for your employer above or your client below or that is in the service
of the underworld.

You must not pay homage to them, nor serve them; for I,
Chance, your master am a source of error, propagating sample
bias to third and fourth phase subsamples of those who ignore me,
but showing consistency to the thousandth order of those that pay
homage to me and follow my distributions.

3. You must not invoke the name of Chance, your Master, to misin-
formation; for Chance will not hold him right that uses its name
in vain, by commission or omission.

4. Remember the seventh stage to stochasticize.

Six stages you are to labor and do all your work, but in the
seventh stage, a meditation on Chance, you must not do any work,
neither quantify, nor enumerate, nor sample, nor tabulate or cal-
culate, by hand or machine, nor analyse.

5. Adhere to the principles and code of your Society that you make
right inferences on the population that Chance is giving you.

You must not conceal nor distort information.
You must not abuse information acquired in confidence.

You must not plagiarize.

© ®» X

You must not bring a false charge against your fellow.

10. You must not covet your colleague’s art; you must not covet your
colleague’s company, nor his software or hardware, nor his algo-
rithm, nor his program, nor anything that is your colleague’s.

Sources
1. Exodus, Chapter 20, The Complete Bible, The Old Testament (J.
M. Powis Smith Transl.) The University of Chicago Press.

2. JST (1985) Declaration on Professional Ethics, International Sta-
tistical Review 1986, 54, pp. 227-242.
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3. Professional Code of Conduct, The Institute of Statisticians, Pre-
ston, Lancashire, England.

4. JCC/E.S.0.M.A.R., International Code of Marketing and Social
Research Practice, 1976.

Theophilos Cacoullos
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PART 1

APPROXIMATION, BOUNDS, AND INEQUALITIES

©2001 CRC PressLLC



1

Nonuniform Bounds in Probability
Approximations Using Stein’s Method

Louis H. Y. Chen
National University of Singapore, Republic of Singapore

ABSTRACT Most of the work on Stein’s method deals with uniform
error bounds. In this paper, we discuss non-uniform error bounds using
Stein’s method in Poisson, binomial, and normal approximations.

Keywords and phrases Stein’s method, non-uniform bounds, proba-
bility approximations, Poisson approximation, binomial approximation,
normal approximation, concentration inequality approach, binary expan-
sion of a random integer

1.1 Introduction

In 1972 Stein introduced a method of normal approximation which does
not depend on Fourier analysis but involves solving a differential equa-
tion. Although his method was for normal approximation, his ideas
are applicable to other probability approximations. The method also
works better than the Fourier analytic method for dependent random
variables, particularly if the dependence is local or of a combinatorial
nature. Since the publication of this seminal work of Stein, numerous
papers have been written and Stein’s ideas applied in many different con-
texts of probability approximation. Most notable of these works are in
normal approximation, Poisson approximation, Poisson process approxi-
mation, compound Poisson approximation and binomial approximation.
An account of Stein’s method and a brief history of its developments can
be found in Chen (1998).

In this paper we discuss another aspect of the application of Stein’s
method, not in terms of the approximating distribution but in terms of
the nature of the error bound. Most of the papers on Stein’s method
deal with uniform error bounds. We show that Stein’s method can also
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be applied to obtain non-uniform error bounds and of the best possible
order. Roughly speaking, a uniform bound is one on a metric between
two distributions. Whereas a non-uniform bound on the discrepancy
between two distributions, £(W) and £L(Z), is one on |Eh(W)— Eh(Z)],
which depends on h for every h in a separating class. We will consider
non-uniform bounds in three different contexts, Poisson, binomial, and
normal. In the exposition below, we will focus more on ideas than on
technical details.

1.2 Poisson Approximation

Poisson approximation using Stein’s method was first investigated by
Chen (1975a). Since then many developments have taken place and
Poisson approximation has been applied to such diverse fields as ran-
dom graphs, molecular biology, computer science, probabilistic number
theory, extreme value theory, spatial statistics, and reliability theory,
where many problems can be phrased in terms of dependent events. See
for example Arratia, Goldstein, and Gordon (1990), Barbour, Holst, and
Janson (1992) and Chen (1993). All these results of Poisson approxima-
tion concern error bounds on the total variation distance between the
distribution of a sum of dependent indicator random variables and a
Poisson distribution. These bounds are therefore uniform bounds.

The possibility of nonuniform bounds in Poisson approximation using
Stein’s method was first mentioned in Chen (1975b). For independent
indicator random variables, nonuniform bounds were first obtained for
small and moderate A by Chen and Choi (1992) and for unrestricted A
with improved results by Barbour, Chen, and Choi (1995). To explain
the ideas behind obtaining nonuniform bounds, we first illustrate how
a uniform bound is obtained in the context of independent indicator
random variables.

Let Xi,...,X, be independent indicator random variables with
P(X;=1)=1-P(X; =0) =p;, i =1,...,n. Define W =" X,
WO =W - X;, A= Z?:lpi and Z to be a Poisson random variable
with mean \. Let f}, be the solution (which is unique except at 0) of the
Stein equation

AM(w+1) —wf(w) =h(w) — Eh(Z)

where h is a bounded real-valued function defined on Z* = {0, 1,2,...}.
Then we have
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Eh(W) — EW(Z) = E {h(W) — Eh(Z)}
= E{\fn(W +1) =W fr,(W)}

=Y "PIEAf(WD +1) (1.2.1)
i=1
where Af(w) = f(w+ 1) — f(w). A result of Barbour and Eagleson

(1983) states that ||Afhlleo < 2(1 AAXY)||A]|o. Applying this result, we
obtain

drv (E(W),£(Z)) = sup |P(W € 4) = P(Z € )

=(1/2) sup |[ER(W) — ER(Z)|

(1AN sz (1.2.2)

where dpy denotes the total variation distance. It is known that the
absolute constant 1 is best possible and the factor (1 A A™1) has the
correct order for both small and large values of A. The significance of
the factor (1 A A™1) is explained in Chapter 1 of Barbour, Holst, and
Janson (1992).

To obtain a nonuniform bound, we let

PW® = r)
Ay ="~ ="1
" ="pz=n
Then (1.2.1) can be rewritten as
Eh(W ZpQEA YAfW(Z +1) (1.2.3)

where h is no longer assumed to be bounded.
Let C* = sup; <;<,, Sup,>q 4i(r). Then

\ER(W) - ER(Z)| < C* (iﬁ) BIAf(Z +1)]

i=1

What remains to be done is to calculate or bound C* and E|A f,(Z+1)].
In Barbour, Chen and Choi (1995), it is shown that for maxj<;<p p; <
1/2, C* < 4e'3/12, /7 and the following theorem was proved.
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THEOREM 1.2.1 [Theorem 3.1 in Barbour, Chen, and Choi (1995)]
Let h be a real-valued function defined on Z" such that EZ?|h(Z)| < oo.
We have

|ER(W) — Eh(Z)|
< C*sz (LAXNYERZ + 1)+ E|h(Z + 2)|
—2E\h(Z + 1)+ E|h(2)]]/2. (1.2.4)

If |h| = 1, then we have

n

drv(L(W), L(2)) = (1/2) Sup. |ER(W) = ER(Z)| < C*(AANY) Y i

where the upper bound has the same order as that of (2.2), but it has a
larger absolute constant. However, the bound in (2.4) allows a very wide
choice of possible functions A, and therefore contains more information
than the total variation distance bound in (2.2).

By iterating (2.1), we obtain

Eh(W)—Eh(Z) = prEAfh(Z + 1) + second order terms

i=1

1 n
=3 Zp?EA%L(Z) + second order terms

where EAfn(Z + 1) = —(1/2)EA%h(Z) (see, for example, Chen and
Choi (1992), p.1871).

In Barbour, Chen, and Choi (1995), a more refined result (Theorem
3.2) was obtained by bounding the second order error terms in the same
way the first order error terms were bounded. From this theorem, a large
deviation result (Theorem 4.2) was proved which produces the following
corollary.

COROLLARY 1.2.2
Let z = A+ &V, Suppose maxi<i<np; — 0 and £ = o ([\/ 31, p?]V/?)
as n — oco. Then, as n,z and £ — oo,

PW > z)
P(Z > 2) Azpl'
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The following asymptotic result was also deduced.

THEOREM 1.2.3

Let N be a standard normal random variable. Let h be a nonnegative
function defined on R which is continuous almost everywhere and not
identically zero. Suppose that {(Z—\}/\)‘)‘lh(z—\}/\)‘) > 1} 1s uniformly in-

tegrable. Then as A — oo such that maxi<;<pp; — 0,

= r=A 1 —
;}h( iy )\P(WZT)—P(ZZT)INﬁ(;pf)E\Nz—llh(N)«

By letting h = 1, E|N? — 1|h(N) = E|N? — 1| = 24/2/(me), and
Theorem 2.3 yields a result of Barbour and Hall (1984a, p. 477) and
Theorem 1.2 of Deheuvels and Pfeifer (1986).

Nonuniform bounds in compound Poisson approximation on a group
for small and moderate A were first obtained by Chen (1975b) and later
generalized and refined by Chen and Roos (1995). In these papers, the
techniques were inspired by Stein’s method. The first paper on com-
pound Poisson approximation using Stein’s method directly was by Bar-
bour, Chen, and Loh (1992).

1.3 Binomial Approximation: Binary Expansion of
a Random Integer

In his monograph, Stein (1986) considered the following problem. Let
n be a natural number and let X denote a random variable uniformly
distributed over the set {0,1,,n — 1}. Let W denote the number of
ones in the binary expansion of X and let Z be a binomial random
variable with parameters (k,1/2), where k is the unique integer such
that 2F=1 < n < 2% If n = 2% then W has the same distribution as Z,
otherwise it is a sum of dependent indicator random variables.
By using the solution of the Stein equation

(k—a)f(x) —xf(x —1) = h(zx) — Eh(2) (1.3.1)
where h = I,y and r =0, 1,...,k, Stein (1986) proved that

sup |[P(W =r)—P(Z=r)| <4/k.
0<r<k

Diaconis (1977), jointly with Stein, proved a normal approximation re-
sult for W with an error bound of order 1/v/k. A combination of this
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result with the normal approximation to the binomial distribution shows
that supg<, < |P(W < 7) — P(Z < r)| is of the order of 1/V/k.

Loh (1992) obtained a bound on the solution of a multivariate version
of (3.1) using the probabilistic approach of Barbour (1988). Using this
result of Loh and arguments in Stein (1986), we can obtain a bound of
order 1/vk on the total variation distance between £(W) and £(Z).

In an unpublished work of Chen and Soon (1994) which was based
on the Ph.D. dissertation of the latter, the method of obtaining nonuni-
form bounds in Poisson approximation was applied to the approximation
of L(IW) by L(Z). Apart from proving other results, this work shows
that the total variation distance between £(W) and £(Z) is, in many
instances, of much small order than 1/v/k.

Let X = Zle X;28=% for the binary expansion of X and W =
S | X;. In Stein (1986, pp. 44-45), it is shown that

Eh(W) — EW(Z) = EQfr(W) (1.3.2)

where @ = |[{j : X; =0 or X +2*=7 > n}| and f} is the solution of (3.1)
with h being a real-valued function defined on {0,1,...,k}. Define

P(r)=FE[QIW =r] and A(r)= };((I;/:::))
Then (3.2) can be written as
Eh(W) — Eh(Z) = Ey(Z)A(Z) frn(Z). (1.3.3)

Let [ be the number of consecutive 1s, starting from the beginning in
the binary expansion of n — 1. The relationship between n — 1 and [, is
given by

Ik
n—1= Z 2kt L m
i=1
where 0 < m < 2¥=l=1 Tt is shown in Chen and Soon (1994) that for
0<r<k-1,l/k < A(r) < 2. By obtaining upper and lower bounds
on the right hand side of (3.3), the following theorem was proved.

THEOREM 1.3.1
Assume that 281 < n < 2k,
(i) If limy_, o % = 00, then

dTv(,C(W), [,(Z)) = 2_lk.

(i) If limsupy,_, % < 00, then

dTV(E(W), ﬂ(Z)) =~ 9~ lk %
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where x < yr means that there exist positive constants a < b such that
a < xp/yr < b for sufficiently large k.

From this theorem it follows that

drv (E(W).£(2)) = -

if and only if
0< hmlnflk < limsupl < oco.

k—o0

The following theorems were also proved.

THEOREM 1.3.2

|ER(W) — EN(Z)]
- ;E{ Z-lk/A-1
THEOREM 1.3.3

Let a = [k/2] 4 by where by/vVk — oo and by /k — 0 as k — oo. If Iy =1
for all sufficiently large k, then

reres 2 ([2])

as k — oo, where 1(1/2 — (1 — 1)/[2(k — L + D))+ < ([k/2]) < 3

/2-1
kA

(IM(Z)| +[h(Z + D] + 2IEh(Z))} -

Theorem 3.3 is in fact a corollary of a more general large deviation
theorem.

1.4 Normal Approximation

Let Xl, ..., X, be independent random variables with EX; = 0, var(X;)

E|X > =7 <ooand > " 07 = 1. Let F be the distribution
functlon of >, X; and let ® be the standard normal distribution func-
tion. The Berry-Esseen Theorem states that

sup_[F(z) = 2(x)| <CY v

—oo<r<oo
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where C is an absolute constant. The smallest value of C, obtained so
far by Van Beek (1972) (without using computers), is 0.7975.
If X4,...,X,, are independent and identically distributed, then

sup  |F(z) — @(x)] < Cny

where v = ; for ¢ = 1,...,n. Nonuniform bounds were first obtained
by Esseen (1945) who proved that for the i.i.d. case
Alogn
|F(z) — @(z)] < NED)
and
F(a) - o) < 121D

Vn(l+ 22)

where X\ depends on n3/2y. Nagaev (1965) improved the upper bounds
to Cny/(1+|z|?), also for the i.i.d. case. This was generalized by Bikelis
(1966) who proved that, for independent and not necessarily identically
distributed random variables,

Cyii

F(z) — ®(z)| < Ll

F@) - o) < S22

where C'is an absolute constant. Paditz (1977) calculated C to be 114.7
and Michel (1981) reduced it to 30.54 for the i.i.d. case. All the above

proofs used the Fourier analytic method. Chen and Shao (2000) used
Stein’s method to prove the following more general result:

EXQI ‘X | >1+ ‘.Z‘D E|X¢‘3I(|Xi| <1+ ‘$|)
§ <
|F(x) = 2(2)] CZ{ U+epz 0+ |2 }

where the existence of third moments is no longer assumed. Their proof
is based on truncation and the concentration inequality approach. The
concentration inequality approach was originally used by Stein for the
iid. case (see Ho and Chen (1978)). It was extended by Chen (1986)
to dependent and non-identically distributed random variables with ar-
bitrary index set. A proof of the Berry-Esseen Theorem for independent
and non-identically distributed random variables using the concentration
inequality approach is given in Section 2 of Chen (1998).

The concentration inequality approach is not the only approach for
obtaining Berry-Esseen bounds using Stein’s method. Another approach
based on inductive arguments has been used by Barbour and Hall (1984b),
Bolthausen (1984) and Stroock (1993).

We would like to mention in passing that Stein’s method has also been
applied to obtain bounds on the total variation distances between the
standard normal distribution and distributions satisfying certain varia-
tional inequalities. See Utev (1989) and Cacoullos, Papathanasiou, and
Utev (1994).

©2001 CRC PressLLC



1.5 Conclusion

We would like to conclude by saying that there is much more to be done
in the direction of nonuniform bounds, particularly for dependent ran-
dom variables both in Poisson approximation and normal approximation.
The large deviation results referred to in the above sections are actually
those of moderate deviation. A related question therefore is how Stein’s
method can be applied to obtain results which cover both moderate and
really large deviations.
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2

Probability Inequalities for Multivariate
Distributions with Applications to
Statistics

Joseph Glaz
University of Connecticut, Storrs, CT

ABSTRACT In this article we review positive and negative depen-
dence structures for multivariate distributions. We present conditions
under which product-type inequalities hold for the cumulative distribu-
tion function and the survival function of a sequence of random variables.
When these conditions are not satisfied, we survey the Bonferroni-type
inequalities that are often used. Applications to sequential inference,
simultaneous inference, testing for randomness and outlier detection are
discussed. Numerical results are presented to evaluate the performance
of the inequalities discussed in this article.

Keywords and phrases Association, Bonferroni-type inequalities,
moving sums, negative dependence, product-type inequalities, scan statis-
tic

2.1 Introduction and Summary

In this article probability inequalities for multivariate distributions used
in statistical inference are discussed. In Section 2.2 several positive de-
pendence structures for multivariate distributions are defined and con-
ditions are given for the validity of product-type inequalities of order
k > 1 for the distribution and survival functions of a sequence of ran-
dom variables.

In Section 2.3 only negative dependence structures most relevant to
the development of product-type inequalities are mentioned.

In Section 2.4 a brief introduction to Bonferroni-type inequalities is
presented. The emphasis is on the inequalities that are used in the ap-
plications discussed in Section 2.5. For more information on this subject
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the reader is referred to the book by Galambos and Simonelli (1996).

In Section 2.5 we discuss five applications that use the inequalities that
have been presented in Sections 2.2-2.4. The first application deals with
deriving an accurate upper bound for the tail probability of a stopping
time associated with a sequential test. Based on this bound an accurate
bound for the expected stopping time is obtained. Both bounds play an
important role in sequential inference [Glaz and Kenyon (1995)].

A discrete scan statistic is the topic of the second application. Discrete
scan statistics have been used extensively in various areas of science and
technology to test the null hypotheses that the observations are identi-
cally distributed against a clustering alternative. For current research in
this area and references for the applications see Glaz and Balakrishnan
(1999). In this article numerical results are given to evaluate the in-
equalities developed in Glaz and Naus (1991) and Chen and Glaz (1995)
for tail probabilities and expected values of a discrete scan statistic for
0-1 Bernoulli trials.

The third application discusses high order inequalities for the distri-
bution function of a multinomial random vector. Both product-type
and Bonferroni-type inequalities are used. These inequalities are spe-
cialized to approximate the distribution of the largest order statistic.
Applications to testing for randomness and outlier detection are briefly
discussed.

The fourth application is about approximating the distribution of a
conditional discrete scan statistic for 0-1 Bernoulli trials. Bonferroni-
type inequalities are used to accomplish this task. Based on these in-
equalities, quite accurate inequalities for the expected size of the scan
statistic are obtained.

The last application presents simultaneous prediction intervals in time
series models. To achieve a prescribed confidence level for data modeled
by an AR(1) model both product-type and Bonferroni-type inequalities
are used. Simultaneous confidence intervals for more general time series
models are discussed in Glaz and Ravishanker (1991) and Ravishanker,
Wu, and Glaz (1991).
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2.2 Positive Dependence and Product-Type
Inequalities

A sequence of random variables Xy, ...., X,, or its distribution function
is said to be positive lower orthant dependent (PLOD) if for all z;

P(X; <z, X, <zp) > || P(X; < ay). (2.2.1)

—.

Il
—

7

It is said to be positive upper orthant dependent (PUOD) if for all z;

P(X1 > X1y, Xy > xn) > P(XZ > .’IJZ) (2.2.2)

—.

©
Il
—

It is known that for n = 2 PLOD and PUOD are equivalent, while for
n > 3 this fact is not true anymore [Ahmed et al. (1978) and Lehmann
(1966)]. If X4, ..., X, are both PLOD and PUOD we will say that they
are positive orthant dependent (POD). These inequalities have appeared
first in the statistical literature in the context of simultaneous testing
[Kimball (1951)] and simultaneous confidence interval estimation [Dunn
(1959), Khatri (1967), Sidak (1967, 1971), and Scott (1967)].

In general it is quite difficult to verify the validity of PLOD or PUOD
for a given sequence of random variables. To accomplish this task, Esary
et al. (1967) introduced the following concept of positive dependence.
A sequence of random variables X7, ...., X, or its distribution function
is said to be associated, if for all coordinatewise increasing real val-
ued functions of n variables f and g such that E[f(Xq,...., X,,)] and
Elg(Xy,...., X,,)] are finite

(2.2.3)
The following theorem is of major importance.

THEOREM 2.2.1 [Esary et al. (1967)]
If X4,...., X,, are associated then they are POD.

The class of distributions that are associated includes: multivari-
ate normal distributions with nonnegative correlations [Pitt (1982) and
Joag-Dev et al. (1983)], multivariate exponential distribution [Olkin and
Tong (1994)], absolute value multivariate Cauchy distribution, negative
multinomial, and multivariate logistic [Karlin and Rinott (1980a)].

In some applications the inequalities given in Equations (2.2.1) and
(2.2.2) are not accurate, since they are based only on the univariate
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marginal distributions. This is especially true if the dependence be-
tween the random variables is strong and n is moderate or large [Glaz
(1990, 1992) and Glaz and Johnson (1984, 1986)]. We introduce below
concepts of positive dependence that lead to more accurate product-type
inequalities that are based on k dimensional marginal distributions. We
will say that these product-type inequalities are of order k.

A sequence of random variables X7, ...., X, is said to be sub-Markov

with respect to a sequence of intervals Iy, ...., I, if forany 1 <i < k <n
k—1 k—1

PlXpelLl (Xl | 2P| Xpell ((X;€L)) |, (224)
j=1 j=i

where ﬂf;;(Xj € I;) is to be interpreted as the entire space [Glaz
(1990)]. It is easy to verify that if Xi,...., X, are sub-Markov with
respect to infinite intervals of the same type, i.e. I; = (—00,b,],1 < j <
n, or I; = [aj,00), 1 < j < mn, (SM with respect to co intervals), then
they are associated. It turns out that the sub-Markov property is exactly
what we need to establish the product-type inequalities presented below
[Glaz (1990) and Glaz and Johnson (1984)]. Since it is quite difficult to
establish the sub-Markov property for a sequence of random variables
the following concepts of positive dependence play a major role.

A nonnegative real-valued function of two variables, f(z,y), is totally
positive of order two, TPy, if for all 1 < z9 and y; < ys

flxr,y) f(x2,y2) > f(r, y2) f(@2,41)

[Karlin (1968)]. A nonnegative real-valued function of n variables,
f(x1, ..oy my), is multivariate totally positive of order two, MT Py, if for
all x = (21, .., xp) and y = (Y1, .oy Yn)

fVvy)f(xAy) = f(x)f(y)

where

xVy = (max{x1,y1}, ..., max{xXn, yn})

and
x Ay = (min{x1,y1}, ..., min{X,,, yn })

[Karlin and Rinott (1980a)]. A nonnegative real-valued function of n
variables, f(x1,....,xy), is totally positive of order two in pairs, TPy in
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pairs, if for any pair of arguments x; and x;, the function f viewed as a
function of x; and x; only, with the other arguments kept fixed, is T'P»
[Barlow and Proschan (1975)].

If fis MTP, then it is also TP, in pairs. But, if the support of
f is a product space then f is MTP; if and only if it is TPy in pairs
[Kemperman (1977) and Block and Ting (1981)]. We say that a sequence
of random variables X1, ...., X;, is MT Py (resp. TPy in pairs) if its joint
density function is MTPs (resp. TPy in pairs). We will assume that the
support of the joint density functions is a product space.

The following results is often used to show that Xi,...., X, are asso-
ciated.

THEOREM 2.2.2 [Sarkar (1969)]
If Xq,...., X,, are MTP5 then they are associated.

The above result is especially useful in determining when | X1, ...., | X,
are associated, as it is often easier to verify that | X1/, ....,| X, | are MTPs.

REMARK It is still an open problem to characterize when | X1, ...., | X,]
are associated, if X1, ...., X,, have a multivariate normal distribution.

The following interesting examples of MT P, random variables are
listed in Karlin and Rinott (1980a): multivariate normal with nonneg-
ative partial correlations, absolute value multivariate normal with only
nonnegative off-diagonal elements in —DX~'D, where ¥ is the covari-
ance matrix and D is some diagonal matrix with elements +1, multivari-
ate logistic, absolute value multivariate Cauchy, negative multinomial,
certain classes of multivariate t, certain classes of multivariate gamma,
certain classes of partial sums of i.i.d. random variables, and order statis-
tics of i.i.d. random variables.

The following result gives sufficient conditions for the validity of
product-type inequalities of order k.

THEOREM 2.2.3 [Glaz and Johnson (1984)]

Let X4, ...., X, be MT Py random variables and I, ...., I, be infinite in-
tervals, all of the same type. Then Xi,....,X, are sub-Markov with
respect to Iy, ...., I, and

P(Xl €h,.,X,¢€ In) V% 2N

where
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Y = P(X1 € I17....,Xk S Ik)

o ﬁ [ P(Xi—ps1 € Li—pg1, ... Xy € I;)
P(Xi g1 €Ligya, e, Xic1 € Li1)

(2.2.5)
i=k+1

s an increasing function in k.

Note that v; is the product-type inequality given by Equation (2.2.1)
or (2.2.2). If the conditions of Theorem 2.3 are satisfied, 7, the kth
order product-type inequality is tighter than ~;. For k = 2 we get from
Equation (2.2.5):

[P (X1 € 1y, X, € 1)
=P(Xie,Xs€l 2.2.6
" (1 eh, X, 2)1_1_[3{ P(Xi—1€1i1) (2:2:6)
Also, if X1, ...., X, are stationary and I, = I then
P(Xi€l,..Xyel) 1"F
—P(X,€l,... Xy eI . (227
W= P& w€l) [P(Xl €l,...Xs1€1) (22.7)

In Section 5 the performance of these product-type bounds will be
evaluated for several applications.

Other concepts of positive dependence imply the validity of the product-
type bounds given in Equation (2.2.5). We will mention here two such
concepts.

A sequence of random variables X1, ...., X,, or its distribution func-
tion is said to be right corner set increasing (RCSI) or left corner set
decreasing (LCSD) if for all 1 <1i < n and x;,

P(X; > x| X; > 2,1 <j<n,j#1)

is an increasing function in all the z;’s, or for all 1 <7 < n and z;, or

P(X; <ai|X; <5, 1 <j<n,j#i)

is a decreasing function in all the s, respectively [Harris (1970)]. We
will say that X7, ..., X,, are positive corner set dependent (PCSD) if they
are both RCSI and LCSD.

A sequence of random variables X1, ...., X, or its distribution function
is said to be right tail increasing in sequence (RTIS) or left tail decreasing
in sequence (LTDS) if for all 1 <i < n and z;,
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P(Xi>$i|Xj>$j,1§j§i—1)

is an increasing function in x1,....,z;_1 or for all 1 <4 <n and z;, or

P(X1§m1|Xj§xj,1§j§2—l)

is a decreasing function in 21, ...., 2;_1, respectively [Esary and Proschan
(1972)]. We will say that Xq,...., X,, are positive tail sequence depen-
dent (PTSD) if they are both RTIS and LTDS. Properties and rela-
tionships among these and other related notions of positive dependence
have been investigated be many authors, including: Alam and Wallenius
(1976), Barlow and Proschan (1975), Block and Ting (1981), Brindley
and Thompson (1972), and Glaz (1990).

The following relationships among the positive dependence structures
presented above hold:

MTP, — PCSD — PTSD — SMoo intervals
— Associated — POD.

It will be interesting to study in more detail the differences among these
dependence structures and try to characterize them for certain classes of
multivariate distributions. Investigations of these dependence structures
for sequences of random vectors and stochastic processes are of interest
as well.

Let X1,...., X, be a sequence of independent random variables. The
sequence of moving sums {Zerz 1Xj}?;1m+1 is POD and therefore
the product-type inequalities given in Equations (2.2.1) and (2.2.2) hold.
The moving sums of independent random variables are not MT P, and
one can show that the product-type inequalities of order k > 2 given in
Equations (2.2.5) do not hold in this case [Glaz and Johnson (1988)]. For
a sequence of i.i.d. random variables Glaz and Naus (1991, 1996) have
used a different approach to derive accurate product-type inequalities for
a sequence of moving sums. We present here only one of the results for a
sequence of i.i.d. integer valued random variables. For 2 <m <n; <mn,

let
m+i—1

G(ny) =P | max Z X;<k-1]. (2.2.8)

THEOREM 2.2.4 [Glaz and Naus (1991)]
Let Xq,...., X, be a sequence of i.i.d. integer valued random variables.
Then for n > 3m,
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G(3m)

G(2m)—G(2m—1)
|:1 + G(3m—1)

n—3m

< G(n) <GBm)[1—GBm)+GBm—1)]""*". (2.2.9)

An application of these inequalities to a discrete scan statistic is pre-
sented in Section 2.5.

2.3 Negative Dependence and Product-Type
Inequalities

In this section only the most relevant dependence structures for con-
structing high order product-type inequalities will be presented. In the
statistical literature many interesting negative dependence structures for
multivariate distributions have been discussed. In fact, most of these
negative dependence structures are defined by reversing the inequalities
given in Section 2.2 [Block et al. (1982), Ebrahimi and Ghosh (1981,
1984), Glaz (1990), Kim and Seo (1995) and Lee (1985)].

A nonnegative real-valued function of two variables, f(z,y), is reverse
rule of order two, RRs, if for all 1 < x9 and y; < ys

flxn, ) f(re,y2) < flon, y2) f(z2, 1)

[Karlin (1968)]. A nonnegative real-valued function of n variables,
f(z1, ..., xp), is multivariate reverse rule of order two, M RRs, if for
all x = (1, oo, ) and y = (Y1, .., Yn)

FVy)f(xAy) <f(x)f(y)

[Karlin and Rinott (1980b)]. If the domain of the function f is a product
space then M RRy is equivalent to f being RRs in each pair of the
arguments, while the rest of the arguments are kept fixed. An M RR,
function has many nice properties, except that the M RRs property is
not preserved under composition. Therefore if f is a density function of a
random vector and it is M R R, the marginal densities are not necessarily
MRR;. In fact they can be even positively dependent [Karlin and Rinott
(1980b, p. 510)]. To eliminate this defect, the following stronger concept
of negative dependence is defined in Karlin and Rinott (1980b).
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A density function f of a random vector X = (X1, ...., X,,) is said to
be strongly MRRs, S — M RRs, if it is M RR5 and for any set of PF5
functions {¢,,} (a function ¢ defined on (—o0,00) is PFy if ¢(z —y) is
T P; in the variables —co < x,y < 00), the marginal density functions

n—k
I(Tmyy ey Ty ) = f(@1, 0oy T0) H wi(zj,)dx;, (2.3.1)
i=1

are M M R5 in the variables

{Zmyy s Ty} = {21, oy T )\ {Ij17...., a:jn_k} .

The class of distributions with S — M RRy density functions includes:
multinomial, multivariate hypergeometric, multivariate Hahn, Dirichlet
family of densities on a simplex, multinormal with special covariance
structure [Karlin and Rinott (1980b)].

A sequence of random variables X1, ...., X, is said to be super-Markov
with respect to a sequence of intervals Iy, ...., [, if forany 1 <i <k <n

k—1 k—1
PlXpel (Xl | <P|Xpell(((X;€L) |, (232

i=1 j=i

where ﬂf;,i(Xj € I;) is to be interpreted as the entire space [Glaz
(1990)]. For k > 1 let i be defined in Equation (2.2.5). The following
result establishes the product-type inequalities.

THEOREM 2.3.1 [Glaz and Johnson (1984)]

Let Xq,...., X, be S — M RRy random variables and I, ...., I, be infinite
intervals, all of the same type. Then Xi,...., X, are super-Markov with
respect to Iy, ...., I, and

P(X1 €I,y Xn € 1) <k <1,
where v are decreasing in k.

In Section 2.5 the performance of these product-type bounds will be
evaluated for several applications.

2.4 Bonferroni-Type Inequalities

The following classical Bonferroni inequalities for the probability of a
union of n events have been derived in Bonferroni (1936). Let Aj,....,
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A, be a sequence of events and let A = U}, A;. Then for 2 < k <mn,

Jj=1

k k—1
Y (17U < P(A) <> (1)1 (2.4.1)
j=1

where k is an even integer and for 1 < j <mn,

j
U = > op ( N A%) : (2.4.2)
m=1

1<i1<....<i;<n

The orders of these inequalities is given by the upper index of the sums in
Equation (2.4.1). The first order Bonferroni upper bound is referred to
in the statistical literature as Boole’s inequality, derived in 1854 (Boole
1984). These classical lower (upper) Bonferroni inequalities have a short-
coming of not necessarily increasing (decreasing) with the increase of
the order of the inequality. Moreover, these inequalities can be wide
for a low order and the computational complexity increases rapidly with
the increase of the order of the inequalities. Therefore attempts have
been made to derive simpler inequalities that are more accurate than
the classical Bonferroni inequalities. We refer to these inequalities as
Bonferroni-type inequalities.

In this article we make use of the following class of upper Bonferroni-
type inequalities proposed in Hunter (1976). The basic idea of this ap-
proach is to represent the event A = U}, A; as a union of disjoint event

n i—1
A=A uJan| )4
i=2 j=1

Therefore,

n i—1
P(A)=P(A)+Y P |A4n | [)A4
i=2 j=1
For2<k<n-1,

i—1

e

P(A) < P(A1) + Zk:P AN

=2 j=1
n i—1
+ > Plan| () 4
i=k+1 j=i—k+1
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This inequality can be rewritten for £k = 2 as
P(A) <UL =) P(AinAi) (2.4.3)
i=2

and for k > 3 as

P(A) <U —iP(AZ ﬂAifl)

1=2
k—1n—j i+j—1
— P AN () A5 | nAi| ¢ (244
j=2i=1 j=i+1

Note that these upper inequalities are of order k and they decrease as
the order of the inequalities is increasing.

The inequality (2.2.3) is a member of a class of second order inequali-
ties derived in Hunter (1976). The following concepts from graph theory
have to be introduced. A graph G(V, E), or briefly G, is a combinatorial
structure comprised of a set of vertices V' and a set of edges E. Each
edge is associated with two vertices referred to as the end points of the
edge. The graph G is called undirected if both endpoints of an edge have
same relationship for each of the edges. A path is a sequence of edges
such that two consecutive edges in it share a common end point. A tree
is an undirected graph such that there is a unique path between every
pair of its vertices. Let vy, ...., v, be the vertices of a tree T, representing
the events Ai,...., A, , respectively. The vertices v; and v; are joined by
an edge e;; if and only if A; N A; # ¢. The following inequality has been
derived in Hunter (1976):

P(A)< S — > P(ANA). (2.4.5)
{(4,5);ei; €T}

The optimal inequality in the class of inequalities (2.2.30pt) can be
obtained via an algorithm of Kruskal [Worsley (1982)]. The inequality
(2.4.3) is the most stringent within the class of inequalities (2.4.5) if the
events Aj,...., A, are exchangeable or if they are ordered in such a way
that for 1 < i; < i5 < m, P(4;, N 4;,) is maximized for i; — iy = 1
(Worsley 1982, Examples 3.1 and 3.2).

Inequality (2.4.4) is a member of the following class of inequalities
investigated in Hoover (1990):

k n
P(A)<P<U AZ-) + 3 Pian| () 4L s (2.4.6)
=1

j=k+1 meT;
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where Tj is a subset of {1, ....,j—1} of size k—1 and j > k+1. For k > 3
there is no efficient algorithm to obtain the optimal inequality in the class
of inequalities (2.4.6). If the events Aq,...., A, are naturally ordered in
such a way that P(N}Z{ 4;,) is maximized for i; —i;_; = 1,2 < j < k—1
and 3 < k < n —1, the natural ordering with T; = {j — 1,....,j — k + 1}
is recommended. In this case, inequalities (2.4.6) reduce to inequalities
(2.4.4). If the events Aj,...., A, are exchangeable inequalities (2.4.4)

have the following simplified form

P(A) < TLP(Al) — (n - 1)P(A1 N AQ)

k—1 j
-3 (n—jP {A1 N (ﬂ Af) NAj

j=2 i=2

} . (24.7)

It is tedious but quite routine to verify that the Bonferroni-type in-
equalities (2.4.4) and (2.4.7) for P(N{_,AS) = 1 — P(U_,A;) are given
by

n n—k+1 n—k
P <ﬂ Af) > Z Qiivk—1 — Z Oit1,i4k—1 = O (2.4.8)
i=1 i1 =1
and .
r (ﬂ Af) >n+k—1Narip— (n—k)as, (2.4.9)
i=1

respectively, where

am,n:P<ﬁ A;)

In some examples it is easier to evaluate the terms «y,,, in which
case inequalities (2.4.8) or (2.4.9) will be used. Many other interest-
ing Bonferroni-type inequalities for the union of n events are discussed
in a recent book by Galambos and Simonelli (1996).

The following lower Bonferroni-type inequality for P(Ul;A;) had
been derived in Dawson and Sankoff (1967). Let U; and U, be given
in Equation (2.4.2) above. Then

2U, 20U,

> - a1 (2.4.10)

where a is the integer part of 2 4+ 2Uy/U;. Kwerel (1975), using a lin-
ear programming approach, has proved that inequality (2.4.10) is the
optimal inequality in the class of all linear inequalities of the form
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P(A) > b1Up + byUs.

In particular it outperforms the Bonferroni inequality P(A) > S; —
So, whenever a > 2. Higher order lower Bonferroni-type inequalities for
P(U?_, A;) are discussed in Galambos and Simonelli (1996).

2.5 Applications

2.5.1 Sequential Analysis

Let Xi,....,X,,.... be a sequence of independent and identically dis-
tributed (i.i.d.) normal random variables with unknown mean 6 and
known variance o2. Without loss of generality we assume that o2 = 1.
For 0y > 0, we are interested in testing the following hypotheses

Hy:0<0yvs Hy:0> 0.

Without loss of generality we assume 6y = 0. The following stopping
time is used in the sequential probability ratio test (SPRT) for testing
the above hypotheses:

T=inf{n > 1;T, ¢ I,},

where T,, = Z?:l X, is the sequence of partial sums of i.i.d. normal
random variables, I, = (—a/01+nb1/2,a/60,+nb,/2) is the continuation
region, and a and 67 are the design parameters selected to control the
type I and type II probability errors:

B(0) = aandfB(61) =1 — b,
and 3 is the power function of the sequential test. [Glaz and Kenyon
(1995)]. It is convenient to transform the continuation region so that it

will be symmetric about the n axis of the (n,T,) plane. This is accom-
plished by the transformation Y; = X; — 6/2 and defining

T=inf{n > 1;T; ¢ I},
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where T = > | Y; and I} = (—a/61,a/61). The null hypothesis and
the error rates requirements are transformed to Hy : § < —0* and
B(—0*) = «, 1 — B(0*) = [, respectively, where 8* = 6,/2 To sat-
isfy these error rates requirements one uses a = In(y/a) — 0.583, where
~ is the Laplace transform of the asymptotic distribution of the excess
of the random walk 6,7 over the boundary evaluated at the value 1
[Woodroofe (1982, Section 3.1)]. We present bounds for P(r > n) and
E(7), which are of interest in evaluating the performance of sequen-
tial tests. For references and a more extensive discussion of sequen-
tial tests see Glaz and Johnson (1986) and Glaz and Kenyon (1995).
The following result is central to deriving bounds for P(7 > n) and
B(r) = Y%, P(r 2 n).

THEOREM 2.5.1 [Glaz and Johnson (1986)]

Let Xy, ...., Xy, .... be a sequence of independent random variables from
a density function f(x), that has support on an interval. Then for any
n > 2 the sequence of partial sums T; = Z;:l X;,1<i<n,is MTP,
(or TPy in pairs) if and only if

fla)=e @

where ¥(x) is a convex function, or equivalently f(x) is a log concave
Sfunction.

It follows from this theorem that if X;,7 > 1, are i.i.d. normal random
variables then the sequence of partial sums {T;*}?_; is MT P,. Therefore
the product-type bounds given in equation (2.2.5) are valid here. Glaz
and Kenyon (1995) developed efficient algorithms to evaluate product-
type inequalities for P(7 > n). In Tables 2.1 and 2.2, numerical results
are presented for the SPRT for normal data for selected values of the
parameters.

There are many interesting open problems in this area of research.
For example, development of probability inequalities for stopping times
associated with sequential tests for a vector of parameters.

2.5.2 A Discrete Scan Statistic

Let X1, ...., X,, be a sequence of independent nonnegative integer valued
random variables. A discrete scan statistic, denoted by S,,, is defined in
terms of moving sums of length 2 < m < n as follows:

1+m—1

S, = max Z X;. (2.5.1)
j=i

T 1<i<n—m41
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TABLE 2.1
Lower bounds and simulated values of P(7 > n)
a = B1 = .05andf* = .5

n 3 N7 P(t >n)
2 8273  .8273* .8276

4 5130 .5133* 5112
6
8

3026 .3057" 3153

1757 1812 .1865
10 .1013 1073 .1098
12 .0581 .0636 .0649
14 .0332 .0376 .0390
16 .0190 .0223 .0239
18 .0108 .0132 .0145

P(t > n) is a simulated value of
P(t > n) based on 10,000 trials.
The starred values are exact.

TABLE 2.2
Lower bounds and simulated values of Ey(7)
0" = .25 0" = .50
a\g | -25 -125 0 -50 -.25 0

.01 | 31.39 46.22 59.46 | 9.05 14.13 19.04
34.55 53.87 72.04 | 9.28 15.21 21.16
36.16 61.31 84.90 | 9.23 15.25 21.54
.05 | 19.51  25.77 29.53 | 5.62 7.70 8.99
21.38 29.34 34.25 | 5.69 7.87 9.24
22.32  30.58 36.20 | 5.72  7.99 9.25

Upper and middle values are lower bounds based on
~3 and -7, respectively.
Lower value is simulated based on 10,000 trials.
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TABLE 2.3
Product-type bounds for P(S, > k) Bernoulli model, n = 500

m P k LB UB P(k;m,n)
10 .01 2 .3238 .3286 .3269
3  .0159 .0159 .0141
4 .0003 .0003 .0003
.05 2 .9967 .9996 19992
3 .7274  .7479 7328
4 .1534 .1544 .1467
5 .0134 .0134 .0141
20 .01 2 .5064 .5299 5287
3 .0635 .0639 .0624
4 .0038 .0038 .0040
.05 3  .9523 .9857 9758
4 .6263 .6509 .6476
5 .1964 .1996 .1962
6 .0352 .0353 .0315
7 .0045 .0045 .0058

P(k;m,n) is a simulated value of P(k;m,n)
based on 10,000 trials.

For the special case of i.i.d. 0 — 1 Bernoulli trials this scan statistic
generalizes the notion of the longest run of 1s that has been investigated
extensively in the statistical literature. This discrete scan statistic is
used for testing the null hypothesis of the observations being identically
distributed against an alternative hypothesis of clustering, that specifies
an increased occurrence of events in a consecutive subsequence of the
observed data. For an extensive discussion about this scan statistic and
the applications see Glaz and Naus (1991) and Chen and Glaz (1999).
Based on Theorem 2.4, in Table 2.3 we present bounds for P(S, > k)
for a sequence of i.i.d. 0 — 1 Bernoulli trials.

2.5.3 An Approximation for a Multinomial Distribution

Let X = (X1, ...., X;n) be a multinomial random vector with cell prob-
abilities p1, ...., p;, and parameters ni,....,Ny,, 0 < p; < 1, ZZZI pi =1
and >.i" n; = N. Since X is S — MRR,, it follows from Theorem 6
that for £ > 1,

P(Xy <z, Xon < @) < Y. (2.5.2)

A Bonferroni-type lower bound for P(X; < z1,..... X, < x,,) is ob-
tained from Equation (2.4.8):

P(X1 <z, X < l‘m) > 0. (2.5.3)
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TABLE 2.4
Bounds for P-values for a test of equal cell probabilities

n 5 6 7 8 9 10 11
v3 | 9944 .8562 4758 1744 .0496 .0121 .0026
83 1 1 .6200 .1894 .0507 .0121 .0026

For 1 <4 < m, x; = z, inequalities (2.5.2) and (2.5.3) yield inequalities
for the distribution function of X(,,) = max(Xy,...., X;,). An approxi-
mation for the distribution of X(;) = min(Xy,...., X;,) is given in Glaz
(1990). For the special case of p; = 1/m, 1 <i < m, inequalities (2.5.2)
and (2.5.3) simplify to

(m+k—1Darr—(Mm—Fk)agp—1 < P(X(m) <)
]mkarl

[Oél,k

< (2.5.4)

[al,k—l]’rn—k‘ !

where for j > 1

aq.5 = P(X1 S :E,....,Xj S ,CE)

The performance of inequalities (2.5.4) is evaluated for an example with
a roulette with m = 38 numbers. Suppose we are interested to test
the null hypotheses that p; = 1/38, 1 < i < m. Consider the test that
rejects this null hypothesis for large values of X(3g). Table 2.4 presents
inequalities (2.5.4) for k = 3 for P-values of this test for N = 100.
Inequalities for the distribution of X(;y and X(,,) can be used to detect
outliers in a specified multinomial model.

2.5.4 A Conditional Discrete Scan Statistic

Let Xy,....,X,, be iid. 0 — 1 Bernoulli trials with P(X; = 1) = p,
0 < p < 1. Suppose that we know that a successes (1s) and n — a
failures (0s) have been observed. Then

n 1
P<X1—‘Tlv""7Xn—$n|ZX¢—a> :%
i=1

In this case the joint distribution of the observed 0 — 1 trials assigns
equal probabilities to all the na arrangements of a 1’s and n — a 0s. We
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are interested in deriving tight bounds for the upper tail probabilities
for a conditional scan statistic denoted by

P(k;m,n,a) = P (Sm 2k|ZXi :a),

i=1

where S,,, is defined in Equation (2.5.1).

Let Y3,....,Y, be the random variables denoting one of the na se-
quences of 0 — 1 trials that contain a 1s and n—a 0s. For n = Lm, L > 4
and 1 < ¢ < L — 1 define the events

m—+1
Di == m (E/V(ifl)m+j + + Y;m+j,1 S k’ - 1) .

J=1

It follows that

P(k;m,n,a) = (UDC)

Employing the second order Bonferroni-type inequality in Hunter (1976)
and Worsley (1982) given in Equation (2.2.3) and the fact that D, are
stationary events we get

L—1
P(k;m,n,a) ZP Df) - > P(Dsn D)
1=2
=14 (L —3)g2m(a) — (L — 2)qam(a),

where for 1 < i < L —1, gam(a) = P(D;), gsm(a) = P(D; N D;_1) and
forr=2,3

min(rk—r,a)

qrm = Z Q(rm‘.])

J=0

rmjin —rma — j

na

where q(rm|j) = 1 — P(k;m,rm, j) are evaluated in Naus (1974, Theo-
rem 1).

To derive a Bonferroni-type lower bound for P(k;m,n,a) an inequality
in Kwerel (1975) presented in Equation (2.4.10) gives:
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where b = [2s9/51 + 2],

L—1
$1 = Z P (D) = (L —1)(1 - gam(a))

and
2= ), P(DInDj)
1<i<j<L—1
L—2
=Y P(DinDg,) + > P (DN D5)
i=1 1<i<j—1<L—2
= (L —2)[1 — 2g2mm(a) + gzm(a)]
+.5(L = 2)(L = 3)[1 — 2¢2m(a) + gam.2m(a)]
= (L = 2)gzm(a) + .5(L — 2)(L — 3)q2m,2m(a)
+.5(L — 1)(L — 2)(1 — 2gam(a)),
where
q2m,2m(a)
min(2k—2,a) min(2k—2,a—7j1) . L 2mgi2man — dma — §1 — ja
= Y >, a@mlj)a(2mlj2) —
71=0 J2=0

and g(rmlj), r = 2,3 are given above. A different approach in deriving
bounds for P(k;m,n,a) is presented in Chen et al. (1999). In Tables
2.5 and 2.6 the bounds for P(k;m,n,a) and

E (Sm| zn;Xi = a) = kin:P(k;;m,n,a)
= =1

are evaluated for selected values of the parameters.
Probability inequalities for a conditional scan statistic for a sequence
of binomial or Poisson random variables has yet to be derived.
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TABLE 2.5
Bonferroni-type bounds for P(k;m,n,a)

n m a k BTLB BTUB P(k;m,n,a)
100 10 5 3 1665  .1665 1678
4 .0090  .0090 L0098
20 10 5  .3505  .3513 3465
6 0752  .0752 0752
7 .0096  .0096 0102
500 10 50 4 .6850  1.000 8523
5 2244 2594 2369
6  .0271  .0274 0265
20 75 8 3772 .4869 4283
9 1223 .1276 1254
10 .0259  .0261 .0254

lg(k; m,n,a) is a simulated value based on 10,000 trials.

TABLE 2.6
Bonferroni-type bounds for E (Sm|> [, Xi =a)
n m a LB UB E (Sm| X", Xi = a)
100 10 5 195 2.18 2.08
10 295 3.26 3.10
20 10 4.16 4.33 4.30
20 6.95 7.13 7.10
500 10 25 272 3.15 2.94
50 3.87 4.29 4.13
20 50 5.50 6.01 5.82
75 7.09 7.65 7.46

E (Sm| X, Xi = a) is a simulated value based on 10,000 trials.
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2.5.5 Simultaneous Prediction in Time Series Models

Let Xq,...., X,, be the observed time series data. We are interested in
a rectangular simultaneous prediction region for the future observations
Xn+41, -y Xntm- The following region has been investigated in Glaz and

Ravishanker (1991) and Ravishanker, Wu and Glaz (1991):

Xn+i(1) £ev/Var(en(i)),1 <i<m,

where for 1 < i < m, X,,1;(¢) are the forecasts for X, y; and e, (i) =
Xpti— Xn1i(4) are the forecasts errors. The constant ¢ is obtained from
the following equation:

P(U,(i)| <gl<i<m)=1-a,

where U, (i) = e, (i)/v/Var(e,(i)) are the standardized forecast errors
and 1 — « is the preassigned joint confidence level of the rectangular
prediction region. Assume that the time series can be modeled by an
AR(1) process:

X = oXi 1+ €1, |0] < 1,

and {€;} is a sequence of i.i.d. normal random variables with mean
0 and variance o2. Then U,, = (U,(1),....,U,(m)) has a multivariate
normal distribution with mean vector 0 and correlation matrix 3. It
follows from Glaz and Ravishanker (1991) that (|U,(1)], ..., |[Un(m)|) is
MTP, and therefore, for 1 < k < 5, product-type inequalities given in
Equation (2.2.5) can used to evaluate the constant ¢ via an algorithm in
Schervish (1984). This algorithm can be used to evaluate the constant
¢ from the Bonferroni-type inequalities given in Equation (2.4.8).

In Table 2.7 the constant c is evaluated for selected joint confidence
levels for a data set Series D in Box and Jenkins (1976). The data set
consists of n = 310 hourly readings of viscosity of a chemical process.
An AR(1) model is used for this data set.

There are many interesting open problems in the area of simultaneous
prediction regions in time series models. For example, simultaneous
confidence regions for future observed random vectors in multivariate
time series, using probability inequalities, have not been investigated
yet.
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TABLE 2.7

Evaluating the constant ¢ using four methods

Confidence level

Method k[ .99 .95 .90 .88 .80 .70 .60
11329 280 256 241 229 211 1.96

2321 268 241 224 211 190 1.73

Product-type 31320 266 239 221 208 187 1.70
41320 265 238 220 207 186 1.68

51320 265 238 320 207 185 1.68

11]229 281 258 243 233 217 2.05

21321 269 243 326 214 195 1.81

Bonferroni-type | 3 | 3.20 2.67 2.40 223 210 191 1.75
41320 266 239 222 209 189 173

51320 265 238 221 208 187 1.71

Simulation 3.19 264 237 219 206 185 1.68
Marginal 258 196 164 144 128 1.04 .84

The simulation method is based on 10,000 trials.
The marginal method is based on marginal confidence levels.
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Applications of Compound Poisson
Approximation
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ABSTRACT Stein’s method for compound Poisson approximation has
not been as widely applied as in the Poisson context. One reason for this
is that the bounds on the solutions of the Stein Equation are in general
by no means as good as for Poisson approximation. Here, we illustrate
how new bounds on the solutions have radically changed the situation,
provided that the parameters of the approximating compound Poisson
distribution satisfy certain conditions. The results obtained in this way
are every bit as satisfactory as those obtained in the Poisson context.

Keywords and phrases Compound Poisson approximation, word
counts, sequence comparison, success runs, Stein’s method

3.1 Introduction

Stein’s method has proved to be one of the most successful methods
for determining the accuracy of Poisson approximation. Let W be any
nonnegative integer valued random variable, with the property that

[E{Ag(W +1) = Wg(W)} < eoMo(g) + 1M (g) (3.1.1)

for some A > 0 and for all bounded g : N — R, where M;(g) :=
sup, (NIAg(w)|, I € Zy, and Ag(w) := g(w + 1) — g(w). Then, if
the total variation distance between probability distributions on Z is
defined by
drv(P,Q) == sup [P(A) - Q(A)],
AcZ,
it follows that

dry (L(W),Po(N\)) <eo sup Mo(ga) +e1 sup Mi(ga), (3.1.2)
AcZ Acl
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where g4 is the solution of the Poisson Stein Equation

Ag(G +1) = jg(j) = f(j) — Po(M{f}, (3.1.3)

for f = 14. Bounds for the suprema are given in Barbour, Holst, and
Janson (1992, Lemma 1.1.1 and Remark 1.1.2):

sup Mo(ga) < min{l,+/2/eA}; sup Mi(ga) < /\_1(1 — e_>‘).
AcZ, AcZ,

(3.1.4)
The fact that both bounds decrease as A increases is a very useful aspect
of the error estimate (3.1.2), because it often ensures that increasing
the size of the problem does not worsen the estimates. For instance, if
W =", I is asum of independent Bernoulli Be (p;) random variables,
we can take A = EW =Y p;, 6o =0 and ey = >, | p?, resulting in
the simple bound [Barbour and Hall (1984); see also LeCam (1960)]

dry (L(W),Po(A)) <A™ pr,

a quantity which typically does not grow with n: if all the p; are equal,
the bound is exactly p for all n. Establishing (3.1.1) for small gy and 7 is
frequently a surprisingly tractable task; many examples are to be found
in Arratia, Goldstein, and Gordon (1990) and in Barbour, Holst, and
Janson (1992).

For compound Poisson approximation, there is an analogous approach.
Let W be any nonnegative integer valued random variable, and let p; >
0, 7 € N, satisfy > .o, iu; < oo and > ,o; p; = 1. If it can be shown
that

E QY i\uig(W +i) = Wg(W) 5| < eoMo(g) +erMi(g)  (3.15)
i>1

for some A > 0 and for all bounded g : N — R, then it follows that

dr(L(W),CP (A, p)) := ngelrf)IIEf(W) —CP (A w){/f}

< eg sup Mo(gy) + €1 sup Mi(gs), (3.1.6)
ferx fer

for any set F of test functions, where gy now solves the compound Pois-
son Stein Equation

D gl +1) = jg(i) = f() = CP (A w{f}, j=0.  (3.17)

i>1
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Here, CP (A, ) denotes the compound Poisson distribution of 3, iZ;,
where the Z; ~ Po(\u;) are independent. As for (3.1.1), establish-
ing 3.(1.5) for small €9 and e; may often be relatively simple. However,
the resulting distance estimates (3.1.6) were not as powerful as they could
have been, for lack of sharp bounds on the quantities sup s » M;(gy) for
the commonest choices of test functions F and for most CP (A, ).

For the test functions Fry = {14, A C Z,}, appropriate to total
variation approximation, the general bounds

HIY(\, p) :== sup M;(gr) < min{1, (M)~ 1Yt 1=0,1, (3.1.8)
f€Frv
were proved in Barbour, Chen, and Loh (1992); because of the expo-
nential factor, these are only useful for small \. However, under the
additional condition on the u; that

1 > 219 > 3us > ... (3.1.9)
they showed that
HEV(A7H) < min {17 2} 5
B vV /\V1

1 1
TV < mi +log™ 11
HiY (A p) < min {17 o (4/\u1 log (2)\y1)) } ,  (3.1.10)

where v1 = 1 — 2uo. These bounds are much better, but that on M is
still weaker than could be hoped for, because of the logarithmic factor.
This factor was removed in Barbour and Utev (1998, Theorem 3.1), in
the setting of approximation with respect to the Kolmogorov distance dx
defined by

dK(P7 Q) .= sup |P[Z‘7OO) - Q[Z‘,OO)|,

by way of intricate Fourier arguments, but only at the expense of wors-
ening the constant factors to a point at which they became unattractive
for practical application.

In this paper, we illustrate the improvements in compound Poisson
estimates that can be obtained by using two new bounds. The first of
these, proved in Barbour and Xia (1999b), requires a different condition:

if
0:=> (i - l)ui/ml <1/2, (3.1.11)
i>1
where m; = 2221 ip;, then

1
(1— 20)v/ ;|

1

TV <
HO ()‘7“) = (1 _29))\m1

HIV(\ p) < (3.1.12)
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These bounds are of exactly the same order as the Poisson bounds (3.1.4),
and reduce to them if CP (A, ) is a Poisson distribution, so that u; = 1
and 8 = 0; they were established by using an analytic perturbation
argument, starting from the Poisson solution.

The second bound is valid under the previous condition (3.1.9). It has
been shown in Barbour and Xia (1999a) that, for the set of test functions
Fr = {fe;, k € N: fi(z) = lj,o0) (%)} appropriate to Kolmogorov
distance,

H({<(A7 N) ‘= SUPfeFy MO(gf) < min {1’ \/E} ’

(3.1.13)

HEOp) = supger, Migy) <min {3, 51}
Here, the proof is based on probabilistic arguments, using the asso-
ciated immigration—death process introduced in Barbour, Chen, and

Loh (1992). Combining (3.1.12) and (3.1.13) with (3.1.6), we obtain
the following proposition.

PROPOSITION 3.1.1

Let W be a monnegative integer valued random variable, and suppose
that (3.1.5) holds for all bounded g : N — R, for some A > 0 and
i >0, i€ N, such that 2121 ip; < oo and Zi21 w; = 1.

(A) If Condition 3.1.11) is satisfied, then
dry (L(W), CP (A, ) < (1 = 20) " {(Ama) ™20 + (Am1) ~'er ).

(B) If Condition (3.1.9) is satisfied, then

dg (L(W), CP (A, p))

[ 2 1 1
< i 1 — i - - v
_60m1n{ s 6)\#1}+51m1n{2,)\ﬂl+1}

Neither pair of bounds has logarithmic factors, and both have small
constant factors, making them well suited for practical application; we
illustrate this in what follows, showing that a number of previously ob-
tained compound Poisson error estimates can be substantially improved.
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3.2 First Applications
3.2.1 Runs

As a first, frequently studied illustration, we consider compound Pois-
son approximation to the number W of k-runs of 1’s in a sequence of
independent Bernoulli Be (p) random variables X;, 1 < ¢ < n: thus
W = Z?:_lk"_l I;, where I; := H;i’f_l X; and ¢ := EI; = p*. In order
to simplify the definition of the approximating distribution, we start by
adopting the ‘circle convention’, setting X, ; = X; for all j € Z, and
considering a new random variable W’ := Z?zl I;, which counts the
number of consecutive k-runs of 1’s when the X; are arranged around
a circle, rather than on the line. This is merely a way of avoiding edge
effects, and is not essential to the method.

There have been a number of compound Poisson approximations to the
distributions of W and W', with the precise choices of A and p differing
slightly from paper to paper. Arratia, Goldstein, and Gordon (1990)
used Poisson process approximation to derive a total variation estimate
of order O(nki?(1—p)) for the approximation error. Under the condition
p < %, so that the bound (3.1.10)) can be applied, Roos (1993) improved
the error estimate to order O(kv log(ni)); furthermore, Barbour and
Utev (1999, Theorem 1.10) can be used for any value of p to give an error
estimate of order O(ki + exp(—cna))) for some ¢ > 0 (see Eichelsbacher
and Roos (1998)), but with an uncomfortably large constant. Here,
using the improved bounds on the Stein constants, we can establish
substantially smaller error estimates, for Kolmogorov distance if p < 1/2
and for total variation distance if p < 1/5.

Roos (1993) addresses the problem using the ‘local approach’. For W
a sum of 0—1 random variables I;, 1 < ¢ < n, this involves writing W in
the form

W=0L+U+2Z,+W; (3.2.1)

for each 1 < i < n, where U;, Z; and W; are nonnegative, integer valued
random variables, with U, typically heavily dependent on I;, and W;
almost independent of the pair (I;, U;). Then one can take

co=» Y E[P[L=1U;=1-1|W;]-P[L; =1,U; =1 - 1]| (322)

i=11>1

and

€1 = Z {ELEL +U; + Z;) + E(1: Z;)} (3.2.3)
=1

in (3.1.5), implying corresponding compound Poisson approximations by
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way of (3.1.6), if A and p have the canonical definitions

n
M =1 B{LIU; =1-1]}, 1>1; A=A (3.24)
i=1 1>1
Note that then A 2121 lp; = IEW, so that W and the compound Poisson

distribution CP (A, i) both have the same expectation.
For the example of runs and the random variable W', taking

U= Y I Zi= oo (3.2.5)

1<]j—il<k k<|j—il<2(k—1)

it follows that W; is independent of (I;,U;), so that 9 = 0, and that I;
and Z; are independent, which then easily gives &1 = n1)?(6k — 5). The
calculation of A\ and p is more complicated, eventually giving

EW'p=! (1 - p)?
foril=1,2,....k—1,

_JEWITI2(1 - p) + (2k — 1 - 2)(1 - p)?]
)\,Ufl - for | = ]{;’ ey 2k — 2, (3.2.6)
EW’ (2k — 1)~ 1p?k—2

for I =2k —1,

with IEW’ = nt. For these parameters, Condition (3.1.9) is satisfied for
all kif p <1/3 and for k > 4 if p < 1/2, and Proposition 3.1.1(B) then
implies that

11
(L), CP () < min {3, L H ok - 5)02
D for k=1
< { (6k — 5)p(1 —p) 2 for k> 2. 27

For total variation distance, 8 < 2p/(1 — p) < 1/2 if p < 1/5, and
Proposition 3.1.1(A) gives the error estimate

drv (L(W'),CP (A, p)) < (6k = 5)%(1 —p)/(1 - 5p). (3.2.8)

Both of these estimates are simple, explicit, and of better order than the
previous bounds in their domains of applicability.

The original runs problem is concerned with the distribution of W :=
Z?;lkﬂ I;, omitting the extra random variables I;, n — k + 2 < i < n,
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whose definition involved the circle convention. The local approach
described above can still be carried out in the same way, yielding a
marginally smaller error bound; the drawback is that the canonical pa-
rameters obtained in this way are more complicated to specify, since they
also require edge corrections. An alternative solution is to observe that
W and W’ differ only by the sum >>" ., I;, so that

dry (L(W), LW")) < (k= 1);

hence one can also approximate the distribution £(W) using the same
compound Poisson distribution CP (A, u), defined in (3.2.6), as was used
for L(W'), with an additional error of at most (k — 1).

An even simpler approximating compound Poisson distribution is pro-
vided by the Pdlya-Aeppli distribution PA (A*, p), defined as CP (\*, u*)
with A* := ny)(1 — p) and

pi=p 1 -p), 1>1

as can be seen from (3.2.6 Ay = A*pj for 1 <1 < k—1, and furthermore
AD sl =mnp = N30 lyf

It then follows from Roos (1993, Lemma 2.4.2) that the distribution
CP (\, p) can be replaced by PA (\*,p) in the above approximations,
provided that € is increased by an amount * := > ,o (Il — 1)[A —
A*pf]. Using the definition of Ay from (3.2.6), this gives

er=npS Y (I=1p' (1 =p)2(l = k)(1—p) - 2p|

k<I<2k—2
+(2k — 2)p”*?((2k — 1)(1 — p)* — 1]

+> (-1 -p)?

1>2k

< 2 (- 1= 0= 9 = (1)

>k

+(k - 1)p2’“‘2}
=2n*{k+2p(1—p) '+ (k= 1)1 —p+p"?)}

< 2nap? {2k + %I)__;))} . (3.2.9)

The last inequality of (3.2.9) holds for k£ > 3 but it can be easily verified
that it still remains a bound for e*, when k = 2 and p < 1/2. Thus using
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instead the Pélya-Aeppli distribution PA (ni(1—p), p) as approximation,
requires the addition of at most 2(2k + 1)1(1 — p) =2 to the Kolmogorov
estimate (3.2.7), and, what is more, the estimate is then valid irrespective
of k for all p < 1/2, since Condition (3.1.9) holds for PA (A*, p) whenever
p < 1/2. For the total variation estimate (3.2.8), valid in p < 1/5, one
needs to add at most 4k¢ (1 —p)/(1 — 5p).

The problem of k-runs can also be treated as one of counting the
number of visits to a rare set in a Markov chain. From this stand-
point, the general theorems of Erhardsson (1999) can be applied, in
conjunction with the improved bounds on the Stein constants given by
Proposition 3.1.1: see also Theorem (3.3.2) below. Using his approach,
the approximating compound Poisson distribution is automatically the
Pélya-Aeppli distribution PA (A*,p), and the error estimates obtained
using the bounds given in (3.1.13) and (3.1.12) are somewhat smaller,
being a little better than 4(k + 1)(1 — p)~2 for Kolmogorov distance if
p < 1/2, and a little better than (4k + 5)1/(1 — 5p) for total variation
distance if p < 1/5.

3.2.2 Sequence Matching

Let &1,...,&, and 11, ...,n, be two independent sequences of indepen-
dently chosen letters from a finite alphabet 4, both uniformly distributed
over A. Fix k, and set

Lij =116 = 15,841 = Mjs1s > Sikh—1 = Njph—1],

so that
m—k+1n—k+1

WZ: Z Z Iij
i=1 7j=1

counts the number of times that pairs of matching strings of length &
can be found in the two sequences. In molecular sequence applica-
tions, an observed value of W higher than that expected according to
the above model would indicate evolutionary relationship between the
two sequences. Previous work (Arratia, Goldstein, and Gordon (1990),
Neuhauser (1996)) has largely concentrated on approximating IP[W = 0],
which, by then varying k, translates into a statement about the length
of the longest matching run; with this in mind, the strategy is typically
to replace W by a random variable which counts distinct clumps of k—
runs, and to approximate its distribution by a Poisson random variable.
Here, as also in Mansson (1999), who explores a more general setting,
we use compound Poisson approximation to treat the whole distribu-
tion of W, and to provide rather explicit bounds for the accuracy of the
approximations obtained.
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Once again, to simplify the canonical CP (A, ) approximation, we
work instead with the random variable

W/ = ZZIU‘,

i=1 j=1

adopting the ‘torus convention’ that &,4; = & and n,4; = n; for all
i,7 € Z. The random variable W’ then has expectation

EW' = mn,

where ¢ := EI;; = p* and p := 1/|A|, and we are typically interested
in values of k less than, say, 2log(mn)/log(1/p), so that IEW’ is not
extremely small. In order to use the local approach, we require a decom-
position as in (3.3.1) of the form W' = I;; + U;; + Z;; + W;;, for each
pair ¢, 7. Noting that the indicators most strongly dependent on I;; are
those of the form I;1; ;4; with |I| < k — 1, we take

Uj= Y Tiriju

1<l <k—1
and
Zij = E Is | — Lij — Uij,
(r,8)EN;;
where

Ny = {(r,); min{lr — il |s - j|} < 2(k - 1)}.

This yields W' = Iij + Uij + Zij + Wij, in such a way that Wij is
independent of the pair (I;;,U;;), so that ¢g = 0.

The canonical parameters for the corresponding compound Poisson
approximation are the same as those in (3.2.6) for success runs, but
with the new definitions of p and EW”’, and, as before, Condition (3.1.9)
is satisfied for all & if p < 1/3, and Condition (3.1.11) is satisfied with
(1-20)~1 < (1-p)/(1-5p) if p < 1/5; a Pélya-Aeppli PA (mnyp(1—p), p)
approximation would add only at most an extra (4k + 2)1(1 — p) to A
in the estimates given below. In bounding the expression corresponding
to (3.2.3) for ey, it is immediate that

]EI”IE(I” + Uij + Zz]) < (4]{5 — 3)(m + n)’l/)z (3.2.10)

For IE(1;;Z;;), note that I;; is independent of each single I,; in the sum
defining Z;;, so that we have

E(1;;Zij) < (4k — 3)(m + n)p? (3.2.11)
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as well. Hence &1 < 2mn(4k — 3)(m + n)y?, and using Proposition 3.1.1
we deduce that

K (L(W'), CP (A, ) L=p?+EW) 1A, Al 23
1—

<A{

dpy (L(W'),CP (A, p)) <{(1—-p)/(1=5p)} Ay, |A|l =6, G12)
3.2.12

where A and p are as given in (3.2.6), but now with IEW’ = mn), and

Ay = 2(4k — 3)(m + n)1p. (3.2.13)

Conversion from W’ to W is once again straightforward, since it is im-
mediate that

dpy (L(W), LW)) < (k = 1)(m + n)y.

Most emphasis has previously been placed on asymptotics in which m
and n tend to infinity in such a way that both logm/logn and A = A\,
converge to finite, nonzero limits. Using (3.11.4) and (3.11.5), we can
make more precise statements about how well the distribution of W' is
being approximated, and under less restrictive conditions. For m and n
given, m < n, set

k= kmn = log(mn)/log(l/p) -G

for any ¢ = ¢y > 0, noting that then EW’ = p~¢. From (3.11.5), we
immediately have

2log(mn)
log(1/p)

which is small so long as logn < m and c is not too large. In asymptotic
terms, as m,n — oo for fixed p, one would require that logn = o(m)
and in addition that ¢, < dlog{m/logn}/log(1/p) for some § < 1.
Previous asymptotics have mostly assumed that ¢ is bounded above, so
that this last condition would then be automatically satisfied.

Ay < 8k(m +n) < { } (m™' 4+n"p~,

3.3 Word Counts

The next problem that we treat is counting the number of appearances W
of aword A = aqas ... ay of length k, in a sequence of letters &1, ..., &, of
length n from an infinite realization of an irreducible, aperiodic station-
ary Markov chain (§;, ¢ € Z) on a finite alphabet 4, having transition
matrix II and stationary distribution 7. Thus W := ", I[Bj], where

By :={&_ji1=a1,....& =a;}, 1<j<k, (3.3.1)
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is the event that &_jy1...& is a copy of the first j letters of A, and
we set ¢ := IEI[B}], noting that EW = (n — k + 1)1). We discuss this
problem in rather greater detail, making some numerical comparisons.

As a first approach, we illustrate how the ‘declumping’ procedure of
Arratia, Goldstein, and Gordon (1990) can be used to derive accurate
bounds, when applied in conjunction with the compound Poisson Stein
equation, as in Barbour and Utev (1998, Section 5) and Barbour and
Chryssaphinou (1999, Section 2.2). Schbath (1995) employed the Ar-
ratia, Goldstein, and Gordon (1990) procedure directly, establishing an
estimate of order O(nw?) for the error in compound Poisson approxi-
mation to £(W), though no fully explicit formula for the estimate was
given. As in the case of runs, this order of approximation is not accurate
when IEW is large. Here, we show how to modify her approach to obtain
an explicit bound of the improved order O( logn).

In what follows, we use the term “period” of a word as defined in
Guibas and Odlyzko (1981). In particular, an integer p is a period of a
word A = ajag...ay if a; = a;qp for all i =1,...,k — p. Let also P'(A)
denote the set of “principal” periods of A (Schbath (1995)), consisting of
the shortest period pg of A together with those which are not multiples
of pg. For example, the word A = ajaiasaiaiasa1a; with k = 8 has
periods 3,6 and 7, and P'(A) = {3,7}.

To introduce the declumping, let I;; denote the indicator r.v. of the
appearance of an [-clump at position i. More precisely, let C; be the set
of words consisting of exactly [ overlapping appearances of A, U the set
of k — 1 letter words that do not end with the p first letters of A for any
p € P'(A) and V the set of k — 1 letter words which do not start with
the p last letters of A for any p € P'(A). Then define

IiJ = Z (L*k#»l(UCV))v

veld,cec,,vey

where I;(S) denotes the indicator of the event that a copy of the word S
begins at index ¢, and note that

EL,; = (1 - L)*L'" 'y, (3.3.2)

where L =37 5,4 [T, M(atai4q).

The ‘declumped’ random variable W’ := S F' S~ i1, is easier
to approximate than W, and W = W' unless there is a copy of A which
overlaps either the beginning or the end of the interval {1,2,...,n}, so
that

dry (L(W), LW")) < 2(k = 1)¢, (3.3.3)

a quantity no larger than the other terms appearing in the approxima-
tion error. It follows from (3.3.2) that the Pdlya-Aeppli distribution
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PA(EW (1 — L), L) is the appropriate compound Poisson approxima-
tion, and Barbour and Chryssaphinou (1999, Section 2.2) shows that we
can take g = b5 and €1 = b + b5 in (3.1.6), where

n—k+1

b= Y > > IsELEI;

=1 121 (§,s)€B,

n—k+1

b= > > Y B (3.3.4)

i=1 1>1 (j,s)€B(i,1),j#i

n—k+1

bi= Y > IBIE{Li—ELi|o(ls: (j.5) € Biy);

i=1 1>1

here, we specify

Bun={G,8):—(s+2)(k=1)—r+1<j—i
<(+2)(k=1)+7r—1}. (3.3.5)

This latter definition is appropriate, because the indicators I;; and I; ,
are measurable with respect to o (§;—ry1, .-+ St 1) (k—1)) and (&5 —p11,
..,§j+(s+1)(k,1)), respectively, so that I;; and I; s are only weakly de-
pendent whenever j —k+1> i+ ({+1)(k—1)+rori—k+1>
j+ s+ 1)(k—1)+r, for r > 1. This gives the conclusion of Theo-
rem (3.3.1), for which we need some extra notation.
Let I10™) (a,a’) denote the m-step transition probabilities in the ¢-
chain, and Mg (a,a’) := II(d’, a)w(a’)/m(a) the transition probabilities in
the reversed &-chain. Define

X(A) := ﬁ(al)_lmaxﬂ(m)(ak7a1) > 1.
m>1

Then let K > 1 and 0 < p < 1 be numbers such that

(m) n o / (m) - m

glea;gmax{Zm (a,a) —w(a)], S MG (a.a') — n(a >}<Kp
a’€eA a’€A

(3.3.6)

for all m > 1. It follows from an elementary coupling argument (see, for
example, Lindvall (1992), paragraph 2 on page 96, for a rather dismissive
description) that one can take K = 2 and p = 1 — min{d6(I1), §(Ilg)},
where, for an A x A matrix P, §(P) := )., minge 4 P(a,a’). There
are usually better choices, particularly if 6(I) = 0. Note also that (3.3.6)
is actually only needed for m > r, where r > 1 is as above, and may be
chosen to suit.
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THEOREM 3.3.1
If L <1/2, then

di (L(W),PA(EW (1 - L), L))

=& ((1 7 {IEW}l) 0 (EW&L)) N
+2(k — 1)¢;

if L <1/5, then

drv (L(W),PA(EW (1—L),L)) < Bz.a.1)
= {(1—L)/(1 = 5L)HA; + {EW}2A0) + 2(k — 1),

where EW = (n — k + 1),

AO = KpT]EW {2+p3(k_1)+T+KpT};

Ay = 2¢{3(k 1) +r+2(k- 1)ﬁ
oLk —1-po) 20k—1)+r—1
o (o - ) b

and r > 1 may be chosen to minimize the error estimates.

REMARK If the sequence &;, i € Z, is independent, the estimates of
Theorem (3.3.1) hold, with r and K replaced by zero. 1

PROOF In order to prove Theorem (3.3.1), we just need to bound the
terms b7, b5 and b of (3.3.4), and use (3.3.3). Then, as observed above,
Proposition 3.1.1 can be applied with g = b3 and ¢; = b7 + 03.

The computation of

n—k+1 i+(4+2)(k—1)+r—1

b= > > > IsEL; BT o

i=1 [>1s>1j5=i—(s+2)(k—1)—r+1

n—k+1 i+ (142) (k—1)+r—1
<23 3 Y LELEL.  (337)
i=1 I>1s>1 J=i
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is a simple matter, using (3.3.2), with (3.2.9-) yielding exactly

br < 2pEW {3(1<; —1)+r+ W} : (3.3.8)

For the term b3, we write

n—k+1 i+(142)(k—1)+r—1

22> 2 Bl

i=1 121521 j=i=(42) (k-1 —ria
i

n—k+1 i+(142)(k—1)+r—1
LYY Y Y B
i=1 I>1s>1 j=it+1 cea

where
Li(C)i= Y Lipn(UCV).
Ueu,vev
We now distinguish two cases, when bounding the expectations
E(L;(C)s), i+1<j<i+({+2)(k—1)+r—1L
Ifi+1<j<i+|C|—1, then E(L;;(C)I;s) = 0, in view of the
definition of I ;. If i +|C| < j <i+ (I +2)(k—1)+r — 1, observe that

= > Y. BLiwn(UCV)Ln(U'CV)}
UeU,vevU’'eu,C'eCs,V'ey
< Z Z E{li_ 11 (UC);(C'V")}, (3.3.9)
Uel C'eCs,V'ey
since
> L1 (UCV) < T g1 (UC)
vey
and

S L (UCV) < L(CV).

Ureu
Moreover, the copies of the words UC' and C'V’ appearing in (3.3.9) do
not overlap, which implies that

E(l_ 1 (UC)[;(C'V') < m(UONV =19 (a 01w (C'V') [ (ar)
< X(A)rUC)T(C'V).

Hence, for C € C;and i+ |C] < j <i+ (I+2)(k—1)+r — 1, we have
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E(L,(C) ) <x(A4)Y . > #UC)r(c'V')

el C'eCs,V'ev

< X(4) Y w(UC)(1 - L)Ly, (3.3.10)

veu

and since |C| > k+(I—1)po for all C' € C;, where py is the shortest period
of A, the number of indices j for which the bound (3.3.10) is needed is
no greater than (I —1)(k—1—pg) +2(k—1)+ (r —1). Combining these
observations, we find that

n—k+1

by<2 > > > Is{l—1)(k—1—po) +2(k—1)+ (r—1)}

i=1 1>1s>1
D x(A) Y (UC)(1 - L)Ly
ceC Ueu
= 2x(A)(n — k+ 1)y*(1 — L)
S I -1)(k—1-po)+2(k—1)+ (r— LY 1!

>1 s>1

2L(k—1— 2k—1)+r—1
- (Gt )

(3.3.11)

It remains to examine the term b3. Using the Markovian property and
the fact that o(l;s : (j,s) € B{,) is contained in o(¢1,...

)

Eick—rt1,§it (141) (k=1)4r> - - - »&n), We obtain
n—k+1
by= Y D IE[E{L, —EL,|o(I: (j,s) € B )}
i=1 I1>1
n—k+1

IN

2.2 )

i=1 I1>1 UEU,CEC,VEY
EE{l;i—;+1(UCV) = EL_41(UCV) |0 (Ijs : (j,s) € B )}

n—k+1

22 > )

i=1 [>1 UeU,CeC,VeVuz,ycA
E{Li— k4 1(UCV) [ &iheri1 = T, &ip (141 (h—1)4r = Y} — T(UCV)|

P& kri1 = 2, & (141) (h—1)4r = Y)

IA
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n—k+1

22 > )

i=1 [>1 UeU,CeC,VeVua,ycA
P(li— k1 (UCV) = 1,& k—ry1 = 2, §i 141) (h—1)4r = Y)

—m(UCV)P(§i—k—rt1 = T, &t (14 1) (k=) = y)l. (3.3.12)

Now

P(; 1 (UCV) = 1, k—ry1 = T, &b (14 1) (k=) r = V)
= W(UCV)HE? (uq, x)H(l(k_l)“_‘C‘H)(vk,l, Y),

where uq and vg_1 denote the first and the last letters of the words U
and V, respectively; furthermore,

(.r)H((l+2)(k71)+2T) (.13, y).

P kri1 =2, §ip (14 1) (h=1)4r = Y) =
Writing
10 (a,0) = w(@)] =0 a,a); 05 (a,0) = 7(a)] = (a,a),
where, from (3.3.6), for each a € A,

S na,d) <Kp' Y ) < Kp®, (3.3.13)
a’eA a’€A

we thus have

P(L; 1 1(UCV) = 1,& k—ri1 = T, §ie (141) (h=1)4r = Y)
—m(UCV)P(§imk—rt1 = 2, &t (141) (k= 1)+ = Y)|
r(UCV) {mly)nfy (w1, 2) + m(@) D+ 1D ()

+T]g)( (l(k—1)+r—|c|+1)(

U17$)77 kahy)

+7r(x)77((l+2)(k—1)+2r) (z, y)} )
Substituting this into (3.3.12), and using (3.3.13), it then follows that

by<(m-k+1)> 1 Y wUCV)

I>1 UelU,CeC,,Vevy
XK{sz +Kp2r +p3(k—1)+2r}

= Kp"EW {2+ Kp" 4 p3k=D+my, (3.3.14)
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since > i1 1D pey.cee,vey T(UCV) = 4. The bounds (3.3.8), (3.3.11)
and (3.3.14), used in the procedure given at the start of the proof, es-
tablish the theorem. |

The distribution of W can also be treated using the Markov chain ap-
proach. To do so, we introduce the achievement chain X = (X;, i € Z),
also Markovian, with state space A* = ((A\{a1}) x {0})U{1,2,... Kk},
defined by

k
{(Xi=j}=B\ |J B, j=1,...k-1
I=j+1

{X; =k} := B},

k
{Xi=(a,0)} :=={& =a}\ U B, a# ai, (3.3.15)

Jj=1

where the B} are as in (3.3.1). Denote its transition matrix by P and
its stationary distribution by v. Then the number of visits of X; to
the state k between times k& and n is also the number of copies of A
in the sequence &1,&s,...,&,, and v(k) = ¢. We then use Erhards-
son (1999, Theorem 4.3) and the improved bounds (3.1.13) and (3.1.12)
to approximate L(W) by a compound Poisson distribution. Erhardsson
also considers the more complicated problem of counting the number of
times that a copy of any one of a set of words appears.

For z € A*, let 7, := inf{i > 0 : X; = z} and 78 := inf{i >
0 : X_; = z} denote the first hitting times of the chain X and its
time reversal X on the state x, and let 7;f := inf{i > 0: X; = z}.
Let IE; denote expectation conditional on Xy = k£ and IE,, expectation
conditional on Xy ~ v. Then from Erhardsson (1999, Theorem 4.3 and
Remark 4.2), and from the bounds (3.1.13) and (3.1.12), we have the
following theorem.

THEOREM 3.3.2
Choose any ag # a1, and define L* = ]‘Pk(Tk+ < Ta,0))- Then, if
L* <1/2,

di (LOW),PA (EW (1 — L*),L*)) < {(1 - L*)* + (EW) '} 1A} + As;
if L* < 1/5,

dry (L(W),PA (EW (1 — L*), L*))
< By = {(1— L)/(1 - L")} A + A,

©2001 CRC PressLLC



where EW = (n — k+ 1)y, Az = 2wIEk(T(R;O,0)) and
A’l = 21,[}{]Ek(7—(a0,0)) + ]Ek(T(IZO,o)) + ]EV(T(ao,O))/V(aoa 0)}.

The statement of this theorem is a little less explicit than that of The-
orem (3.3.1), in particular because L* # L needs to be calculated. It
is actually possible to prove rough bounds for the quantities ]Ek(T(IZU,o))
and IE.(7(qy,0)), z € A", and for the difference between L* and L, in
terms of the elements of the transition matrix II. However, all these
quantities can be computed simply by solving small sets of linear equa-
tions if |A| is small, as is the case for the four letter DNA alphabet or
the twenty letter amino acid alphabet, and this is the procedure that we
adopt in the numerical comparisons. The bound in Theorem (3.3.2) is
asymptotically better than that of Theorem (3.3.1), improving the order
O(¢logn) to O(y). However, for moderate n, the logarithmic factor
may not dominate the contributions from the constant elements in the
bounds, so that numerical comparison for such n is also of interest.

3.4 Discussion and Numerical Examples

We compare the estimates B33y of Theorem (3.3.1) and B(33.2) of
Theorem (3.3.2) with the estimate Bg of Schbath (1995). Her estimate
is not explicit, as far as the long range dependence is concerned, so we
treat her b3 much as we have treated our b3, giving in total

drv (L(W),CP (\,p)) < Bs

= 2w]EW{(k:—1)(1—L)( +1)

Tmin

+(2k+r—2+r_k)(1—L)2+2(k_1)}

Tmin 7T(a1 )

+Kp EW (1 — L){2+ Kp" + p**= Dt} £ ok — 1)y, (3.4.1)

where T, 1= minge 4 7(a).

In Bs and Bs3.1), the value of 7 can be chosen to minimize the
error estimate. Given the values of k, ¢, L and p, it only requires simple
calculus to find the real value » which minimizes the expressions, and the
best integer value of r can then be determined by experiment. In B3 3.9),
the choice of ag can also be made so as to obtain the best estimate. In
the examples that we present, for the word ACGACG (k = 6) from the
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DNA alphabet A = {A,C,G,T} with three different matrices II, we take
ag := T. We tabulate the estimates for total variation distance; those
for Kolmogorov distance are slightly smaller.

1. The following transition matrix corresponds to the Lamda virus
(Reinert and Schbath (1998))

0.2994 0.2086 0.2215 0.2705
M — 0.2830 0.2198 0.2740 0.2232
| 0.2540 0.2820 0.2480 0.2160 |’

0.1813 0.2232 0.3164 0.2791

and has stationary distribution (0.254374,0.234228,0.264254, 0.247145).
The inequality (3.3.6) holds for K = 2 and p = 0.1726. The values of L
and L* are 0.0145177 and 0.0152569 respectively.

| Word | n |r|EW]| Bgsa | Besy | Bs |
14500 3 | 0.0159630 | 0.0188487 | 0.1068091

r
6

47500 | 6 | 10 | 0.0159630 | 0.0190079 | 0.3451702

ACGACG | 95000 | 6 | 20 | 0.0159630 | 0.0191553 | 0.6882658

6

6

142500 30 | 0.0159630 | 0.0192684 | 1.0313614
237000 50 | 0.0159630 | 0.0194469 | 1.7139410
474000 | 6 | 100 | 0.0159630 | 0.0197762 | 3.4258074

2. For the transition probability matrix

0.5 0.125 0.125 0.25
m— 0.125 0.5 0.25 0.125
| 0125 025 0.5 0.125 |~

0.25 0.125 0.125 0.5

the stationary distribution is (0.25, 0.25, 0.25, 0.25) and the inequal-
ity (3.3.6) holds for K = 2 and p = 0.5. The values of L and L* are
0.0039063 and 0.0040525 respectively.

| Word | n | v |EW ]| Bgsy | Besy | Bs |
98500 | 15| 3 | 0.0028436 | 0.0038838 | 0.0236823
330000 | 16 | 10 | 0.0028436 | 0.0039900 | 0.0810643
ACGACG | 655500 | 17 | 20 | 0.0028436 | 0.0040564 | 0.1661725
985000 | 17 | 30 | 0.0028436 | 0.0040878 | 0.2495496
1640000 | 17 | 50 | 0.0028436 | 0.0041371 | 0.4152917
3280000 | 18 | 100 | 0.0028436 | 0.0041974 | 0.8590681

3. For the transition probability matrix

0.05 03 04 025
m— 035 0.3 0.05 0.3
| 025 025 025 025 |’

01 03 04 02
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the stationary distribution is (0.200778, 0.286976, 0,260486, 0.251761)
and the inequality (3.3.6) holds for K = 2 and p = 0.5426. The values
of L and L* are 0.003750 and 0.003785 respectively.

Word n r | EW B(3.3.2) Bs.3.1) Bs

267000 19 3 0.0007571 | 0.0017632 | 0.0119805
890000 20 10 0.0007571 | 0.0018143 | 0.0408546
ACGACG | 1771000 | 20 20 0.0007571 | 0.0018401 | 0.0811845
2660000 | 20 30 0.0007571 | 0.0018602 | 0.1218807
4430000 | 21 50 0.0007571 | 0.0018792 | 0.2091687
8860000 | 21 100 | 0.0007571 | 0.0019108 | 0.4182248

We note that the bound B3 3.2) remains stable as n increases, whereas
B(3.3.1) increases slowly. In all the cases considered here, B s 3.2) per-
forms better. However, its advantage may be less in a larger alphabet,
for moderate n, because the factor 1/v(ag,0) may then be expected to
be bigger in comparison with logn. For the calculations, we used Math-
ematica 2.2.
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4

Compound Poisson Approximation for
Sums of Dependent Random Variables

Michael V. Boutsikas and Markos V. Koutras
University of Athens, Athens, Greece

ABSTRACT In the present article an upper bound is obtained for the
Kolmogorov distance between a sum of (dependent) nonnegative r.v.s
and an appropriate compound Poisson distribution. Two applications
pertaining to moving sums distributions and success runs in a sequence
of Markov dependent trials are considered and certain upper bounds for
their distance to a compound Poisson distribution are established, along
with asymptotic results (compound Poisson distribution convergence).

Keywords and phrases Compound Poisson approximation, sums of
dependent variables, Kolmogorov distance, rate of convergence, moving
sums, success runs in a Markov chain

4.1 Introduction

Let X1, Xo,..., X,, be a sequence of real-valued, nonnegative r.v.s. The
subject of the present paper is the approximation of the distribution of
the sum of X; when the masses of £(X;),i =1,2,...,n are concentrated
around 0, and X;,i =1,2,...,n are “weakly” dependent. Such problems
arise quite naturally when we are dealing with a set of “rare” and “al-
most unrelated” events. The simplest case when X; are binary i.i.d. r.v.s
was initially treated in the fundamental work of Poisson as early as 1837
when he established the classical Poisson approximation of the binomial
distribution. Since then a huge variety of generalizations and extensions
of this result has appeared in the literature. In some of them the assump-
tion of identical X; was relaxed while in others the assumption of inde-
pendence was replaced by a condition of “local” or “weak dependence”.
The latter generalization was thoroughly investigated after the introduc-
tion of the much acclaimed Stein-Chen method (c.f. Chen (1975); the
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definite reference for this method, is the elegant monograph by Barbour,
Holst, and Janson (1992)). For more recent developments on Poisson or
compound Poisson approximation using Stein-Chen method the reader
may refer to Barbour, Chen, and Loh (1992), Roos (1994), Xia (1997),
Barbour and Utev (1998) and Erhardsson (1999). A completely different
approach of Compound Poisson approximations for sums of dependent
r.v.s was taken by Vellaisamy and Chaudhuri (1999) (c.f. the references
therein).

The Stein-Chen method provides quite tight error bounds for Pois-
son or compound Poisson approximations of sums of weakly dependent
binary r.v.s. In a very recent work, Boutsikas and Koutras (2000a) re-
placed the assumption of binary r.v.s by that of integer valued ones and
proceeded to the investigation of error bounds for compound Poisson ap-
proximations by taking a completely different approach than that of the
Stein-Chen method. This was accomplished at the expense of restrict-
ing the nature of the dependence between X; to that of associated or
negatively associated (NA) r.v.s. More, specifically, the authors proved
that if X7, X5, ..., X, are nonnegative, integer-valued, associated or NA
r.v.’s with E(X;), E(X;X;) < oo fori,j =1,2,...,n,i# j, then

n

dw(ﬁ(in),CP()\7F)) <2 ZCOU(XZ‘,XJ‘) +ZE(X2)2 (4.1.1)

i=1 i<j i=1

Here dyy stands for the Wasserstein distance, C'P denotes a compound
Poisson distribution, A = 37" | P(X; > 0), and F(z) = + 1 P(0 <
X; < z) (the latter can also be viewed as a mixture of the conditional
distributions of X; given that X; > 0 with weights P(X; > 0),i =
1,2,...,n). Clearly, if the nonnegative, integer-valued, associated or NA
r.v.s X;,0 = 1,2,...,n are almost uncorrelated and their distributions
are concentrated around zero, then the above result states that their sum
can be approximated by an appropriate compound Poisson distribution.
As a matter of fact, (4.1.1) is a by-product of a more general result which
provides error estimates of the distance between > ; X; and a sum of
independent r.v.s >, X/ having the same marginals as the original
ones (L(X;) = L(X])).

It is worth stressing that, when X; are binary associated or NA r.v.s,
the bound provided by (4.1.1) has almost the same form as the respective
Poisson approximation Stein-Chen bound (created by exploiting an ap-
propriate coupling argument); the main difference in the final bounds is
in the so-called “magic factor” which is known to improve substantially
the error bound provided by the Stein-Chen method (especially when A
becomes large).

Should a compound Poisson approximation be pursued for sums of
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binary “weakly dependent” indicators, inequality (4.1.1) could be fruit-
fully applied to gain an error bound (e.g. by defining X; as the size
of clump clustered at the point where the i-th occurrence of the event
we are interested in took place). In general this bound is simpler in
form than the corresponding Stein-Chen bound which engages neigh-
borhoods of strong/weak dependence for the binary indicators involved
[see Arratia et al. (1989, 1990), Roos (1994), Barbour and Utev (1998)].
As demonstrated in many recent versions of the compound Poisson ap-
proximation Stein-Chen method, the incorporation of a factor similar
to the ordinary Poisson approximation magic factor leads occasionally
to tighter bounds than (4.1.1) especially when A is large. Nevertheless,
if A\ is kept fixed (which is quite common in many asymptotic results),
(4.1.1) is of the same order as the Stein-Chen bound.

When X; are associated or NA, inequality (4.1.1) can be viewed as
an extension of the Stein-Chen-type bound to integer-valued r.v.s. It
is therefore reasonable to ask whether we could establish a similar ex-
tension, by rejecting the assumption of association or NA between the
XZ'S.

The main purpose of the present paper is to provide a bound for
the distance between £(3")_, X;), and an appropriate compound Pois-
son distribution where X; are arbitrary nonnegative real-valued r.v.s.
This is accomplished by using neighborhoods of strong and weak depen-
dence similar in structure to the ones employed in Arratia’s et al. (1989,
1990), ingenious approach. The core of our proof is very similar to that
used in Boutsikas and Koutras (2000a), although the starting point of
the two approaches is quite different. Note also that here the metric
distance used for measuring the discrepancy between distributions and
establishing asymptotic results is the Kolmogorov distance (instead of
the Wasserstein or the total variation distance).

The new bound goes to 0 when the masses of £L(X;),i = 1,2,....,n
are concentrated on 0, and X;,72 =1,2,....,n are “weakly” dependent. It
is worth stressing though that, in contrast to inequality (4.1.1) the new
result cannot be effectively used when we deal with “globally” dependent
r.v.s [e.g. see Boutsikas and Koutras (2000b)].

The organization of the paper is as follows: In Section 4.2 we in-
troduce the necessary notations and review the basic properties of the
Kolmogorov distance. Section 4.3 provides our main result which offers
an upper bound for the distance between the distribution of ', X,
and an appropriate compound Poisson distribution. Two interesting
intermediate results, pertaining to the distance between a) a sum of
dependent r.v.s 22:1 X, and the sum of their independent duplicates
Sor XL (L(X,) = L(X])),a=1,2,...,n), b) asum of independent r.v.s
and a compound Poisson distribution, are also presented. Finally, in
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Section 4.4 two specific examples are considered: the first one deals with
the distribution of the total exceedance amount (above a prespecified
threshold) of moving sums in a sequence of i.i.d. r.v.s, and the second
with the distribution of the number of overlapping success runs in a
sequence of Markov dependent trials. In both cases, a bound for the
distance between the distribution of interest and a proper compound
Poisson distribution is obtained and an asymptotic result (compound
Poisson convergence) is established.

4.2 Preliminaries and Notations

In the sequel CP(A, F') will denote the compound Poisson distribution
with characteristic function (c.f.) e=*(1=¢r(2)) where ¢p(2) is the c.f. of
the distribution F'. Obviously, CP(\, F') coincides with the distribution
of the sum Zivzl Y; with N being a Poisson r.v. with parameter A and
Y; independent r.v.s with distribution function F. We shall also use the
notation Po(\) for the ordinary Poisson distribution with parameter .
Manifestly, Po(A\) = CP(X, L(1)).

In order to bound the error incurred when approximating the sum
of X; by an appropriate CP(\, F') we shall be using the Kolmogorov
distance

A(L(X), £(Y)) = sup [P(X < w) — P(Y < ).

For typographical convenience, we shall allow in the sequel an abuse
of the notation and use d(X,Y) instead of d(L(X),L(Y)). Manifestly,
a sequence of random variables {X,,} converges in distribution to Y if
d(X,,Y) converges to 0. It can be easily verified that d(aX,aY) =
d(X,Y). Moreover, if Y is a r.v. independent of X, Z, we have

dX+Y,Z+Y) =sup

JEX <w-y) -PZ<w-y)aAw)
<d(X,Z) (4.2.1)
Using the last inequality in conjunction with the triangle inequality we

may easily verify that, if (X7,Y7) and (Xs,Y3) are independent, then

d(X1 4+ X2, Y1 +Y3) <d(Xy + X2, Y1 + Xo) +d(Y1 + X2, Y7 + Y5)
<d(X1,Y1) +d(X2,Y3) (4.2.2)

A repeated application of (4.2.2) captures the subadditivity property of
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the Kolmogorov distance for independent summands, i.e. if (Xi,Y7),
(X2,Y2), ..., (X,,Y,) are independent, then

d(zn: Xz',zn:yi) < Zn:d(Xi,Yz‘)o (4.2.3)
=1 =1 i=1

Let now X, Xo,...,X,, be (independent) Bernoulli r.v.s such that
P(X; = 1) = p;. If Y1,Ys,...,Y, are independent r.v.s such that
L(Y;) = Po(p;), then, recalling (4.2.3), we get

d(z Xi’P()(Zpi)) = d(z XiaZYi) < Zd(Xle)
i=1 i=1 i=1 i=1 i=1
=> sup  [P(X; > w) —P(Y; > w)|
= imax {pi —1+e P 1 —e P — pie_p"}
i=1

1 n
< Z 2. 4.2.4

We finally mention that d(X,Y) < max{P(X <Y),P(X >Y)}
< P(X #Y) for every coupling (X,Y) of £(X),L(Y). For an early
review on some of the elementary properties of the Kolmogorov distance
refer also to Serfling (1978).

4.3 Main Results

Consider a sequence of nonnegative r.v.s X,, a € I,, = {1,2,...,n}. For
each a € I,,,a # 1, we introduce a subset B, of I,_1 so that X, is
independent or weakly dependent to X3,b € B!, = I,_1\ B,. The set B,
will be referred in the sequel as the left neighborhood of strong dependence
of Xg.

We shall now proceed to the statement of the main result of our paper
which presents an upper bound for the Kolmogorov distance between
the distribution of Y"1 | X; and an appropriate compound Poisson dis-
tribution. In what follows, X/, a = 1,2,...,n will denote independent
r.v.’s having the same marginals as X,,a = 1,2,...,n, ie. L(X,) =
L(X); X!, a=1,2,...,n will also be assumed as being independent of
Xo,a=1,2,...,n.
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THEOREM 4.3.1
If X,,a=1,2,....n is a sequence of nonnegative r.v.s, then

d <§n: X,,CP(), F))

a=1

< EH:(IP(XG >0, Z Xp > 0) +P(X, > 0)P( Z Xp > 0))(4.3.1)

bEB, bEB,
1 n 2 n ,
+§ZP(XZ» >0°+) d( > Xp+Xa, > Xy + X))
i=1 a=2 beB/, beB!,

where A = > pi, and F(z) = >0 piP(X; < 2/X; > 0),z € R,
pi = P(X; > 0).

The proof is carried out in two steps: firstly we obtain an upper bound
for the distance between Y '_, X, and ) '_, X/, and an upper bound
for the distance between Y X/ and CP(\, F). Secondly, the triangle
inequality is exploited to arrive at a bound between > X, and CP(\, F).
Due to its independent interest the development of the upper bounds
for d(3>_ Xa, > X.) and d(>_ X, CP(\, F)) will be stated as separate
theorems (see Theorems 4.3.3 and 4.3.4 below). Before proceeding to
the statement and proof of the intermediate steps, let us discuss the
applicability of it to some interesting special cases.

Note first that an upper bound for the first term of the RHS of (4.3.1)
is offered by the inequality

d <§n: X,,CP(), F))

a=1

= En: > (P(X.>0,X,>0) +P(X, > 0)P(X, >0))  (43.2)

a=2beB,
+%Z]P’(Xi >0°+) d( > Xp+Xa, > Xy + X))
i=1 a=2 beB! beBY,

In most applications the last bound is more convenient for performing the
necessary calculations to establish upper bounds for d (>~ X,, CP(\, F)).

It is clear that, should X, be independent of X, b € B/, for every
a € I, the last summand in the RHS of inequality (4.3.1) would vanish.
The family of m-dependent r.vs offers a case where this last remark
applies; under this condition the upper bound in (4.3.1) takes on a much

©2001 CRC PressLLC



simpler form. A similar bound for the total variation distance has been
mentioned by Barbour, Holst, and Janson (1992) (see Corollary 10.L.1,
page 239).

If B! is chosen so that X, is not independent but “weakly” dependent
of Xy, b € B/, we can ultimately bound the last term of (4.3.1) by an
appropriate quantity. For example, consider a sequence of nonnegative
r.v.s X, Xo, ..., X, taking values in {0,1,2,...,7 — 1} and assume that
the sequence {X,} is a-mixing, i.e. there exist a,,,m = 1,2,.. such
that [P(AN B) —P(A)P(B)| < ay, for every A € o(Xy,...,X;), B €
0 (Xitms Xitm41,---)s4 > 1,m > 1, and a,, — 0 (see e.g. Billingsley
(1986), p. 375). Then

A0 X+ Xi, Y Xp + X))
b=1 b=1

= sup
w b=1 b=1
r—1 i—m
= sup IP’(ZXb<w—:E7XZ—x>
v lz=0 b=1
1—m
]P’< ngwx>IP’(Xi—x)>‘
b=1
r—1
< supZam = Tam
woz=0

and hence

d(zn: X;,CP(\, F))

a=1

Therefore, if { X, } is a stationary Markov chain with state space {0, 1, ...,
r — 1}, then [see Billingsley (1986, p. 375, 128)] the above inequality
is valid for a,, = arp™, for some a > 0 and p € (0,1). Assuming
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furthermore that the Markov chain has positive transition probabilities
pi; then a,, = rp™ where p = 1 — rminy; p;;.

A final case where the last summand in (4.3.1) can be easily con-
trolled (upper bounded) arises when the r.v.s X1, Xs, ..., X,, exhibit cer-
tain types of positive or negative dependence. Thus, when we deal with
integer valued r.v.s and X,, X3, b € B/, a = 1,2,...,n are associated or
negatively associated then one could exploit Theorem 1 in Boutsikas and
Koutras (2000a) to deduce the upper bound

DAY X+ Xa, Y X+ X)) <Y |Cov( Y Xy, Xa)
a=2 beEB/ beB/, a=2 beB!,
= z": Z Cov(Xp, Xa)| -
a=2 |be B,

It is worth mentioning that when the X, are binary r.v.s, then the
upper bound in (4.3.2) is of the form (b; + bs + b%)/2 where b; and
ba coincide to the quantities involved in the Chen-Stein upper bound,
Arratia et al. (1989, 1990).

The following lemma can be considered as the main ingredient of the
proofs to follow.

LEMMA 4.3.2
For any nonnegative random variables X,Y, Z, U we have

dX +Y +Z,X+Y +U)—d(X +Z, X +U)|
<P(Y >0,Z>0)+P(Y >0,U >0).

PROOF For every w > 0 it is obvious that the following equality holds
true

PX+Y+Z>w) —P(X+Z>w)

=PX+Y+Z>w,X+7Z<w)

=P(X+Z<w,X+Y >w)
+tPX+Y+Z>w,X+Z<w,X+Y <w)

=PX+Y>w)-PX+Z>w,X+Y >w X <w)-P(X >w)
PX+Y+Z>w,X+Z<w,X+Y <w).
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Applying the above equality for U instead of Z we deduce that

PX+Y+Z>w) —P(X+Z>w))
- PX+Y+U>w) —PX+U >w))
=-PX+Z>w,X+Y >w X <w)
PX+Y+Z>w,X+Z<w,X+Y <w)
+P(X4+U>w,X+Y >w X <w)
PX+Y4+U>w,X+U<w,X+Y <w).

Hence

PX+Y+Z>w)—P(X+Y +U > w)|
<IP(X+Z>w)—P(X+U > w)
HPX+Z>w,X+Y >w X <w)
FPX+Y+Z>w, X+ Z2<w,X+Y <w)
P(X+U>w,X+Y >w, X <w)
PX4+Y+U>w,X4+U<w,X+Y <w)
<IP(X+Z>w)—P(X+U >w)|
+P(Y >0,Z>0)+P(Y >0,U >0)

and considering the supremum with respect to w in both sides of the
inequality we deduce

AX+Y+Z,X+Y+U)<dX+Z,X+U)+PY >0,Z>0)
+P(Y > 0,U > 0).

By the same token we may get,

AdX+Z,X+U)<dX+Y+Z X+Y+U)+PY >0,Z>0)
+P(Y >0,U > 0)
and the proof is complete. |

THEOREM 4.3.3

The distance between the sum of nonnegative dependent variables X;
and the sum of their independent duplicates X| (L(X;) = L(X]), i =
1,2,...,n) is bounded from above by
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d(> " Xa > X)) Z (Xa>0, ) X,>0)
a=2

a€l, a€ly beB,

P(X, > 0)P be>o
beB,

+Zd Y X+ Xo > Xy + X)).(43.3)

a=2 beB) beB],

PROOF Applying Lemma 4.3.2 for ther.v.s > c o Xp, D e p. Xby Xy X,
we deduce

AN X+ Y X+ Xn, Y X+ Y X+ X))

beB!, beB, beB!, beB,

SP(Y Xy >0,X,>0)+P( > X, >0)P(X, >0)
beB,, beB,

+d( Y X+ X, > Xp+ X)) (4.3.4)
beEB!, beB!,

Accordingly, for the r.v.s Y7, p X+ X2 e, Xor Xn-1,X), 1,
we have that

(Y. X+ X))+ Y Xp+Xn1, (Y, Xp+X)

beB! beB, 1 beB!

n—1 n—1

+ > X+ X))
beB, 1

P(Y Xp>0,X,1>0)0+P( Y Xp>0)P(X,_1>0)
beB, 1 bEB, 1

+d( Z Xy + X, + X1, Z X+ X, + X)) (4.3.5)
beB’ beB!

n—1 n—1

By virtue of inequalities (4.3.5) and (4.2.1) we may write

ZXb+Xn;ZXb+ Z X!)

a=n—1

(> X>0X,1>0)
beEBn 1
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(> Xp>0)P(Xp_q>0)

beB,_1

a0 Y X+ Xeor, Y, Xp+ X)) (4.3.6)
bGB/ be B’

n—1 n—1

and applying the triangle inequality (recall also relations (4.3.4),(4.3.6))
we obtain

f(Eosns 3 )

n

< Y (P(Xa>0,> Xy >0)+P(X, >0)P( Y X, >0))
a=n—1 beB, beB,

S dAd ] X+ X, Y X+ X)),

a=n—1 bEB/ beB!,

+

The proof is easily completed on using induction |

Should we wish to secure that the upper bound in (4.3.3) converges
to 0 and >, ., X, < o0 as. as n — oo, it is necessary to impose
the conditions that P(X, > 0) = p, tends to 0 for every a € I, and
that > c; pa — A € (0,00) respectively. Under these conditions it
is not hard to see that the distribution of ) _, X; converges to a
compound Poisson distribution. Wang (1989) proved an analogous result
for integer-valued r.v.s (his approach is based on characteristic function),
while Vellaisamy and Chaudhuri (1999) proposed a bound on the rate
of convergence. Let us now proceed to the next theorem which provides
a bound for the error (in terms of Kolmogorov distance) incurred when
approximating the distribution of a sum of independent nonnegative r.v.s
by a compound Poisson distribution.

THEOREM 4.3.4
If Xo,a=1,2,...,n is a sequence of independent nonnegative r.v.s, then

(Z X.,CP(\F) > sz (4.3.7)

a=1

where p; = P(X; > 0), A = Y. p;, and F(z) = %Z?leiP(Xi <
x| X; > 0),z € R.
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PROOF At first assume that X; are simple r.v.s i.e. X; € {0,a1, a2, ...,
am}, a; > 0,a; # ajfor i # j. The sum of X; can be alternatively
expressed as

DX =D alixima) = DDV
i=1 i=1j=1 i=1 j=1

and employing Theorem 4.3.3 for the r.v.s a;Yj;,j = 1,2,....m, @ =
1,2,...,n, and neighborhoods of strong dependence By; ;) = {(s,) : s <
j} we deduce

n m m
T5) IR 3) SR
i=1 j=1 i=1 j=1
n m j—1
< ZZZ(P(ajI[X"_a 1> 0,a I[X =a,] > 0)
i=1 j=2 s=1
+P(a;lx =a;] > 0)P(aslix,—a; > 0))
n m j—1
=3 3 ) PX; = a))P(X; = ay)
i=1 j=2s=1
1 n 1 n m
- 521@()(1 > 0)% — 3 > > PX; = ay)?
i=1 i=1 j=1
Moreover, Y i, Z;’;l a;Yj;, = Z;n:1 aj i, Y, = Z;n:1 a;jZ; , where
Z; =31, Y]'Z are independent r.v.s. following a generalized binomial

dlstrlbutlon with parameters p,; = P(X; = a;),7 = 1,2, ...,n. Therefore,
(see also (4.2.1)-(4.2.4))

m

d0>a;2;,> aWy) < d(a;Z;, a;W;)
j=1 j=1 j=1
1 m n
d(Z;, Wy) 5221}» = a;)?

j=11i=1

3

<.
Il
—

with Wj, 5 =1,2,...,m being independent Poisson r.v.s such that A\,; =
E(W;) = > P(X; = a;j). Combining the above inequalities we con-
clude that

d(zn: Xi,iajo) < %zn:P(XZ > 0)2
i=1 j=1 =1
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The proof for the case of simple r.v.s X;,i = 1,2,...,n is completed by
observing that the r.v. Z 1 a;W; follows a compound Poisson distri-
bution. More specifically, the characteristic function of Z 1 a;Wj is

m m .
E( ltz; 1a;W. J H ZtaJ ] e_)\aj(l_ezta,j)
j=1 i=1
< A
= —A(1— ita; 79
exp ( j;e . )

(A =2"721 Aa; = 2= P(X; > 0)) which can be identified as the char-
acteristic functlon of a compound Poisson distribution with parameter
A and compounding distribution

Aa
Fx)= ) Ajzi > Y P =a)) )\Z Y P(X, = ay)
Jia;se Jiaj<wi=1 i=1 j:a;<z
= i;P(O < X; < «T) = Z;zil ; ZpiP(Xi < ‘T|Xz' > 0)

i=1

(p; = P(X; > 0)). Note that according to the last expression F(z) can
be interpreted as a weighted mixture of the distributions of

Xi|Xi > 0.

We shall now treat the general case, X; > 0. Define

(k—1)27 if (k=127 <@ <k27° 1<k <s2keZ
S, ZfZE Z S,

.0 = {

for s = 1,2,.... For each ¢ = 1,2,...,n, the sequence of simple non-
negative r.v.s U4(X;) converges (as s — 00) to X; almost surely (a.s.)
[e.g. see Billingsley (1986, pp. 185, 259)]. From the first part of the
proof it follows that, for each s = 1,2, ...

IN

(Zm ). CP(us, 5>> ;§P<ws<xi>>0>2

%ZP (X; > 0)* (4.3.8)

IN

where p, = > 1 P(U4(X;) > 0) and Fy(z) = Mi Y PO < U (X;) <
x),z € R. It can be easily verified that
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1

P(X; <w) <P(P(Xi) <w) <P(X; Sw + 55

), 0<w<s
and the right continuity of P(X; < w) guarantee that, as s — oo,
P(¥,(X;) <w) = P(X; <w) foreveryw > 0.

Thus, for every w > 0, we have puss — oo—\ and

n

Fyfw) = - B0 < W(X) < w)s — oo—>§ 3P0 < Xi < w) = Flu)

which ascertain the convergence of the c.f. of CP(us, Fy) to the c.f. of
CP(\, F). Hence, by virtue of the continuity theorem,

CP(us, Fs)(—o0,w] — CP(\, F)(—o0, w]

at least for every continuity point w of H(w) = CP(\, F)(—o0, w].
Since ¥4(X;) s — co—X; a.s., it follows that > ", Uy (X,)s — co— >0 X,
a.s. and thus it converges in distribution. Hence

n

PO "W, (Xa) <w) = P Xa < w)

a=1 a=1

at least for every continuity point w of G(w) =P(>""'_, X, < w). Com-
bining the above results with (4.3.8) we conclude that

B(Y" X, < w) — CP(\, F)(—o0,u]| < %ZP (X;> 072 (43.9)
a=1 i=1

for every w € Co NCx. (Cr C R denotes the set of continuity points of
F, C% = R\Cp). Since H,G are nondecreasing, it follows that the sets
C¢, Cjy are countable. Let now wy € (Cq N Cy)’. Since (Cq NCh)’ =
Ci; U Cy is countable, there exists a sequence w; € Cg NCh, j = 1,2, ...
such that w; | wo. Inequality (4.3.9) holds true for all w; and due to the
right-continuity of G, H it will hold true for wq as well. Hence (4.3.9) is
valid for every w € R and the proof is complete.
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]
4.4 Examples of Applications

4.4.1 A Compound Poisson Approximation for Truncated
Moving Sums of i.i.d. r.v.s

Let X1, X5, ..., X,, be a sequence of i.i.d. nonnegative unbounded random
variables with a common distribution function F. The moving sums
S; = Z;‘H; ' X;,i=1,2,....,n —r+ 1 will be referred to as the r -scan
process. Denote by F, the dlstrlbutlon function of Z 1 X, the m-fold
convolution of F'. Fixing a threshold b, we can measure the exceeding

amount of the moving sums above b, by

n—r—+1 n—r+1

Af) = > max{0,8; —b} = Y Iig54(Si —b).

=1 =1

Rootzen, Leadbetter and De Haan (1998) studied the asymptotic dis-
tribution of tail array sums for strongly mixing stationary sequences.
Their results pertain to compound Poisson and Normal convergence the-
orems for A7 (b) for very high and moderate levels of b respectively. Note,
though, that their approach does not provide any bounds or convergence
rates and in the high b level case the parameters (Poisson intensity A,
compounding distribution G) of the limiting compound Poisson distri-
bution CP(\, G) can not be explicitly described. The approach based on
Theorem 4.3.1 offers an upper bound for the distance d(4; (b), CP(\, Q))
and an explicit description of A, G for the case of very high levels of the
threshold b.

Dembo and Karlin (1992) studied the number of exceedances N, (b) =
S Iis,>y) by the aid of the Stein-Chen method, and proved that,
under certain conditions, N, (b) converges to a Poisson distribution. In
order to exploit Theorem 4.3.1 to study the variable A} (b), let us intro-
duce the nonnegative r.v.s Y; = Ijg,55(S; —b),i = 1,2,...,n —r + 1 and
choose B; as B; = {max{i —r+1,1},...,i —1}. Then Y; are independent
of Yj,j € B; and a direct application of Theorem 4.3.1 in conjunction
with inequality (4.3.2) yields (note that in this case the last sum in the
RHS of (4.3.2) vanishes)

d (A} (b),CP(), G))
n—r+1

<2 Z (P(Y; > 0,Y; > 0) + P(Y; > 0)?)

=2 j=max{i—r+1,1}

n—r+1

+ZY>O
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n—r+1 i—1
<
2

> P(S; > b,5; >b) + (n—r + 1)rP(S; > b)?

j=max{i—r+1,1}

1=

<A Y P(Sy, > b]S1 > b) + Ar(1 — Fi.(b)) := Xe(r, b) (4.4.1)
m=2
where A = ZZ:{H P(S; > b) = (n—r+1)(1—F.(b)). The compounding
distribution G is given by the expression

1—F.(b+ x)

— ; < j ==
G(2) =P(Si <o+ b8 > b) =1 - ——p0s=

x> 0.

Observe that the upper bound in (4.4.1) has almost the same form as the
bound developed by Dembo and Karlin (1992) for the variable N, (b).
Consequently, many of their results pertaining to limiting behavior of
their upper bound can also be exploited here for the investigation on
A (b)’s asymptotic distribution. Thus, resorting to Theorem 3 in Dembo
and Karlin (1992) we can easily deduce the following lemma.

LEMMA 4.4.1
If for each constant K > 0,

1-F(b-K)
_— b 4.4.2

1= B0) — 0 asb— oo, ( )
then the term e(r,b) appearing in the upper bound of ( 4.4.1) converges
to 0 for any fized r.

We can now state the next proposition which elucidates the asymptotic
behavior of A (b).

PROPOSITION 4.4.2

Let X1, X5, ... be a sequence of i.i.d. monnegative and unbounded r.v.s
with common distribution function F satisfying condition ( 4.4.2). If r
is fized and n,b — oo so that n(1 — F,.(b)) — X € (0,00) and

1-—- Fr(b + l‘)
1-— Wl) — 00—G(x)
then
n—r+1
LAF(b) =L£( ) max{0,S; —b}) — CP(\,G)

with the convergence rate given by (4.4.1).
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According to Dembo and Karlin (1992), condition (4.4.2) holds true
for any distribution function F' which is a finite or infinite convolution
of exponentials of any scale parameters or has a logconcave density.

As an example we shall examine the simplest case where X; are ex-
ponentially distributed with parameter u, i.e. F(z) =1—e #*, z > 0.
Then

T (pa)’

1—F,(x)=e" Z ——,m=12,..
7!

=0

and it is not difficult to verify that condition (4.4.2) holds true. Indeed,

_ F(b _ K) e—u(b—K) eltK
= = b — 0c0—0
1— Fy(b) e M (1+pub) (14 pb)

and applying Proposition 4.4.2 we conclude that if n,b — oo so that

r—1 i r—1
—pb (/”Lb) ~ —ub (p’b)
ne Z o~ ne 7(7“ ) — A
=0
(the symbol ~ indicates that the ratio of the two sides tends to 1) then
AF(b) converges to a compound Poisson distribution CP(\, G) with

_ . 1-F.(b+2)
Glo) =1 = lim ——775

—p(btz) Zr 1 (p(b+z))”

=0 z'

(such a result can be easily interpreted by recalling the lack of memory
property of the exponential law). Should one be interested on an upper
bound for d (A} (b), CP(X,G)) he could condition on Y, X, in the
upper bound of (4.4.1) to deduce

0

r b
(n—r+1) Z (/ (1= Frpo1(b— x))ZdFr—m-‘rl(x) +1-— Fr—m-i-l(b))

m=2
+(n—7r+1D)r(l — F.(b))?

and apply Lemma 4.1 of Dembo and Karlin (1992) to get the upper
bound
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n(r-1) (fo”(1 — F(b—))?dF_y(z) +1— FT,l(b)) (1 — Fy(b))?

r—1,-pb b

(e ) W)

~ A(;:lf J‘Ob e~ H(b—2) pr=24 4 )\(7”/;)1)2 + %)\2.

Since

1 b
br,g/ e —p(b—zx) T72dx
0

r—2 y b
—1)¢ ‘
= E r— 2i( ) / e My'dy
. b Jo

=0
2

ST
- —Z 1
r_2lui+1bi/0 dy<2r z+1bz

=0

the upper bound in (4.4.1) tends to 0, its rate of convergence being at
least

A(r —1)2 i Ar—1)2  r,
b ZT 2 i+1pi + b —A
=0
2M(r —1) 2 1
~ m +=X=0(07")

4.4.2 The Number of Overlapping Success Runs in a
Stationary Two-State Markov Chain

Let {X;}i=0,1,.be a stationary Markov chain with state space {0,1}
and denote by W the number of overlapping success runs of length &
(k consecutive 1’s) in the sequence X7, Xo, ..., X, i.e.

n—k+1 k

> [T

i=1 j=1

The problem of approximating the distribution of W has been recently
addressed by Geske et al. (1995). The approach considered there was
based on the classical Stein-Chen method. We shall give here an alterna-
tive approach based on Theorem 4.3.1 which offers slightly better results.
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The one step transition matrix P =(P(X; = j|X;-1 = k))r; = (Prj)r; of
the Markov chain equals

P— ( Poo  Po1 ) , Poo +Ppo1 = p1o +p11 = 1,pi; € (0,1)
Pio P11

with its i-step transition matrix given by

Pig P’

—Ppi— 1 (Plo Po1> i (p11 *p01)i < Po1 —Ptn) '

"~ po1 +Ppio \ P10 Po1 Ppo1 + P1o —P1o DPio

The stationary distribution of the Markov chain (which, due to the sta-
tionarity assumption, coincides with the initial distribution) reads

P10 DPo1

Ppo=—" pp=——
Ppo1 + Pio Po1 + P1o

In order to exploit Theorem 4.3.1 let us denote by W the sum of

k—1litk+r—1
Vi=(1-Xi0)> [[ X5 i=12..n-k+1
r=0 j=1

which represent the truncated number of success runs within a clump
starting at position 7. Manifestly, if there exist j > k consecutive suc-
cesses stretching from position ¢ to position ¢ + j — 1, bordered at each
end by failures, then Y; = min{j — k + 1, k}.

The distance between W and an appropriate compound Poisson distri-
bution will be assessed by establishing first upper bounds for d(W, W),
d(Wy, CP) and applying next the triangle inequality

d(W,CP) < d(W,Wy) + d(Wy, CP) (4.4.3)
An upper bound for d(W, Wy) is offered by

n—k+1
d (Wo, W) sp( Sy #W)

=1
n—2k+1
<P ( U Xio1=0,X;=...= X101 = 1])
i=1
—HP(XO =.=X;= 1)
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n—k+1
+P < U Xii1=0,X;=...= Xp41 = 1})

i=n—2k+3
2k—1 k p L —plffl
< (n=2k+ Dpoporpi +pipiy + PoporPrig—
2%—1 k
< (n =2k + 1)poporpiy + 2p11p1- (444

On the other hand, we could resort to Theorem 4.3.1 to establish an
upper bound for d(Wy,CP). Note first that in this case it is quite
intricate to determine the left neighborhoods of strong dependence for
Y;,i=1,2,....,n—k—+ 1 in an optimal way, i.e. so that the upper bound
is minimized. Nonetheless, it seems plausible to consider

B; = {max{1,i — s},...,4 — 1} for an arbitrary s > 2k — 1 and apply
Theorem 4.3.1 to gain the inequality (recall also inequality (4.3.2))

d(Wy,CP(\, F))

<> D (B> 0% >0)+P(Y; > 0)B(Y, > 0)

1=2 b=max{1l,i—s}

n—k+1 1—s—1 i—s—1 n—k+1
2
+ 3 A VYL Y B+ Y+ > P(Y>0)
i=s+2  b=1 b=1 i=1

(4.4.5)

where A = S FUP(Y; > 0), and F(z) = P(Y; < 2|Y; > 0),z € R.
Now, it is clear that

i+k—1
P(Y; >0) =P(X;-1 =0, [[ X;=1) = poporply ",
j=i

i=1,2,n—k+1,
P(Y;>0Y,>0)=0, b=i—Fk, .. i—1

b+k—1 i+k—1
P(Y; >0,Y,>0) <P(Xy_; =0, H X;=1,X;1 =0, H X;=1)
j=b j=i

—k k—1 2  2k—2
)p01p11 < PpoPo1Pi1 >

b=i—s,..i—k—1 (4.4.6)

—1 (i—b
= Popowlfl 1p§6

and
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A= (n—k+Dpoporpty!, Flz)=1-p%,x=1,2,...k—1. (44.7)

The mid term of the RHS of inequality (4.4.5) could be bounded by a
method similar to the ones described after the statement of Theorem
4.3.1. However, since in this example we are dealing with the simple
case of a two-state Markov chain, we chose to use a direct approach that
yields tighter bounds. Note first that

i—s—1 t—s—1
P(Z Yb+Y;<w>—P<Z Yb+Y;<w>

b=1 b=1
min{w,k} i—s—1
< Y (Y Yi<w-yYi=y
y=0 b=1
i—s—1

(Y Y <w—y)P(Y! =)
b=1

min{w,k} 1 i—s—1
y=0 =0 b=1
i—s—1
—I( Z Yy <w—y, Xi—ston—3 = 2)P(Y; = y)|
b=1

and use the Markov property to write the RHS as

min{w,k} 1
Z Z [P(Y; = y|Xi—syon—3 =) — P(Y; = y)|
y=0 =0

i—s—1

xIP( Z Yo w—y, Xi—syon—3=1)
b=1

k 1
< Z Z |]P)(Y; = y‘XiferQka = x) - ]P)(Y; = y)\ ]P)(Xif‘ngQk-fg = :,L')
y=02=0

where

IP(Y; = 0|Xi—s42k—3 = ) — P(Y; = 0)]

—2k+2 Jo—
= |p,:(USO - po|po1p11 !
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2%+2,
= pr—z PorPi; P11 — por|* 2T

[P(Y; = y| Xi—stok—3 =) — P(Y; = y)|

2k _
|P(s +2) p0|;l701p]1€fry 21010

= p1_z P15 Y P piolpr1 — por [P,
[P(Y; = k| Xi—stok—3 = x) — P(Y; = k)|
242 _
= | (S +2) —po|p01p%]f 2

o 2k—2 s—2k+2
=Ppi1-zPo1Pyy |P11 — poil

)

forz = 0,1 and y = 1, ...,k — 1. The validity of the next inequality is
now evident

i—s—1 1—s—1

A Y+, > Y +Y))
b=1 b=1

ko1
<IN P =yl Xiaqok—s = z) — P(Y; = )| px

y=0 =0

k-1
—2k+2 -1 —
(! +P102P?1 +oirh)

y=1

= 2pop1po1pis ' P11 — potl

s—2k+2

= 4pop1por1pty P11 — pou (4.4.8)

A combined use of (4.4.3)-(4.4.8) produces the next inequality, for
every s > 2k — 1,

d(W,CP(\F))

< (n—k)(s — k)popgipty 2 + (n — k)spgpgipiy
+(n =k — s)4pop1porpty  Ipin — por |+ (0 — k4 D)pgpdunit
+(n — 2k + )poporpiy ' + 2pT1p1

< M(s = k)porply " + (s + Dpoporpfy " + ply +4p1 [p11 — pon|* ™)

+2p} 1.

Several simpler upper bounds can be conferred by considering certain
special values for s. For example if s = 3k — 1 we get

d(W,CP(\, F)) < M(2k — Dporpiy " + 3kpoporpis * + phy

+4py [p11 — por ") + 208 p1
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which offers an upper bound of the same order but of better quality
than Geske’s et al. (1995) corresponding bound (the latter performs
better only when pp; — 0). Obviously, if n,k — oo so that (n — k +
1)p0p01p’f1_1 — Mg then the upper bound vanishes and W converges to a
compound Poisson distribution at a convergence rate of order O(kp¥,).
Since F'(z) is now describing a geometric distribution, W will follow
(asymptotically) a Pélya-Aeppli distribution.
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5

Unified Variance Bounds and a
Stein-Type Identity

N. Papadatos and V. Papathanasiou
University of Cyprus, Nicosia, Cyprus
University of Athens, Athens, Greece

ABSTRACT Let X be an absolutely continuous (a.c.) random vari-
able (r.v.) with finite variance 02. Then, there exists a new r.v. X*
(which can be viewed as a transform on X) with a unimodal density,
satisfying the extended Stein-type covariance identity

Cov[X,g9(X)] = c*E[¢' (X))

for any a.c. function g with derivative ¢’, provided that IE|¢'(X*)| < occ.
Properties of X* are discussed and, also, the corresponding unified upper
and lower bounds for the variance of g(X) are derived.

Keywords and phrases Stein-type identity, variance bounds, trans-
formation of random variables

5.1 Introduction

The well-known Stein’s identity, Stein (1972, 1981), for the standard
normal r.v. Z is formulated as follows. For every absolutely continuous
(a.c.) function g with derivative ¢’ such that E|¢'(Z)| < oo,

E[Zg(Z)] = Elg'(2)] (5.1.1)

(throughout this paper, the term ‘a.c.’=‘absolutely continuous’ will be
used either to describe an r.v. having a density with respect to Lebesgue
measure on IR, or to denote an ordinary a.c. function; in any case, the
meaning will be clear from the context). This identity has had many
important applications in several areas of Probability and Statistics; see
for example Stein (1972), Hudson (1978) and Liu (1994). Several gen-
eralizations to other r.v.s can be found in Cacoullos and Papathanasiou
(1989, 1995) and Hudson (1978).

©2001 CRC PressLLC



Another interesting result from the point of view of upper variance
bounds is the inequality of Chernoff, [Chernoff (1981)],

Var[g(Z)] < El(g'(2))*) (5.1.2)

with equality iff (if and only if) g is linear. This and its multivariate nor-
mal analogue, Chen (1982), motivated the generalizations to arbitrary
discrete and continuous r.v.s as well as corresponding lower variance
bounds, Cacoullos (1982) and Cacoullos and Papathanasiou (1985).

An important role of the general covariance identity given in Cacoullos
and Papathanasiou (1989) (see (5.2.4), below) is in the derivation of sim-
ple and elementary proofs of the Central Limit Theorem [see Cacoullos,
Papathanasiou and Utev (1992, 1994)]. Other applications concerning
the rate of convergence in the Local Limit Theorem for sums of indepen-
dent r.v.s are given in Cacoullos, Papadatos and Papathanasiou (1997).

However, all the preceding results [and, in particular, the validity of
the generalized covariance identity given in Cacoullos and Papathanasiou
(1989) and the variance bounds given in Cacoullos and Papathanasiou
(1985, 1989)] require an interval support of the basic r.v. X, which is
rather restrictive.

In the present paper we avoid the restriction of an interval support,
introducing an appropriate (smooth) transformation X*, which is in fact
a new r.v. corresponding to X. The r.v. X* is always uniquely defined
(provided that X is a.c. with finite variance), having itself an absolutely
continuous unimodal density. Thus, for any a.c. r.v. X with finite second
moment, there exists a new smooth r.v. X* with unimodal a.c. density
satisfying the generalized Stein covariance identity. This transformation
behaves well to convolutions of independent r.v.s. Moreover, it appears
in the upper and lower bounds for the variance of any a.c. function g of
X (and it is, in fact, the only r.v. with this property; Theorem 5.3.3).

It should be noted that in a recent paper, independently of our results,
Goldstein and Reinert (1997) used a similar approach (the so-called zero
bias transformation), which, in fact, is based on the same covariance
identity when IE[X] = 0. They also fruitfully applied this identity to
estimate the rate of convergence in the CLT, obtaining an O(n~!) bound
for smooth functions [see Goldstein and Reinert (1997, Corollary 3.1)].
Furthermore, they presented a nice application for dependent samples.
However, except of the definition, the results of the present paper are
completely different; our main interest is on unified variance bounds and
their connection with Stein’s identity. We are also interested on the
behavior of the inverse transform X* — X; in fact we show that, under
general conditions, the distribution of X* uniquely determines that of
X (Theorems 5.2.2 and 5.3.4). Finally, we also include some illustrative
examples.
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5.2 Properties of the Transformation

Let X be an a.c. r.v. with density f, mean j, variance o and support
S(X) (for the sake of simplicity, we will always mean the support of an
a.c. r.v. X with density f to be the set S(X) = {x : f(x) > 0}). We
simply define X* to be a random variable with density f*, given by the
relation

r@=2 [ 0= / T wid. (21

Obviously the right hand sides of (5.2.1) are equal and thus, f* is non-
negative. An application of Tonelli’s Theorem shows that f* integrates
to 1, and therefore it is indeed a probability density [c.f. Cacoullos and
Papathanasiou (1989) and Cacoullos and Papathanasiou (1989)]. The
following Lemma summarizes the properties of X* and shows the gen-
eralized Stein’s identity (5.2.2).

LEMMA 5.2.1
(i) f* is a unimodal a.c. density with mode p and mazimal value

_ E[X -y
202

[ (u)

Furthermore, the function (f*(x))' /(1 — ) (defined almost every-
where) is nonnegative and integrable.

(ii) For each a.c. function g with E|¢'(X™*)| < oo,

Cov[X,g9(X)] = c*E[¢' (X)) (5.2.2)
(iil) If the r.v. Y satisfies the identity

Cov[X, g(X)] = o*E[g'(Y)]

for every a.c. g with E|¢'(Y)| < oo, then Y 4 x~ (in the sense
that ¥ and X* have the same distribution).

(iv) S(X*) = (essinf S(X), esssup S(X)).

(v) For arbitrary scalars a # 0 and b,
(X +b)* 2 ax* 1.

(vi) For independent a.c. r.v.s Xy, Xo with means py1, pa, variances
J%, J% and arbitrary scalars ay; and ag with ajas # 0,

(a1X1+a2X2)* g B(alXi“—Fang)+(1—B)(a1X1+a2X§), (5.2.3)
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where X1, Xo, X7, X5 and B are mutually independent with

atof

Pr[B=1] = =1-Pr[B=0].

2 3 2 2
ay01 + a303

PROOF (i), (iv) and (v) are obvious. (ii) follows from the definition of

X* using Fubini’s theorem, since by the assumption that E|g (X*)| <

00, the nonnegative functions gq(z,t) = |¢'(x)|(p — t)f(¢)I(t < x) and

g2(x,t) = |¢'(2)|(t—p) f () I(t > z) are integrable over (—oo, u] X (—o0, u]

and [p,00) X [p, 00), respectively [see also Lemma 3.1 in Cacoullos and

Papathanasiou (1989)]. (iii) follows from (ii) and the fact that
E[G(X7)] = E[G(Y)]

for every bounded (measurable) function G. Regarding (vi), observe
that for S = a1 X1 + a2 X2 and ¢’ bounded, we have from (ii):

Cov[S,g(S)] = *E[g'(S™)],

where 02 = af0? + a303. On the other hand,

Cov|S, g(S)] = a; Cov[ X7y, g(S)] + as Cov[X2, g(9)]
= ajolE[¢ (a1 X7 + a2 X5)] + a305 E[g (a1 X1 + a2 X3)].

It follows that for any bounded function G,

oy aiot ' a3o3 .
E[G(S )]: o2 ]E[G(ale +a2X2)]+ o2 E[G(a1X1 +(12X2)]

=K [G (B(ale + ang) + (1 - B)(a1X1 + QQXS))] 5
which completes the proof. |

It should be noted that in the previous Lemma, and elsewhere in this
paper, the term ‘unimodal’ is reserved to denote a function h: R — R
with the property that there exists some m € IR such that h(z) is
nondecreasing for x < m and is nonincreasing for x > m; each m with
this property is called a ‘mode’ of h. Of course, the assertion that h is a
unimodal and a.c. function implies that the mode(s) of h form a compact
interval [a,b] with —o0o < a < b < oo (which, in the case a = b, reduces
to single point).

The known identity of Cacoullos and Papathanasiou (1989), (5.2.4) be-
low, requiring an interval support of X, follows immediately from (5.2.2).
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Indeed, when S(X) is a (finite or infinite) interval, S(X) can always be
taken to be open, and then S(X) = S(X*). Thus, for the nonnegative
function w(z) = f*(z)/f(x) (defined on S(X)), (5.2.2) becomes

Cov[X,g(X)] = o’ E[w(X)g' (X))]. (5.2.4)

The identity (5.2.2) remains valid for any nondecreasing (or nonin-
creasing) a.c. function g, even in the case where E[¢’'(X*)] = oo (or —o0
if g is nonincreasing), as it follows by an application of Tonelli’s (instead
of Fubini’s) theorem. In this case, IE[(X — u)(g(X) — g(u))] = oo (or
—00). If, however, IE|¢'(X*)| = oo and g is arbitrary, it may happen
that E|(X — p)(9(X) — g(p))| < o0, as the following example shows.

Example 1
Assume that X has density f(z) = (3/8)min{l,z7*}, —00 < = < 0
and

o0

g(x) =Y _(2n = 1)(j2] — agn—2)I (azn—2 < || < azn_1)

n=1

+ > 2n(agn — |2 (a2n-1 < |2 < a2n),
n=1
where ag = 0 and a, =14+ 1/2+ .-+ 1/n for n > 1. Tt follows that
0 < g(x) <1and g(—z) = g(x) for all z. Moreover, g is a.c. with deriva-
tive ¢'(z) (outside the set {0, a1, taz,...}) satisfying |¢'(x)| > |z| >
|g(x)| = g(z) for almost all z. Since E[X] =0, E|X| = 3/4, Var[X] =1
and S(X) = (—o0,00), we conclude that X* has the density f*(x) =
(3/16) [(2 — 2*)I(|z| < 1) + x72I(|z| > 1)] supported by the entire real
line, and E|¢’(X*)| > E|X*| = oo, while E|Xg(X)| < E|X| = 3/4.

We have shown in Lemma 5.2.1(iii) that X* is the only r.v. satisfying
the identity (5.2.2), and thus, an equivalent definition of X* could be
given via the covariance identity; the latter approach is due to Goldstein
and Reinert [Goldstein and Reinert (1997, Definition 1.1)], who proved
that such a transformation is uniquely defined by this identity. Moreover,
their approach extends to r.v.s that are not necessarily a.c., e.g., for the
symmetric Bernoulli r.v. X taking the values +1 with probability 1/2,
X* is uniformly distributed over the interval (—1,1). Our approach,
however, is restricted to a.c. r.v.s; for this reason, the analytic definition
(2.1) is possible and, moreover, the density f* itself turns out to be an
a.c. unimodal function.
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Our results also go to the opposite direction; the following Theorem
shows that, in general, the distribution of X* uniquely determines that
of X.

THEOREM 5.2.2
Assume that the r.v. Y has a unimodal a.c. density h.

(i) If the mode m of h is unique (i.e., h(x) < h(m) for all x # m), there
exists an r.v. Xy, such that X, dy iff the function h/(x)/(m —x)
is integrable. Moreover, X{ LY and X3 dy implies X1 4 Xo
(and thus, X, is unique).

(ii) If {x : z is a mode of h} = [a,b] with a < b, then for each p €
(a,b), there always exists a unique r.v. X, such that E[X,] = pu
and X, d Y. Moreover, for u = a or u = b, there exists an r.v. X,
such that B[X,] = p and X dy iff the function h'(x)/(u— x) is
integrable. Finally, if X7 2V, X3 2V and B[X1] = E[Xs], then
X, 2 X,

PROOF (i) If X is an r.v. with mean p variance o2 and density f such
that X* < Y, it follows from Lemma 5.2.1(i) that x4 must be a mode of
f* = h and that h/(z)/(u—2) is integrable. Thus, p = m and b'(x)/(m—
x) is integrable. Assume now that the function h'(z)/(m — x) (defined
almost everywhere) is integrable. Observe that it is also nonnegative
(because m is the mode of h) and define the r.v. X,, with density

—7”(56) where ¢ = Ooih’(x) T
fm(z) = ik here / dxz > 0.

c(lm—x

— 00

Since limg o h(x) = 0 (because h is a unimodal density), we have IE[m —
X.m] = 0. Applying Tonelli’s Theorem we have

[ o= [ [ w@ai= [ i

and similarly,

[ w—mneyar = [ hde

m m

yielding Var[X,,] = 1/c. Therefore, X}, 2 Y. We now show that Xm

is unique. Indeed, if X* =Y for an r.v. X with mean p, variance o2

and density f, it follows from Lemma 5.2.1(i) that g must be a mode of
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f* = h and therefore ;1 = m. Hence,

_ a?h/ (z)

= co? fru ()

f(z)

for almost all z, and thus X 4 X
(ii) Since h is constant in [a,b], ' =0 in (a,b). Hence, for all s € (a,b),

[ gy [ gy [T gy M) O

—co =T —co H— T -

T —p p—a b—p

Consider the r.v. X,, with density

fulz) = h’(m)), where ¢, = /OO W(z) dx.

C#(/u‘ix o T

Then E[X,] = u, Var[X,] = 1/c,, and therefore X; Ay 1tis easy to
see that if X* £ Y and E[X] = u for some r.v. X with density f and

variance o2, then X dx - Indeed, it follows from (5.2.1) and Lemma
5.2.1(i) that

fz) = = = c,0° fu(x)

for almost all . Therefore, since the mean of any r.v. X satisfying
X* £ ¥ must be a mode of h, either E[X] = u € (a,b) (and thus
x4 X,) or E[X] = a (and I/(z)/(a — x) is integrable) or E[X] = b
(and h/(x)/(b — ) is integrable).

The following example shows that all the cases described by Theorem
5.2.2 are possible.

Example 2
(i) Assume that Y has the unimodal a.c. density

() = 5 (min {2~ la], 1)*

with derivative h/(z) = —(1/3)sign(z)I(1 < |z| < 2) for almost all z.
Then, for all 4 € (—1,1), the r.v. X, with density

- 1 4—p?
Ju(x) = (Beyl|z — p) YI(1 < |z| < 2), where cup = glog [1 — 52} ,

satisfies I8[X,] = p and X dy. Moreover, h'(z)/(p — z) is not inte-
grable for p = +1.
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(ii) Assume that Y has the unimodal a.c. density
6
h(z) = E(min{x—l—?,l}[(—Q <z<l)4+z2-z)I(1<z<2).
Then, for any p € (—1,1], the r.v. X, with density

ful) 0

= oo u g (2o < D+ 2Ae DI <z <2)),

where

cu = (6/19) (2 +1log (1 +2)/(u+ 1] = 2(1 = p) log [(2 — ) /(1 = )]) ,

satisfies IB[X,] = p and X d Y, while h'(z)/(—1— ) is not integrable.
Similarly, for the r.v. W = —Y with density h(—z), there exists an r.v.
R, such that E[R,] =y and R, L W iff y € [~1,1).
(iii) For the r.v. Y with density

3

h(z) = TO(

2(2 = |2)I(1 < |2] <2) + I(Jz] < 1)),

there exists an r.v. X, such that E[X,] =y and X 1Y for any mode
pe[-1,1. 10

5.3 Application to Variance Bounds

Upper bounds for the variance of a function g(X) of a normal r.v. X
in terms of ¢’ are known as the inequality of Chernoff [Chernoff (1981)]
[see also Chen (1982) and Vitale (1989)]. Upper and lower variance
bounds of g(X) for an arbitrary r.v. X were considered in Cacoullos
(1982) and Cacoullos and Papathanasiou (1985) [see also Cacoullos and
Papathanasiou (1989), Cacoullos and Papathanasiou (1995) and refer-
ences therein]. Both upper and lower variance bounds may be obtained
as by-products of the Cauchy-Schwarz inequality. The following Lemma
summarizes and unifies these bounds in terms of the r.v. X*; in ef-
fect, (5.3.1) is a Chernoff-type, Chen (1982), upper bound; (5.3.2) is a
Cacoullos-type, Papathanasiou (1990, 1993), lower bound as obtained in
Cacoullos (1982) and Cacoullos and Papathanasiou (1985), in terms of
a function w (see also (5.3.4) below).

LEMMA 5.3.1
Let X be an a.c. r.v. with mean p and variance o°. Then, for every a.c.
function g with derivative g', we have the following bounds.

2
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E[(9(X) - 9(1)’] < a®E[(¢'(X"))?], (5.3.1)
with equality iff either E[g*(X)] = oo or

olo) — gl = { E T TS

for some constants a1, az and for all v € S(X*).
(i) If Elg"(X*)| < oo,
Var[g(X)] > o? E*[g/ (X)), (5.32)
with equality iff Prlg(X) = aX + b] = 1 for some constants a and
b.

PROOF (i) Let f be a density of X. We then have

PBGC) = [ @@ [ -niodd

— 00 — 00

o T [ wsi
— [ 0t [ @) dear

+f T rn - p) | @ @)? e
> / ") (g() — a(0))? dt

+f 1) (alt) — g())? e

= E[(g(X) — g(m)?],

from Tonelli’s theorem and the Cauchy-Schwarz inequality for integrals.
Observe that if IE[g?(X)] = oo, the equality holds in a trivial way (co =
00); otherwise, the equality holds iff there exist constants a; and ay such
that ¢'(x) = a1 + (a2 — a1)I(x > p) for almost all x € S(X™*), which
completes the proof.

(ii) We have from (5.2.2),

o' E?[¢'(X*)] = Cov?[X, g(X)] < 0 Var[g(X)]

by the Cauchy-Schwarz inequality for r.v.s, and the proof is complete.
|
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COROLLARY 5.3.2
For every a.c. function g,

Var[g(X)] < o” E[(¢'(X"))?], (5.3.3)
with equality iff either E[g?(X)] = oo or g is linear on S(X*).

Note that (5.3.2) continues to hold for any nondecreasing (nonincreas-
ing) a.c. function g, even in the case where E[¢'(X*)] = +oo (in this
case, E[g?(X)] = oo). Moreover, since Pr[X € S(X*)] =1 (because the
measure produced by X is absolutely continuous with respect to that

produced by X*), equality in (5.3.3) implies the equality in (5.3.2). The
converse is not always true, as the following example shows.

Example 3
Let X be uniformly distributed over (—2,—1) U (1,2) and
g(x) = xI(jz] > 1) + 231 (|z| < 1).
Then p =0, 02 = 7/3 and X* has the density
f*(x) = (3/28) (min{4 — 22,3}) ",
It follows that Var[g(X)] = E[(¢(X)—g(r))?] = 02 and 0 E*[¢/(X*)] =
Var[g(X)] < 02E[(¢'(X*))?] = 53/15. This shows that g is ‘linear’ with

respect to the measure produced by X, and it is ‘nonlinear’ with respect
to the measure produced by X*. [l

This example hinges on the fact that S(X) fails to be an interval.
If, however, S(X) is a (finite or infinite) interval, the known upper and
lower bounds for the variance of g(X) take the form [see Cacoullos and
Papathanasiou (1985, 1989)]

I E?[w(X)g'(X)] < Var[g(X)] < *E[w(X)(¢'(X))*],  (5.34)

for some nonnegative function w defined on S(X) (in fact, w = f*/f),
where both equalities hold iff ¢ is linear on S(X), provided that

B [w(X)(g'(X))?] < oc.

The following result shows the equivalence between the variance bounds
and the covariance identity.
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THEOREM 5.3.3
Assume that for the a.c. r.v. X with finite variance o2, the r.v. Y satisfies
one of the following.

(i) For every a.c. function g with derivative ¢,
Var[g(X)] < o* E[(¢'(Y))?].

(ii) For every a.c. function g with derivative g’ such that E|g¢'(Y)| <
m?

Var[g(X)] > o> E*[¢'(Y)].
Then Y < X*.

PROOF Assume that (i) holds. Let A’ be any (measurable) bounded
function and consider the a.c. function g(x) = « + Ah(z), where X is an
arbitrary constant and h an indefinite integral of h’. It follows that g
is a.c. with bounded derivative ¢’ = 1 + Ah/. Thus, Var[g(X)] < oo,
Var[h(X)] < oo and

Var[g(X)] = 0% + A\ Var [h(X)] + 2ACov [X, h(X)]
<o (L+ NE[(R(Y))?] + 2AE[R (Y)]) .

Therefore, by using standard arguments [see Cacoullos and Papathana-
siou (1989)], the quadratic OA? + 20\ (where § = o2E[(R/(Y))?] —
Var[h(X)] > 0, § = o?E[W(Y)] — Cov[X,h(X)]) is nonnegative for
all A, and thus § = 0. Hence, taking into account (5.2.2) we conclude
that for any bounded function H,

E[H(Y)] = E[H(X")]
and the result follows. The same arguments apply to (ii). |

Finally, by using similar arguments and the results of Theorem 5.2.2, a
converse of Theorem 5.3.3 and Lemma 5.2.1(iii) can be easily established:

THEOREM 5.3.4

Let Y be an arbitrary r.v. Then, Y has a unimodal a.c. density h such
that the function W' (z)/(m — x) is integrable for some mode m of h iff
there exists some a.c. r.v. X with finite second moment such that any
one of the following holds.

(i) For every a.c. function g with derivative ¢’ such that E|g¢'(Y)| <
00,

Cov [X, g(X)] = Var[X]E[g/(Y)).
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(ii) For every a.c. function g with derivative ¢,
Var[g(X)] < Var[X]E[(¢'(Y))?].

(iii) For every a.c. function g with deriative g’ such that E|g'(Y)| <

o0,

Var[g(X)] > Var [X]E*[¢/(Y)].
iv) x*2vy.

Furthermore, X is unique iff the mode of h is unique.

Theorems 5.3.3 and 5.3.4 characterize the r.v.s X and Y which admit
Poincaré type inequalities or differential inequalities [cf Chen (1988) and
Vitale (1989)]. It should be noted that in the preceding inequalities the
constant equals Var[X], and this implies that the equality is attained for
‘linear’ g. There are, however, other kinds of Poincaré type inequalities
where the constant does not equal Var[X]. The following example is
relative to this subject.

Example 4
Let X be uniformly distributed over (0,1) and Y have the density h(z) =
(3/4)(1 — 2?)I(|z| < 1). It follows that for every a.c. function g,

Varlg()] < 5Bl (C)) = 5 [ el —a)d @) de

< cE[(¢'(Y))],

for some constant ¢ < 1/3, since (1/2)x(1 —2)I(0 <z < 1) < (1/3)h(z)
for x € (—=1,1). On the other hand, an application to the function
g(x) = x? shows that ¢ > 1/9 > 1/12 = Var[X]. [
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6

Probability Inequalities for U-statistics

Tasos C. Christofides
University of Cyprus, Nicosia, Cyprus

ABSTRACT Probability inequalities with exponential bounds are very
central both in probability and statistics. In particular, such inequali-
ties can be used in statistical (especially nonparametric) inference to
provide rates of convergence for various estimates. In this paper, max-
imal inequalities and probability inequalities with exponential bounds
are presented for various statistics including sums of i.i.d. random vari-
ables, sums of independent but not necessarily identically distributed
random variables, and U-statistics. These inequalities generalize and
extend results of Hoeffding (1963), Turner, Young, and Seaman (1992),
Christofides (1994) and Qiying (1996).

Keywords and phrases U-statistics, maximal inequalities, exponen-
tial bounds

|
6.1 Introduction

Let Xq,...,X, be independent observations of some space X. For in-
teger m > 1, let h(z1,...,2,) be a “kernel” mapping X™ to R, and,
without loss of generality, assume that h is symmetric in its arguments
(i.e., invariant under permutations of arguments). To any such kernel
h and sample X1,..., X, with n > m, we associate the average of the
kernel over the sample observations taken m at a time, i.e., we define
the corresponding U-statistic

—1
n
= Xiso 0 Xi),
U, <m> E h( )

where ) denotes summation over the (:1) combinations of m distinct
elements {i1,...,4m,} from {1,...,n}.

©2001 CRC PressLLC



The class of U-statistics was first introduced and studied by Hoeffd-
ing (1948), as a generalization of the notion of sample mean. This class
includes as special cases useful statistics such as the arithmetic mean
and sample variance. They have a variety of applications including non-
parametric estimation, hypothesis testing, and approximations to more
complicated statistics. For an extensive treatment of U-statistics includ-
ing examples, useful representations and applications see Serfling (1980)
or Lee (1990).

A U-statistic by construction is an average of dependent observations
except of course in the trivial case where m = 1. However, a U-statistic
can be represented as an average of averages of independent (and iden-
tically distributed if X7, ..., X,, are i.i.d.) random variables. The repre-
sentation, due to Hoeffding (1963) is the following: For r = [n/m] where
[x] denotes the integer part of the real number z, put

1
W(x1,...,xn) = ;{h(xl,...,xm) + h(®maty - Tam) + -
+ h(xrmfm+1v~~~axrm)}~

Clearly W(Xy,...,X,) is an average of independent observations. One
can easily verify that U, can be expressed as

1
U, = EZW(XM,...,X%),
p

where ) denotes summation taken over all permutations (i1, ... ,i,) of
{1,...,n}. The previous representation along with the results of Section

6.2 will be used in Section 6.3 to prove the main results of this paper.

Many U-statistics of interest are constructed based on bounded ker-
nels. This class of U-statistics includes as a special case statistics con-
structed using variables which are indicator functions such as the empir-
ical distribution function and the Wilcoxon one-sample statistic.

A very useful tool for various purposes is the following exponential
probability inequality due to Hoeffding (1963).

THEOREM 6.1.1
For a U-statistic Uy, based on the kernel h(xy,...,xy) witha < h <b
and € > 0 we have that

P(U, — E(U,) > €) < exp(—2ré*(b—a)~?),

where r = [n/m).
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Hoeffding’s inequality remains a powerful result having many applica-
tions not only in theoretical statistics but in other areas as well. See, for
example, Clayton (1994) and Srivastar and Stangier (1996). Extensions
of Hoeffding's result were given by various authors, including Roussas
(1996) for negatively associated random variables and Devroye (1991)
for kernel estimates of density functions.

The main objective of this paper is to establish maximal inequali-
ties for U-statistics based on bounded kernels. Such inequalities can be
used, among other things, to provide rates of convergence of various es-
timates. The results obtained in this paper improve and generalize the
corresponding bounds of Hoeffding (1963), Turner et al. (1992), and

Qiying (1996).

6.2 Preliminaries
For the development of the maximal inequalities in Section 6.3 we will

make use of the following preliminary results.

LEMMA 6.2.1

Let U, be a U-statistic and g a nondecreasing positive convex function.
Then fore >0 andt >0

P(supy,Ur > €) < {g(te)} ' E{g(tU,)}.

PROOF Let F,, = 0{X(,), Xyy1, Xny2,...}, where X(,) denotes the
vector of order statistics (Xy1,...,Xnn). Then {Uy, Fi, k > m} is a
reverse martingale. By the convexity of g, {g(tUy), Fr,k > m} is a
reverse submartingale. Therefore,

P(SukanUk’ 2 6) = P(Sukang(tUk) > g(té))

< {g(te)} " E{g(tU,)}

where the inequality follows from a well-known maximal inequality for
reverse submartingales [see, for example, Theorem 3.4.3 in Borovskikh
and Korolyuk (1997) reference]. 1
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LEMMA 6.2.2
Let X be a random variable with a < X <b and E(X) = p. If ¢px is
the moment generating function of X then

b—pu w—a
< at bt.
¢X(t>_bfae +bfae

PROOF By the convexity of the exponential function

b—X X —a
tX at bt
¢ *b—ae b—ae

and by taking expectations the result follows. |

Two useful (determinist) inequalities are presented next. Lemma
6.2.3 combines results which can be found in Christofides (1991) and
Christofides (1994).

LEMMA 6.2.3
Let x,y € R such that y = ax for a > 0.
(i) f0<a< % then
P — 2pry* 4+ (2p — 1)y > (y — x)Qp, p=12...
(it) If « > § then
2P — 2y 4 (2p— 1)y > 2p— Dy —2)*, p=1,2,...
The next lemma provides lower bounds under different conditions for

a quantity which appears very frequently in proofs of results concerning
exponential inequalities.

LEMMA 6.2.4
Let
d l—c—d

g(c,d) = (c+ d) In(
forc>0,d>0andc+d<1.

)

(i) If 3 <d < L+ Lcthen

gle,d) > (c+ %) In(1+ 2¢) + (% —¢)In(1 — 2¢).

(it) If c+d < & or 5+ 3¢ < d then

g(c,d) > —%ln(l —4c?).
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(z'ii)[f%—cgdg% then
2, 44
g(c,d) > 2¢ —|—§c.

PROOF By Kambo and Kotz (1966) g(c,d) can be expressed as

= 1
c,d) = — (2% — 2pay* 4+ (2p— 1)y?P
g(c,d) p§:1 39 (2p = 1){ y ( )y}

where x =1 —2¢ —2d and y = 1 — 2d.

First assume that % <d< % + %c. Then y = ax for 0 < a < i. By
Lemma 6.2.3

p=1
=3y (20)7 =Y —(20)"

o 2p—1 = 2p
— S 1 2p-1_ 1 -~ 1 2\P
*2022p_1<20) —525(%)

p=1 p=1
142 1

= cln(thZ) iln(l —4c?)

1 1
= (c+ 5) In(1 + 2¢) + (5 —¢)In(1 —2¢),

i.e., part (i) of the statement is established.

Now assume that c+d < % or %—i—%c < d. Then y = ax for some o > i.

By Lemma 6.2.3

gle,d) >y %(y — )" =

and part (ii) is established as well. Part (iii) follows directly from Lemma
3 of Kambo and Kotz (1966). |

0o o\P
Z (4c’) = flln(l — 4c?),
P 2

N | —

p=1
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6.3 Probability Inequalities

In this section which is the main one of this paper we present maximal
inequalities for U-statistics based on bounded kernels.

For the next theorem and its associated results we assume that the U-
statistic U, is constructed using i.i.d. random variables. However, with
minor modifications in the proof the same results hold true for the case
of random variables which are not necessarily identically distributed,
as long as the kernel h(X;,,...,X;,,) is uniformly bounded below and
above and has the same expectation for every choice of {i1,. .., i, } from

{1,...,n}.

THEOREM 6.3.1
Let U, be a U-statistic based on the kernel h with a < h < b. Let
E(h) =, r=[n/m] and € > 0.
(i) If either e + 1 < 3(b—a) or e < 3(u— 3(b—a)) then
P(supysn (Ui — 1) 2 €) < (1 - 4206 — ) 7).

(i) If 3(b—a) < p < 3(b—a) + %e then

r(e(b—a) " 1—=1
P(supys,(Us — ) > €) < (1= 2e(b—a)™") (e(b-a)™"=3)

—r(e(b—a)" 41
(14 2e(b—a) )y "m0t

(iii) If 2(b—a) —e < p < 1(b—a) then

P(Sukan(Uk —p)>e) < exp{—r(262(b - a)72 + §64(b — a)74)}.

(v) If e+ p = b then

P(supysn (U —p) 2 €) < (L= e(b—a) ™).
PROOF If e+p > bthen P(supys,,(Ux—p) > €) = 0 and there is nothing
to prove. First assume that e + 4 < b. Let ¢t > 0. Using Hoeffding’s

representation of U,, as an average of averages of independent random
variables and Lemma 6.2.1 we can write
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P(supg>, (Ux — p) > €) < e T B (el
_ eft(eJru)E(eﬁsz(J)

< et LY B
- n!4—p

1
_ o —tlet+p) t/r h(.)
=e ® n!ZpE(e > )

— e—tletn) %prh (t/r))r

= e (gult/r))"

< eft(eJru)(l; — /”Leat/r + /; - aebt/r)r
—a —a

=e 7O (6.3.1)

where ¢, is the moment generating function of h, f is the function

b— _
f(t) =tle+p) — rlog(bi’ueat/r + uebt/r)
—a b—a

and the last inequality follows from Lemma 6.2.2. The function f is
maximized at

rogletnmat—p,

tr = In
TR R Yy
and
N e+p—a, et+pu—a b—e—p, b—e—p
t) = | .
) = (TR 1 2 ()

Let ¢ = e(b—a) " and p* = (u—a)(b—a)~". Then f(t*) = rg(e*, u*)
where

1_6*_M*

*+ *
TR b (1€ — ) In(

g(e", p*) = (" + p*) In( )-

1—p*

(i) If either e+ < 1(b—a) or e < 3(u—3(b—a)) then by the assumptions
of the theorem e* and p* satisfy the conditions of Lemma 6.2.4 (ii) and
thus f(t*) > -5 In(1 — 4e*?). Therefore by (6.3.1)

P(sups, (Ui — ) > ) < (1— 40— a) )",
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(i) If (b —a) < p < 3(b— a) + 1€ then the conditions of Lemma 6.2.4
(i) are satisfied and thus

1 1
F@&) > r(e + 5) In(1 + 2€*) + r(§ — ") In(1 — 2€).
Therefore, again by (6.3.1)
P(supys, (U — ) > €) < (1 —26%)" 72 (1 4 2¢%) 7 F3),

(iii) If 3(b—a) —e < p < $(b—a) then 1 —€* < p* < 1 and by applying
(iii) of Lemma 6.2.4 we have that

4
76*4).

F(t5) > r(2¢? + 2

The result follows from (6.3.1).
(iv) If e + p = b then

P(supy>, (Ux — 1) =€)
= P(sup>, U = b)
= P(h(Xip---aXim) =bV (21,,Zm) C {1,,’[7,})

S P(h(ij+1,...,ij+m) :b, jZO,...,T—l)

r—1
= jZOP(h(ij+1; N anerm) = b) (632)

< Hrfl(E(h) — a)

j=0" b—a

_(koay
- ( b —a )
=(1-¢)
where (6.3.2) follows from independence. |

REMARK Simple algebraic manipulation shows that under its condi-
tions Theorem 6.3.1 provides a better bound than the one of Theorem
6.1.1. In addition, part (i) of Theorem 6.3.1 generalizes Theorem 3.1 of
Christofides (1994) in the sense that the result is established for a gen-
eral bounded kernel i rather than a kernel which is a Bernoulli random
variable. |
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In many situations a two-sided version of the theorem might be more
appropriate, if not necessary. Such a version is provided by the next
corollary under appropriate conditions on the parameters.

COROLLARY 6.3.2

Let U,, be a U-statistic based on the kernel h with a < h < b. Let
E(h) = p, v = [n/m] and € > 0. Assume that | p | +¢ < 2(b—a) or
etp<zlb—a)<-p—tecore—pn<i(b—a)<p-—ie Then

P(supysn | Us — i > €) < 21 — 42(b— a) )",

PROOF We can write

P(supysy, | Uy = p |2 €) < P(supys, (Us — 1) =€)
+ P(supgs, (—Uk +p) > €). (6.3.3)

Observe that —U,, is a U-statistic based on the kernel —h with E(—h) =
—p and —b < —h < —a. The conditions on the parameters €, u, a and
b are such that the assumptions of the theorem are satisfied for both U,
and —U,. Thus, each term of the right hand side of (6.3.3) is bounded

by (1 — 4€2(b — a)72)r/2 and the result follows. |

REMARK Corollary 6.3.2 improves and generalizes Corollary 2 of Qiy-
ing (1996) in several ways. First, the result is stated for a U-statistic
rather than the sample mean of i.i.d. random variables. In addition, in
the special case where the U-statistic is the sample mean of i.i.d. random
variables the bound provided is sharper than the one of Corollary 2 of
Qiying (1996). To see this, just expand the logarithm of (1 — 4€?) to get

64
In(1 — 4€?) = —4e® — 8¢* — 366 .
Clearly
4
gln(l —4€?) < —2né* — gne4,
i.e.,

4
(1- 462)"/2 < exp(—2ne? — §n€4)’

where the right hand side of the previous inequality is the sharpest of
the three upper bounds of Corollary 2 of Qiying (1996). 1
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Assume that m = 1, h(z) = « and Xy,..., X, are Bernoulli random
variables with probability of success p, 0 < p < 1. Then as a special
case of Theorem 6.3.1 we have the following inequality for the Binomial
distribution.

COROLLARY 6.3.3

Let Yy be a binomial random variable with parameters k and p, 0 < p <
1. Let e > 0.

(i) If either e +p < % or e < 3(p— 1) then

Y: n
P(sukan(f —p)>e€) < (1—4€%)2.

(it) If 3 < p < 5 + 3¢ then

Y n 6—l —nl€ 1
P(sukan(?k Cp) > e) < (12T (1 4 o)D),

(iti) If 3 —e <p < L then

Y; 4
P(sukan(f —p) > €) < exp{—n(2¢* + §€4>}.

(iv) Ifp+e< i or0<e—p<i<p-— te then

n
2

Y,
P(supys, | 55 = [2€) <2(1—46%)".

REMARK Corollary 6.3.3 improves the result of Turner et al. (1992)
who proved the inequality
Y;

Py, (E —p) 2 ) < (1 -2V 2) Y

under the condition p + € < % or p > % As in the case of the previous
remark to see this we can expand the logarithm of (1—4¢?). Then simple
algebraic manipulation shows that

n g_l — € 1
(1-4e%)% < (1—22)" 2 (1 4 2¢2) "2,
|

The next theorem is essentially a generalization of Theorem 6.1.1 to
the case where the observations Xi,..., X, are not necessarily identi-
cally distributed and the kernel h is not uniformly bounded.
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THEOREM 6.3.4

Let Xq,..., X, be independent random wvariables and U, a U-statistic
based on the kernel h. Assume that for {il,...,im} C {1,...,n},
E{h(X“,,XZm)} = 9117 Jim and iy ooim < h( 117---7Xim)
< biy,im- Let 0, = (1 ) Yoilis, i, T = [n/m] and € > 0. Then

P(sukan | Uy — 0 |>€) < 2exp{72r262/max(il7.._,in)D¢17___71-n}
where

2
Dilfuwin = § jzo(bijm+la~~7i(j+l)m - aijm+la-»~»i(j+l)m)

and the mazimum is taken over all permutations (i1, . ..,i,) of {1,...,n}.

PROOF Let t > 0 and il(Xil,. .. 7Xim) = h(X'L'17~ .. aXim) — 91‘1,_“71‘7”.

For notational simplicity let i;,, = (ijm41,---,%+1)m). Following the
proof of Theorem 6.3.1 we arrive at the following

P(supys, (Uy — 01) > €) < n'ZH] . erzh()>

1 r—1
—te
<e ST Gon®, 634
P

where

b;

t i, — b
Gy (0) = ex(= 761, { 7

15, m

t
exp(rai,.,)

s —as.
1j,m 1j,m

b

. — aj.
1j,m Lj,m

O, — i, b
+ 'J"J*eXp(rbi,-,m)}

(Gij,m - aij,m)

and (6.3.4) is a consequence of Lemma 6.2.2. Let u;; , = 0 )
' ij,rn - aijJYL

and s =t/r. Then

Gi, . (1) = exp{—s(6;,,, —ai, . ) H1—ws,,, +ui,,, exp{s(bi,, —ai,)}}
Following Hoeffding (1963) let

fijym(s) = fs(tﬁ)ijvm — a’ij,m) + In{1 — us; . + Ui, exp{s(biij — aijvm)}},

so that
Gy, = exp{fi,,.(s)}. (6.3.5)
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One can verify that f;;,, (0) =0 and f’;, (0) =0. In addition,

Fiyn(8) = (s, — as,,) 765, (5), (6.3.6)
where
ui].’m(l — Ui,,m) exp{fs(bij)m — ai,,m)}
{uiyn + (1= wiy,,) exp{—s(bi,,, —ai,, )1}
The function g, , (s) is of the form x(1—xz) with 0 < z < 1 and therefore
i, .. (s) < 1. From (6.3.6)

f”i,-,m (s) <

Using Taylor’s formula up to terms involving the second derivative we
have that

Gi; . (8) =

(b

1jm = aijJYL) .

==

1
fin(s) < §52(bij,m —a,,)"

Using the above inequality in (6.3.5) we have that
t? 2
Gij,m (t) < exp{@(bij,m, - aij,m) }

Then from (6.3.4) we obtain the inequalities

Plsupysn (U~ 1) 2 €) < H,ZH by, — i)}

1 t2 r—1
—t 2
Emzexp{8 2 lJmi ij,m }
P 7=0
2
< exp{—te + 52 X (i, vim)Diy i -

Optimizing for t we get
P(supy>p, (U — Or) > €) < exp{—2r°¢*/max;, ;.\ Di,,..i.}-

The theorem follows using an analog of (6.3.3). |
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Theory and Applications of Decoupling

Victor H. de la Pena and Tze Leung Lai
Columbia University, New York, NY
Stanford University, Stanford, CA

ABSTRACT In this paper we provide a survey of the theory of decou-
pling, emphasizing its wide range of applications. Decoupling was born
out of a need to extend the known martingale inequalities for real and
Hilbert-space valued random variables to variables taking values in more
general spaces like Banach spaces. Among its many uses is that it enables
one to symmetrize highly dependent random variables. In fact, some of
the basic results in decoupling theory were motivated by symmetrization
techniques for U-processes which consist of U-statistics indexed by a class
of functions. Other applications include sequential analysis, martingale
theory, stochastic integration and weak convergence. We consider three
types of decoupling. The first type, which we call complete decoupling,
completely replaces the summands in a sum of dependent random vari-
ables by independent ones with the same marginal distributions. The
second type of decoupling is decoupling of tangent sequences. In this
approach, two sequences adapted to the same filtration and having the
same conditional distributions (given the past) are compared. The effec-
tiveness of this approach is realized through the use of a sequence with
a more tractable dependence structure than the original one. The third
type of decoupling is called “total decoupling of stopping times”. In this
approach, problems involving stopping times are handled by establish-
ing inequalities that replace the original process by an independent copy
which is therefore independent of the stopping time.

Keywords and phrases Conditional independence, decoupling inequ-
alities, exponential bounds, martingales, stopping times, symmetriza-
tion, tangent sequences, U-statistics, weak convergence
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7.1 Complete Decoupling of Marginal Laws and
One-Sided Bounds

Let (Xl.’ ...,Xn)‘ be a vector of possibly dependent random variables.
Let (Yl(l), ...,Yn(l))7 i = 1,...,n, be n independent copies of the origi-
nal random vector. To do this formally we might need to enlarge our
probability space. Then all sequences have exactly the same joint dis-
tributions. Moreover, observe that YZ-(Z ,1 < i < n, are independent
random variables with ¥;”) having the same distribution as X;. With
this construction we can now analyze the decoupling property obtained
through the use of the linearity of expectation. That is,

Y i | = Y 4(1) .
E(;X) E(;Y ) (7.1.1)

where the first expectation involves a sum of dependent variables and the
second a sum of independent random variables. Indeed, E(>"" , X;) =
S EX =30, EY = BT, v?). This elementary identity has
been extended to the following one-sided bound by de la Pefia (1990).

THEOREM 7.1.1

Let {X;} be a sequence of (arbitrarily dependent) random variables with
X; > 0 a.s. Let the sequence {Yi(z)} be defined as above. Then, for all
concave nondecreasing functions ¥ on [0, 00) with ¥(0) =0,

EV (i X,») < CEV (i Y}“) , (7.1.2)
i=1

i=1

for some universal constant C.

No reverse bound is possible in general for concave functions. However,
the reverse bound holds for a class of convex functions. The following
notation will be needed not only in the reverse bound but also in many
subsequent inequalities. For a > 0, let

Ao ={®: @ is a nondecreasing, continuous function on [0, 00) with
®(0) =0 and P(cx) < c¢*®P(z) for all ¢ > 2 and x > 0}.  (7.1.3)

Then there exists a positive finite constant C,, depending only on a such
that for all convex ® € A,,
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E® <zn: XZ-> > C, ED (Zn: Y}”) . (7.1.4)
=1

i=1

Results of this kind, which appear in de la Penia (1990), have obvious
martingale analogues through the use of the square function inequalities
of Burkholder, Davis and Gundy.

THEOREM 7.1.2 ‘

Let {d;} be a martingale difference sequence. Let {Yi(l)} be a sequence
of independent random variables with Y;(Z) having the same distribution
as d; (defined above). Let o > 0 be fixzed. Then, for all ® € A, with
®(z) convex and ®(y/z) concave on [0, 00), there exists a positive finite
constant Cy, depending only on a such that

J n
E® 4| < C,E® v . 7.15
(?Bﬂ; I> < (Z ; I> (7.1.5)

i=1

Moreover, if both ® € A, and V(\/z) are convex functions on [0,00),
then there exists a positive finite constant c, depending only on a such
that

J n
E® di| | > c E® v . 7.1.6
(glgaﬂ; ) >c (IZ ; |> (7.1.6)

i=1

We can replace ¥}, by maxi<ij<, in Theorem 7.1.1 in view of the
following.

LEMMA 7.1.3

Let {U;} be a sequence of dependent sets. Let {V;} be a sequence of
independent sets such that P(U;) < P(V;) for alli. Then P(U}_,U;) <
2P(UL, Vi),

To prove Lemma 7.1.3, first note that

P(Uj_1U;) < P(UF_,U; N (U2, Vi)©) + P(UF_, Vj). (7.1.7)
The first term in the right hand side of (7.1.7) is less than or equal to

P, A (U2 = 3 PU)POZIVE) < 3 POV PRIV,

1 j=1 j=1

J

n n
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where the equality follows from independence. Note that the last sum
above is equal to

P(Up_, (V; N (NZ1VE)) = P(UF_, V7).

From Lemma 7.1.3 it follows that

P(max X; > z) < 2P( max Yi(i) >x) forall =x. (7.1.8)
1<i<n 1<i<n
Therefore, if X; > 0 a.s. and ¥ is a nondecreasing, continuous function
on [0,00) with ¥(0) = 0, then

Q]
i) < S 1.
E\Il(lrélfuganz) < QEW(lrél%an; ) (7.1.9)
In particular, if the X; have a common distribution function F’, then the
right hand side of (7.1.8) is equal to 2(1 — F""(x)), while the left hand
side of (7.1.8) is majorized by min{l,n(1 — F(x))} and there exists a
joint distribution of X7,..., X, with F as marginal such that

P(1r£?<XnXi > ) =min{l,n(l — F(z))} forall =z, (7.1.10)
cf. Lai and Robbins (1978) who call such random variables X; “maxi-
mally dependent.” Letting p = 1 — F(z), we obtain from (7.1.8) and
(7.1.10) the inequality min{1,np} <2[1 — (1 —p)"] for 0 < p < 1.

We next mention two recent results of the type in Theorem 7.1.1 con-
cerning associated variables and stochastic domination by independent
random variables.

DEFINITION 7.1.4
A finite family of random wvariables {X;, 1 < i < n} is said to be
negatively associated if for every pair of disjoint subsets Ay and As of

{1,2,...,n},

Cov{f1(Xi,i € Av), f2(Xj,j € Ag)} <0, (7.1.11)

whenever f1 and fa are coordinatewise nondecreasing and the covariance
exists. The random variables X; are said to be positively associated if
the inequality in (1.11) is reversed.

As is well known, the following analogue of (7.1.8) holds for positively
associated random variables:
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P(max X; > z) < P(max Yi(i) >gz) forall . (7.1.12)
1<i<n 1<i<n
Examples of negatively associated random variables include the multino-
mial distribution, random sampling without replacement and the joint
distribution of ranks; see Joag-Dev and Proschan (1983). Shao (1998)
has obtained the following theorem, which generalizes Hoeffding’s (1963)
results for sampling without replacement.

THEOREM 7.1.5 )
Let {X;, 1 <i < n} be a negatively associated sequence, and let {Yi(l)}
be a sequence of independent random variables such that YZ-(Z) has the
same distribution as X; for alli=1,....n. Then

n

Ef(Y_ X)) < Ef(zn: v) (7.1.13)

i=1 =1

for any convex function f, whenever the expectation on the right hand
side of (7.1.13) exists. Moreover, if f is a nondecreasing convezx function,
then

k k
Ef( max X;) < Ef( max Y;(i)) (7.1.14)

1<k<n 4 1<k<n 4
i=1 i=1
whenever the expectation on the right hand side of (7.1.14) exists.
THEOREM 7.1.6
Let {X;} be a sequence of random wvariables. Assume that for all n,

P(X, > z|X1,..,.Xn-1) < P(Y,, > x) for all real x, where {Y;} is a
sequence of independent random variables. Then

P() Xn>z)<P()_Yi>ua), (7.1.15)
i=1 i=1
for all real x.

Theorem 7.1.6 was proved by Huang (1999) in her study of stochastic
networks. It turns out to be a special case of a general domination
inequality of Kwapien and Woyczynski (1992, Theorem 5.1.1).
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THEOREM 7.1.7

On the probability space (Q,F, P) let {X;} and {Y;} be two sequences
of random variables with values in a separable Banach space (B, || - |]),
adapted to a filtration F; increasing to F and such that 'Y; is independent
of Fi—1 for alli. Ifu : B — [0,00) satisfies E(u(z + X;)|Fi—1) <
Eu(x +Y;) for all x € B and all i then,

Eu <x+iX¢> < Eu <m+iYi>7

i=1 i=1

for all x € B.

A related result involving domination of variables from Kwapien and
Woyczynski (1992, Theorem 5.2.1) helps to bridge the way between com-
plete decoupling and decoupling of tangent sequences which will be in-
troduced in the next two sections.

THEOREM 7.1.8

Let {X;} and {Y;} be two sequences of random variables adapted to F;,
with {X;} taking values in a separable Banach space and {Y;} taking
values in [0,00). Assume that for all i and x > 0,

P(HX1|| > .’L‘|.7:7;,1> < P(Y; > $|‘7:i,1). (7.1.16)

Then for all x > 0 and concave ¥ : [0, 00) — [0, c0),

P(max ||X;]| > z) <2P(max Y; > z), (7.1.17)
i<i<n 1<i<n
J J
; < i . 1.
EW(max | Z;XZH) < 3BV (;gjagxn > Y) (7.1.18)

Moreover, for every continuous ¥ such that ¥(z +y) < C(¥(x)+ ¥(y))
for some C > 0 and all z,y € [0,00), there exists C' such that

J J
. < .
EV (1%%“ EXZH) < C'EV (1%% > Y) . (7.1.19)
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7.2 Tangent Sequences and Conditionally
Independent Variables

DEFINITION 7.2.1

Let {d;} and {e;} be two sequences of random variables adapted to the
same increasing sequence of o-fields {F;}. Assume that the conditional
distribution of d; given F;_1 is the same as the conditional distribution
of e; giwven F;_1. Then the sequences {d;} and {e;} are said to be F;-
tangent.

DEFINITION 7.2.2

Let {e;} be a sequence of variables adapted to an increasing sequence of
o-fields {F;} contained in the o-field F. Then {e;} is said to satisfy the
CI condition (conditional independence) if there exists a o-field G con-
tained in F such that {e;} is conditionally independent given G and the
conditional distribution of e; given F;_1 is the same as the conditional
distribution of e; given G.

DEFINITION 7.2.3
A sequence {e; } which satisfies the CI condition and which is also tangent
to d; is said to be a decoupled tangent sequence to {d;}.

Let T be a stopping time. It is easy to see that the sequences {X;1(T >
i)} and {X;1(T > 4)} are tangent with respect to F; = o(X1, ..., Xs;
X1, ..., X;). Moreover, {X;1(T > i)} satisfies the CI condition given
G = 0(X1,Xs,...). In the context of sampling schemes, the theory of
decoupling provides a sampling scheme that lies between sampling with
replacement and sampling without replacement. We call this sequence
a CI (conditionally independent) sequence.

Example 1

Let {b1,...,bx} be a set of N balls inside a box. The sequence {d;}
will represent a sample without replacement from the box and {e;} a CI
(conditionally independent) sample, which can be generated as follows.
At the ith stage, we first draw e;, return the ball, and then draw d; and
put the ball aside. It is easy to see that the above procedure will make
{e;} tangent to {d;} with F; = o(dy,...,d;;e1,...,e;). Moreover, {e;}
satisfies the CI condition given G = o(dy, ..., dn).

A rather fortunate fact, which makes the theory of decoupling widely
applicable, is closely linked to the above example. Broadly speaking,
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it states that decoupled tangent sequences always exist. This result is
summarized in the following proposition.

PROPOSITION 7.2.4

For any sequence of random variables {d;} adapted to an increasing se-
quence of o-fields {F;}, there always exists a decoupled sequence {e;}
(on a possibly enlarged space) which is tangent to the original sequence
and in addition satisfies the CI condition given a o-field G.

A constructive approach to obtaining the CI sequence proceeds by
induction. First we take e; and d; to be two independent copies of the
same random mechanism. Having constructed dy,...,d;—1,€e1,...,€;_1,
the ith pair of variables d; and e; comes from i.i.d. copies of the same
random mechanism, given dy,...,d;_1. It is easy to see that using this
construction and taking

./,Ti = O'(dl, ceey di, €1y ey 67;),

the sequences {d;} and {e;} are F;-tangent and the sequence {e;} is
conditionally independent given the o-field G generated by d;,ds, ... and
is a decoupled version of {d;}; see de la Penia (1994). This construction
also provides the following refinement of Proposition 7.2.5 which will be
used in Section 7.6.

PROPOSITION 7.2.5

For any sequence of random variables {d;} adapted to an increasing se-
quence of o-fields {F;} and for any stopping time T of {F;}, there exist
a decoupled sequence {e;} and a o-field G such that T is measurable with
respect to G, and {e;} is tangent to {d;} and is CI given G.

7.3 Basic Decoupling Inequalities for Tangent
Sequences

The following results constitute the backbone of the theory of decoupling
for tangent sequences. We divide them into two classes. The first class
concerns comparisons between two tangent sequences {d;} and {e;} and
the second concerns inequalities between these two tangent sequences
when one of them is decoupled. The first general result for tangent
sequences involves the probabilities of unions, analogous to Lemma 7.1.3;
see Kwapien and Woyczynski (1992) and Hitczenko (1988).
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LEMMA 7.3.1

Let {D;} and {E;} be two sequences of events adapted to {F;}. Assume
that these two sequences are F;-tangent (their indicator variables are
tangent). Then for alln > 1,

P(UL D) < 2P(UiL  Ey). (7.3.1)

Putting D; = 1(d; > t) and E; = 1(e; > t) in (7.3.1) yields

P(max d; >t) <2P( max e; > t). (7.3.2)
1<i<n 1<i<n

We remark that the above inequalities are two-sided as we can replace
the role of the D’s and E's.

If the random variables are assumed to be either nonnegative or con-
ditionally symmetric, Kwapien and Woyczynski (1992) give a detailed
account of inequalities (7.3.3) and (7.3.6), while (7.3.5) and (7.3.8) (for
variables in R!) are from Hitczenko (1988) and (7.3.4) and (7.3.7) come
from de la Penia (1993); see also de la Pena and Giné (1999). The proof
of (7.3.8) for Hilbert-space valued random variables (an easy extension)
can be found in Kwapien and Woyczynski (1992) and de la Penia (1993).
Two sequences of random variables {d;}, {e;} adapted to F; are said
to be conditionally symmetric if L£(d;|Fi—1) = L(—d;|Fi—1), i.e., if the
conditional law of d; is the same as that of —d;. Define A, as in (7.1.3).

THEOREM 7.3.2
Let {d;}, {e:} be two sequences of F;-adapted nonnegative random vari-
ables. Assume that the sequences are F;-tangent. Then for all x,y > 0,

P (Zdl > x) < %—i— 2P (Z e; > y) , (7.3.3)
i=1 i=1

P(i di >x) < 2{EW + 2P(i e > y)} (7.3.4)
i=1

T
i=1

Moreover, for every o > 0, there exists C,, such that for all ® € A,

i=1

i=1
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THEOREM 7.3.3

Let {d;}, {ei;} be two sequences of F;-adapted Hilbert-space valued ran-
dom variables. Assume that the sequences are F;-tangent and condition-
ally symmetric. Then for all x,y > 0

J J
Yy
P { max di|l| >3 <3{Z + P | max e;ll > , (7.3.6
{jgn'; [ } (& (j§n|§j [ y>} (736)

i=1

J
P { max 4||? >z
DS

, 2
E(maxj<, ||Y1_ el Avy)
<4<¢6

x i<n

(7.3.7)

Moreover, for every a > 0, there exists C,, such that for all ® € A,,

) < C E® <max ) . (7.3.8)
j<n

Inequality (7.3.8) was extended to the case of UMD spaces by Mc-
Connell (1989). Assuming that one of the two tangent sequences satisfies
the CI condition, de la Pena (1994) proved part (i) (with g = 1) while
Hitczenko (1994) proved part (ii) of the following theorem. The case of
(i) for general g comes from de la Pena (1999). See Section 6.2 of de la
Pena and Giné (1999) for a detailed account of Theorem 7.3.4(i) and its
corollaries.

J

>

=1

j
2 di

=1

E® <max
i<n

THEOREM 7.3.4

Let {d;}, {e;} be two sequences of F;-adapted random variables. Assume
that the sequences are F;-tangent. Furthermore, assume that {e;} is
conditionally independent given G.

(i) For all G-measurable random variables g > 0,

i=1

Egexp {)‘Zdi} < EY/? {92 eXp(Z)\Zei)} . (7.3.9)
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(i) There exists a universal constant C' such that for all p > 1,

E| zn:di|p < CPE| ijem.
i=1 i=1

COROLLARY 7.3.5
Let {d;} be a mean-zero martingale difference sequence. Then there exist
a o-field G and a G-conditionally independent sequence {e;}, tangent to
{d;}, such that for all A,

Egexp{ A2 d;} < EY?{g? exp(4\S7_,e;m:)}, (7.3.10)

where {r;} is a sequence of i.i.d. random variables independent of all the
variables involved and with P(r; = 1) = P(r; = —1) = 3.

COROLLARY 7.3.6
Let {D;}, {E;} be two sequences of F;-adapted events. Assume that the
sequences are F;-tangent (that is, their indicator variables are tangent).

Furthermore, assume that {E;} is conditionally independent given G.
Then for all G-measurable events G,

P(N,D;NG) < PN 1E;NG|Ny D;NG). (7.3.11)

Taking G = Q in (7.3.11) yields

P(Niy D) < P(Ni_, Bl NiZy Dy), (7.3.12)

and hence

P(N{_ Dy) < PPN, E;). (7.3.13)

Setting D; = {d; <t} and F; = {e; < t}, or alternatively D; = (d; > t)
and E; = (e; > t), gives

P(max d; <t) < P1/2( max e; < t), (7.3.14)
1<i<n 1<i<n

P( min d; >t) < PY?( min ¢; > t). 3.1
(1I§nz'1£n di>t) < (121%1” e; > t) (7.3.15)

From Theorem 7.3.4(ii) it follows that for all p > 1,
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Eexp{|2dip} <Eexp{C’p|§:ei|p}7 (7.3.16)

=1 =1

in which C is a universal constant. Hitczenko and Montgomery-Smith
(1996) have extended Theorem 7.3.4(ii) to functions ® € A,. Specifi-
cally, under the assumptions of the theorem, for all ® € A,,

E® < ) < CY"E® ( ) . (7.3.17)

>
i=1
A generalization of (7.3.9) by de la Pena (1999) yields that for p~! +

g =1(pq>1),
exp (qAZei> | g} } . (7.3.18)
i=1

In particular, consider the stochastic regression model z, = 8% u, +
€,, where €1, €5 ... are independent random variables with zero means,
representing unobservable disturbances, and the regressors u,, are F,,_1-
measurable random vectors. The sum S, = Z? u;€; plays a basic role
in the analysis of the least squares estimate

-1 n -1 n
B = (i um?) Z u;zi = 0+ <z”: um?) Z Ui €.
1 i=1 1 1

Let 9;(t) = log(Ee'¢) be the cumulant generating function of ¢;. Then
(3.18) yields

n

>

i=1

E exp (AZ@) < EY/P {Ep/q

i=1

Eexp ()\T Zui6i> <E/P {GXP (Pq_l Zl[’i(qATUi)) } )

i—1 i=1
(7.3.19)

which can be used to derive tail probability bounds > u;€;.

7.4 Applications to Martingale Inequalities and
Exponential Tail Probability Bounds

Let {d;, F;,i > 1} be a mean-zero martingale difference sequence. Let
{e;} be CI (conditionally independent) given G and such that {d;} and
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{e;} are tangent sequences. By Theorem 7.3.4(ii), for all p > 1,

n

>

i=1

n

>

1

<C

p

P

for some universal constant C. Since the e; are independent zero-mean
random variables given G, it then follows from Rosenthal’s inequality

that
n p 1/p
(5 19))
i=1
n 1/2
SCP{ > E(e16) +[E(SUp|ei|p|Q)]1/P}. (7.4.1)
i=1 k<n
Hence
n n P 1/p
> el = (E > e |g> < By(llsallp + llexllp),
1 P 1 )

where s = 37 E(d}|Fi—1) = 301 E(e}|Fi—1) = 37 E(€}|G) and e, =
SUpy<,, lex|. Moreover, [le} ||, < 21/7||d ||, by (7.3.2). Hence, decoupling
inequalities for tangent sequences and Rosenthal’s inequality for sums of
independent zero-mean random variables yield the martingale inequality

n

D d

i=1

< Bp{llsnllp + lldzllp}, (7.4.2)

p

which was derived by Burkholder (1973) using distribution function in-
equalities. Hitczenko (1990) used this approach to derive the “best pos-
sible” constant B, depending only on p, with the slowest growth rate
p/logp as p — oco. In the case p > 2, Hitczenko (1994) also derived by
a similar decoupling argument the following variant of (7.4.2):

< B{VDP llsnllp + plldpllp} (7.4.3)
p

>d
i=1

for some universal constant B.

Decoupling inequalities for moment generating functions and variants
thereof (such as Theorem 7.3.4 and Corollary 7.3.5) are particularly use-
ful for developing extensions of typical exponential inequalities for sums
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of zero-mean independent random variables to the case of the ratio of a
martingale over its conditional variance. Let {d;, F;, ¢ > 1} be a martin-
gale difference sequence. Let M,, = Y7 | d;and V,? = Y"1 | E(d?|F;—1).
Consider the problem of bounding the tail probability of P(M,,/V,? > ).
Following the standard approach to such problems, one obtains

P (zn: d; > xv,3> =P {exp()\zn: d;) > exp(Axvj)}
=1

i=1

- 2
< }\I;fOE {exp(—)\an)exp ()\EdZ) } .

Corollary 7.3.5 can be used here (with g = exp(AzV,?)) to bound the
last expression by

- 1/2 _ 2 4
>1\2€)E {exp( 22z V7)) exp (2/\ Z el> } )

i=1

where {e;} is a decoupled version of {d;} and hence conditionally inde-
pendent given G = o({d;}). Conditional on G one can proceed as if the
variables were independent, and de la Pena (1999) used this method to
derive new exponential tail probability bounds for M,, /V,?, including the
following result extending sharply Prokhorov’s inequality.

THEOREM 7.4.1
Let {d;, F;} be a martingale difference sequence. Let M, = > . d

=1 5

V2 = S B(@IFir) or V2 = |50 BRIF ). Assume thal
for some ¢ >0, |dj| < c a.s. for all j. Then for all x >0

M, 1
P(V2 >x,W§y for some n)

n n

< exp (—Cxarc sinh CI) . (7.4.4)
2y 2

7.5 Decoupling of Multilinear Forms, U-Statistics
and U-Processes

In this section we let X7, Xs,... be independent random variables tak-
ing values in some measurable space S. Motivated in part by the de-
sire to extend the theory of multiple stochastic integration, the work of
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McConnell and Tagqu (1986) provided decoupling inequalities for mul-
tilinear forms of independent symmetric variables. After their paper, a
large amount of work has been done, providing extensions of this result
in many directions, including Kwapien (1987), Bourgain and Tzafriri
(1987), de Acosta (1987), Krakowiak and Szulga (1988), Kwapien and
Woyczynski (1992), de la Pefia (1992), de la Pefia, Montgomery-Smith,
and Szulga (1994), de la Penia and Montgomery-Smith (1994, 1995), and
Szulga (1998). In particular, de la Pena (1992) provided an extension to
a general class of statistics that include both U-statistics and multilinear
forms, while de la Pena and Montgomery-Smith (1994, 1995) established
the following tail probability comparison for such statistics.

THEOREM 7.5.1
Let {X;} be a sequence of independent random vartables with values in
a measurable space (S, S) Let {X; o X(z) X(k)} be k independent
copies of {X;}. Let fi, . :S¥ — B, where (B [I-1]) is @ Banach space.
Then for allt > 0,

P S K X)) p 2t
1<iy #inF e i <n

< CLP{ Cy > Frin X X >0
1<i1#ia#....#ip<n

where Cy, > 0 is a constant depending only on k and 1 # i1 # i # ...
# i < n means i, # is forr # s.

The reverse inequality in Theorem 7.5.1 holds whenever

fil.“ik (-/Eila ,l‘zk) = fil...ik (mia(1)7 --'axig(k))

for all permutations o of (1,2,...,k). To better understand this result,

focus on the case k = 2. One can easily see that f;;(X;, X;) = a;; X; X

reduces to quadratic forms while fi;(X;,X;) = f(X;, X;)/(3;) corre-

sponds to U-statistics. An important U-statistic is the sample variance
Bl X _$ &

(n o 1 j=1i= (2)

1i#j

whose tail probability is related by Theorem 7.5.1 to that of >~ G; (XJ@)),
=1

J_
which is a sum of independent random variables when we condition on
1 n 1 n
{x}V}, where G;(y) = Xty (X[ — )/ (3).
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There are potential applications of results like Theorem 7.5.1 to the
study of random graphs. The following example, taken from Janson
and Nowicki (1991) who study the properties of random graphs by in-
troducing a generalized form of U-statistics, will help illustrate such
applications,

Example 2

Let {X;} be a sequence of i.i.d. Bernoulli random variables with P(X; =
1) = P1, P(X1 = 0) =1 — P1- Let )fij be i.i.d. with P(Y;] = 1) = P2,
P(Y;; =0) = 1—p2. In the context of random graphs, Y;; = 1 indicates
that there is an edge between vertices ¢ and j, while X; = 1 or 0 according
as vertex 7 is colored red or blue. Letting f(x1,z2,y) = yl(z1 # z2),

Sulf) =D (X X;,Y)

1<i<j<n

is the number of edges with differently colored vertices. It is easy to see
how to extend Theorem 7.5.1 to this type of statistics because in view
of the assumed independence between {X;} and {Y;;}, conditioning on
{Y;;} yields a random variable to which Theorem 7.5.1can be applied.
An application of this theorem therefore reduces the problem to one
involving sums of conditionally independent random variables. I

Decoupling inequalities like the one presented in Theorem 7.5.1 are
also important in the study of multiple stochastic integrals of the form

// g(tr, ... tp)dY,, ...dY,,,
0<t1<... <t <t

where Y; is a process with independent increments. The reason for this
is that such stochastic integrals are limits of the multilinear forms of the
type

Z Wiy i Xig v Xy s

1<iy<...<ix<n

where the X; are independent random variables; see Kwapien and Woy-
czynski (1992).

An important application of Theorem 7.5.1 and its variants is to de-
rive symmetrization inequalities by using the fact that the decoupled
variables are conditionally independent. In particular, for U-statistics,
Nolan and Pollard (1987) made use of such symmetrization inequalities
to prove weak convergence of a functional version of U-statistics known
as a U-process. Arcones and Giné (1993) extended this work to more
general U-processes indexed by families of functions. A detailed account
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of these and subsequent developments and the role of symmetrization
inequalities in the theory of U-processes can be found in Chapter 5 of de
la Pefia and Giné (1999).

In Theorem 7.5.5 below we present a key symmetrization inequal-
ity that can be derived by using decoupling and the following classical
symmetrization inequality for sums of independent zero-mean random
variables.

LEMMA 7.5.2

Let {X;} be a sequence of independent zero-mean random variables with
values in a separable Banach space (B, || -|| ). Let {e;} be a sequence of
independent Bernoulli random variables, independent of {X;} and with
P(g; =1) = P(e; = —1) = . Then for all convex increasing functions

)

1 n n n
E®(|l5 D Xl < Bo(|| Y Xil)) < BD(12) Xaesl))-
=1 =1 i=1

DEFINITION 7.5.3

Let {X;} be a sequence of i.i.d. wvariables with values in a measurable
space (S,S). Fork > 1let f : S¥ — R be an integrable function such that
J(@oy, - o)) = f(21,...,21) for all permutations o of (1,...,k).
Then f is said to be P-degenerate of order r—1 (1 <r < k), with respect
to the probability law P of X1, if

E{f(X1,... X0)|X1, ... X,_1} = Ef(X1, ..., Xp)

and E(f(X1,..,Xk)| X1, ..., X;) is not a constant function.

THEOREM 7.5.4

Let 1 <r <k and p > 1. Let {X;} be a sequence of i.i.d. random
variables with values in a measurable space (S,S). Let f : S¥ — R be
a P-degenerate function of order r — 1 with Ef(X1,...,X%) = 0 and
E|f(X1,..., X)|P < co. Then

p
E > F( Xy X5,)
1<ir#ia#...#i<n
p
%p E Z f(Xi1?"'7Xik)€i1"'€ir s

1<iy#iz#.. . Fir<n

where a =, b denote two-sided inequalities between a and b possibly
multiplied by constants that depend only on p.
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In fact, due to the Banach-space nature of Theorem 7.5.1, the above
result is still valid if one replaces f by a class of functions and the abso-
lute value by the supremum this class. Moreover, Theorem 7.5.5 can also
be stated for convex increasing functions instead of pth powers. Obvi-
ously, by conditioning on the X;’s, Theorem 7.5.5 permits the reduction
of problems involving functions of the random variables X;’s to problems
involving multilinear forms of the form Z1<11;A12¢ tin<n Bir.iy iy ---Ei,
for constants a;,. ;, and hence permits the use of Khintchine-type in-
equalities for such random variables. Another application of this sym-
metrization and decoupling inequalities is an extension of Bernstein’s
inequality for sums of independent random variables to the case of U-
statistics, see Section 4.1 of de la Pefla and Giné (1999).

7.6 Total Decoupling of Stopping Times

We begin by stating a decoupling reformulation of Wald’s equation in
sequential analysis. Let Xp,Xs,... be i.i.d. random variables with
EX; = pu. Then for any stopping time T with ET < oo,

T T
E (Z Xi> =uET =E (Z 55) , (7.6.1)
i=1

i=1

where {X;} is an independent copy of {X;} and hence independent of T'.
Note that conditional on T, ZL 1 X; is a sum of independent random
variables. Let S, = > | X;, S, = >, X1. The following result of
Klass (1988, 1990) provides basic decoupling inequalities for randomly
stopped sums.

THEOREM 7.6.1

Let {X;} be a sequence of independent random variables taking values in
a Banach space (B, || - ||). Let T be a stopping time adapted to this se-
quence. Let {X;} be an independent copy of {X;} and hence independent
of T. Then, for all ® € A, (see Definition 7.1.4), there exist constants
0 < by, By < 00 depending only on « for which

b E1r<na<xT<I>(HS )< FE max <I>(||S ) < BLE max <I>(HS I)-

(7.6.2)
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Making use of the decoupling inequality (7.6.2) with ®(z) = = and
the fact that E(maxi<g<n [|Sk — ESk||) < 4E||S, — ES, ||, Klass (1988)
established the following generalization of Wald’s equation (7.6.1).

THEOREM 7.6.2

Let {X;} be a sequence of independent random variables with values in
a Banach space (B, | - ||) such that EX; = p;. Let T be a stopping
time. Then E(Z:ZT:1 X;) = E(Z;il ;) whenever Ear < oo, where
an = B 332, Xill.

In particular, if the X, are i.i.d. real-valued symmetric stable ran-
dom variables with index 1 < ¢ < 2, then Theorem 7.6.2 yields that
E(Z?Zl X;) = 0 whenever ET'/9 < oo, since in this case

n
an = E| Y Xi| =n'E|X;].

i=1

By making use of tangent sequence decoupling, we can generalize this
result far beyond the case of i.i.d. symmetric stable X;. This is the
content of the following theorem.

THEOREM 7.6.3
Let {X,,, Fn,n > 1} be a martingale difference sequence and let S, =
Z?:l X;. Let 1 <p < q< 2. Suppose there exist nonrandom constants
Kk and T such that

P(|X,| > t|Fno1) <kt™ @ as. foralln>1and t > 7. (7.6.3)

Then there exists a constant Cp 4 . » depending only on p,q,k, and T
such that for any stopping time T,

P/q
B max, |5.7) < Cpyr ET”

PROOF Apply (7.3.5) with ®(x) = 2?/2 to d; = X? and e; such that
{d;} and {e;} are tangent sequences and {e;} is conditionally indepen-
dent given G with respect to which T is measurable; see Proposition
7.2.6 for the existence of such G and e;. Since {e;1{T > i}) is tangent
o (d;1{T > i}), it follows from (7.3.5) that

T p/2 T p/2
) e
=1

i=1
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T p/2
2B E <Zel> G| p.  (7.6.4)
i=1

Recall that T is measurable with respect to G and that {e,} is condi-
tionally independent given G with L(e,|G) = L(X2|F,_1) a.s. Noting
that 0 < o := q/2 < 1, let G, be the distribution function of the positive
stable random variable with Laplace transform exp(—A%), A > 0.

Take b > 0 such that b*/T'(1 —a) > k. Since lim, o, 2%(1— Gy (z)) =
1/T(1 — @) [cf. Feller (1971, p. 448)], (7.6.3) implies that there exists
n > 7 such that with probability 1,

P(e, > z|G) < ke~ %2 <1 — Go(x/b) for all n > 1 and rational z > 1.

(7.6.5)

Let F),, be the conditional distribution of e, given G. In view of the
right continuity of distribution functions, it follows from (7.6.5) that with
probability 1, 1—F,, () < 1—-G4(x/b) for alln > 1 and & > 7. Therefore,
letting F~!(u) = sup{z : F(z) <wu}for 0 <u<1andf=>bG,(n), we
have F,,1(u) < bG 1 (u) + 6 for all n > 1 and 0 < u < 1. Replacing u
in the preceding inequality by i.i.d. uniform random variables Uy, Us, . ..
on [0,1) and noting that conditional on G (with respect to which T is
measurable) the e; are independent random variables with distribution
functions F;, we obtain that

T T
P (Z e; > $|Q> <P {Z(bY; +0) > 33} a.s., (7.6.6)

i=1 i=1

where Y7,Y5,... are i.i.d. random variables with common distribution
function G, and independent of T'. Since 2?21 Y; has the same distri-
bution as n'/*Y3, (7.6.6) implies that

T p/2
<Z ei> |G| ¢ < EOYITY* +0T)P/2. (7.6.7)

Noting that 7' < T/ and that EYlp/2 < oo since a = q¢/2 > p/2, the de-
sired conclusion follows from (7.6.4), (7.6.7) and Burkholder’s inequality

E(1r<nax 15, |7) < B,E{( ZX2 ST
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One direction of extending total decoupling of a stopping time in Theo-
rem 7.6.1 deals with randomly stopped multilinear forms, and more gen-
erally, de-normalized U-statistics of i.i.d. random variables X, Xo, ...
taking values in a measurable space (S, S) such that E|f(X1,..., Xp)|P <
oo for some f : S*¥ — R. This has been undertaken by Chow, de la
Pena and Teicher (1993), de la Pefia and Lai (1997a,b) and Borovskikh
and Weber (1998). Let {Xi(j)},j = 1,...,k, be k independent copies
of {X;}. Then by combining the decoupling inequality (7.3.8) for tan-
gent sequences with Burkholder’s inequality for martingales, and using
the bound E|Y"1" | Zi|P < ApynP/"E|Z|P for i.i.d. zero-mean random
variables 71, Z, ... together with Holder’s inequality to bound

ig—1—1 io—1

E Tp/2 Z Z Zf [ZERRER) Zk 1’X1(k)) )

’ik 1—k 1’Lk g—k 2 1,1 1

de la Pena and Lai (1997b) proved the following decoupling inequality
for randomly stopped de-normalized U-statistics in the case p > 2:

p

FE max E X0, X;
E<n<T P&y Xay)
=70 li<ir <. <ig<n

< Crop (BT E[F(XD, . XWypey/E - (76.8)

Moreover, for the case 1 < p < 2, assuming that f(2,(1),...,Zok)) =
f(z1,...,x) for any permutation of (1,...,k), de la Pena and Lai
(1997b) also proved the decoupling inequality

F max g X, ..., X;
E<n<T P& Xy
=70 1<ir <. <ip<n

k—1k—h T
(h+1)
<i(7kp E E E . E f&:hh )(“HJ e
h=0t=1 lipi1=1  ipie=1

Xttt x® )

th41 Th41

, (7.6.9)

where fr o= fand for h > 1, frpp: Sk=h _ R is given by
Fron(nits o) = > (X Xa Uty Uk)-
1<i1<...<ip <T

Another direction of extending inequality (7.6.2) for total decoupling
of a stopping time deals with continuous-time processes with indepen-
dent increments. In particular, the following extension of Theorems 7.6.1
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and 7.6.2 is given by de la Pefia and Eisenbaum (1997) [see also de la
Penia and Giné (1999)].

THEOREM 7.6.4

Let {N;} be a continuous-time process, taking values in a Banach space
(B, || ), with independent increments and right-continuous sample paths
that have left-hand limits. Let T be a stopping time.

(i) Let {N;} be an independent copy of {N;} and hence independent
of T. Then, for all ® € A, there exist constants 0 < by, By < 00
depending only on a for which

boE sup <I>(||N Ih<FE sup fI)(HN [|) < BoE max fI)(HN .
0<s<T 0<s<T

(i) Let my = EN; and by = Esup,<, ||[Ns — ms||. Then ENy = Emr
whenever Ebp < oco.

Concerning the decoupling of randomly stopped stochastic integrals,
de la Pena and Eisenbaum (1994) introduced an approach based on the
development of decoupling inequalities for randomly stopped local times.
The fact that local times can be decoupled follows from the inequalities of
Barlow and Yor (1981), leading to part (i) of the following theorem. Part
(ii) is a further refinement that can be applied to prove the decoupling
inequality in Theorem 7.6.6 for stochastic integrals; see de la Pena and
Eisenbaum (1994) and Yang (1999) for a recent extension of Theorem
7.6.6.

THEOREM 7.6.5

Let By, t > 0 be a standard Brownian motion and let {LT(B) : z € R,t >
0} denote the family of local times of {B,}. Let B;,t > 0, be another
standard Brownian motion independent of By,t > 0. Let T be a stopping
time adapted to o(Bs,s > 0).

(i) For all p > 0, there exist universal constants 0 < ¢, Cp < 00
depending only on p such that

¢ B sup L5 (B < B sup[L5(B)JP < C,E sup[Li(B)JP.
z€R zeR zeR

(i) For all x € R and all p > 1, there exists a universal constant
Cp < oo depending only on p such that

Esgg[Ly( )P < C {E[LT(B )] + |z [P}
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THEOREM 7.6.6

Let f be a Borel function such that fooo f2(t)dt < co. Let By, t >0, be
standard Brownian motion, and let M; = fot f(Bs)dBs. Let {Mt,t > 0}
be an independent copy of {My,t > 0}. Then for allp > 1, there exists a
constant C,(f) such that for every stopping time T adapted to o(Bs, s >
0)7

E sup |M,[P < C,(f){E sup | M,|P + 1}. (7.6.10)
s<T s<T

7.7 Principle of Conditioning in Weak Convergence

Decoupled tangent sequences are also useful for proving convergence in
distribution of sums of dependent random variables. Jakubowski (1986)
introduced a “principle of conditioning” for deriving such limit laws.
This principle starts with a limit theorem for sums of independent ran-
dom variables and extends it to sums of dependent random variables by
replacing

(a) expectations of functions of summands by conditional expectations
with respect to the past history,

(b) nonrandom number of summands by a random number, defined by
a stopping time, of summands,

(¢) convergence of nonrandom numbers by convergence in probability
of the random variables.

Let {X,x;1 < k < 7,,n > 1} be a double array of random vari-
ables adapted to a sequence of filtrations {F,r,k > 1}, of which 7,
is a stopping time. The corresponding independent random variables
Y. in the principle of conditioning are such that (i) Y,r1{7, > k} has
the same conditional distribution given F,, 1 as Xpxl{m, >k} and
(ii) Y1, Y,o,... are conditionally independent given the o-field G, =
U(Uzozl Fnk). The construction of such Y;,; has been discussed in Sec-
tion 7.2. Jakubowski (1986) has proved the following result relating the
limit law of ;" ; Xk to the conditional limit law of >°;" | Y,; given
Gn, justifying the preceding principle of conditioning.

THEOREM 7.7.1
Let pi,, (1) denote the conditional law of ;" | Yoi given G,.

(i) Suppose p, (1) converges weakly in probability to some nonrandom
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probability measure pu whose characteristic function is nowhere 0.
Then Y ;" Xni converges weakly to p as n — oo.
Tn

(ii)  Suppose {pin(Tn),n > 1} is tight with probability 1. Then { > Xk,
n > 1} is tight. =

(iii)  Suppose pn () converges weakly in probability to some nonrandom
probability measure . Then {> ;" Xnk,n > 1} is tight. If fur-
thermore the equation v x u = p* i has a unique solution u, then
Yoy Xk converges weakly to pas n — oo.

(iv) In the case X, = B;'X) and Fnr = Fi, where B, are positive
constants such that lim, .. B, = 00, suppose (1) converges
weakly in probability to a random measure p such that [i(t) # 0
a.s. for t belonging to a dense subset of the real line, where i is

the characteristic function of . Then Z;"Zl X,k converges weakly
to Ep as n — o0.

Jakubowski (1986) also provides a functional version of Theorem 7.7.1
which is used to derive a functional central limit theorem for martingales.
Theorem 7.7.1 can be used to derive nonnormal limiting distributions of
martingales, as illustrated by the following.

Example 3
Let { Xk, Frk, 1 < k < n} be a martingale difference array (i.e.,

E(Xnk|fn,k:—1) - O)

Suppose maxi<k<n E(Xik|fn,k,1)£> 0 and there exists a bounded non-
decreasing function H for which

ST E{X21(a < Xk < )| Fup1} 2 H(b) — H(a) as n— oo,
k=1

for all continuity points a,b of H. From Theorem 7.7.1 and the limit-
ing infinitely divisible law of the sum Y ;_, ¥, of independent random
variables Y,,;; (conditional on G,), it follows that >, _, X, converges
weakly to an infinitely divisible limit law whose characteristic function

o(t) is given by
log ¢(t) = /00 (e — 1 —itx)x 2dH(x).

This result was proved by Brown and Eagleson (1971) by a different
argument which uses an elaborate analysis of conditional characteristic
functions. [
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Example 4

Let { X%, Fi, k > 1} be a martingale difference sequence such that there
exist nonrandom constants B, — oo for which B, 2> }_| E(X?|Fi_1)
converges in probability to a random variable V' with distribution func-
tion F'. Assume also the conditional Lindeberg condition

B2S0_ E{X21(|X}| > €)|Fr_1} 2 0 for every e > 0.

Let X, = B, !X} and apply Theorem 7.7.1(iv) in conjunction with
Proposition 7.2.5. Conditional on G, the Y, are independent zero-
mean random variables satisfying the Lindeberg condition, so by the
central limit theorem, >, _; Y,,x has a limiting normal distribution with
mean 0 and variance V' (which is G-measurable). Hence by Theorem
7.7. l(iv) > p—q Xnk has a limiting distribution function of the form
IS N(x/\/v)dF(v), where N(z) denotes the standard normal distri-

bution function.

7.8 Conclusion

The basic idea behind decoupling is to reduce problems concerning de-
pendent random variables to corresponding ones for independent ran-
dom variables. It was introduced by Burkholder and McConnell to
extend martingale inequalities to Banach-space valued martingales, for
which difficulties in generalizing the concept of the square function have
been circumvented by using a decoupled (conditionally independent) ver-
sion that can be handled by symmetrization techniques; see Burkholder
(1983), Zinn (1985), McConnell (1989). Since then it has found many
different applications which have in turn inspired its extensive develop-
ment. The relatively simple derivations of the new results in Theorem
7.6.3 and Example 4 illustrate the elegance and power of this idea, whose
important applications to U-processes, multiple stochastic integration
and randomly stopped sums or integrals are briefly reviewed in Sections
7.5 and 7.6. Section 7.2 describes the basic concept of decoupled tan-
gent sequences, and the decoupling inequalities for tangent sequences in
Sections 7.3 and 7.4 can be regarded as a “second generation” of martin-
gale inequalities. This decoupling approach is particularly useful for the
development of exponential inequalities for martingales, as illustrated in
Theorems 7.3.4 and 7.4.1. Without appealing to conditioning arguments,
Section 7.1 shows that it is also possible to obtain one-sided inequali-
ties by using only the marginal distributions of the random variables to
decouple.
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8

A Note on the Probability of Rapid
Extinction of Alleles in a Wright-Fisher
Process

F. Papangelou
University of Manchester, Manchester, UK
University of Athens, Athens, Greece

ABSTRACT The standard formulation of a large deviation principle
involves an upper bound for closed sets and a lower bound for open sets.
Such a principle was established in Papangelou (2000) for a multiallele
Wright-Fisher process. Here we extend under more restrictive assump-
tions the lower bound to boundary sets, thereby determining the expo-
nential asymptotics of the probabilities of actually reaching the boundary
within a short time.

Keywords and phrases Wright-Fisher process, Legendre transform,
large deviation bounds, exponential asymptotics

8.1 Introduction

A multiallele Wright-Fisher process models the way in which the pro-
portions of the various alleles of a gene in a population change from
generation to generation. If the size of the population, N say, is large
then the effects of random genetic drift are noticeable over a time span of
N generations and if mutation and selection act on the same or a longer
time scale then, according to a classical result, the continual changes
of state of the suitably scaled process are approximated by a diffusion
process in a sense that we will not make precise here. Over a much
smaller number n of generations the changes are, with high probability,
imperceptible but there is always a small probability that a large devia-
tion may occur. It is shown in Papangelou (2000) that the appropriate
space for studying the large deviations of the process is the d-sphere, if
there are d + 1 alleles of the gene in the population. More precisely, if
P1,--.,Pd+1 are the proportions of the alleles, then p; + ...+ pgy1 =1
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and therefore (,/p1, /D2, - - -,+/Dd+1) 1S a point on the orthant of the d-
sphere in (d+ 1)-dimensionsal Euclidean space. Now if there is a change

from the point (/p1,...,+/Pat1) to the point (\/q1,...,/Gat1) Over a
N

span of n generations (where both n and — are very large), then we
n,

can be nearly certain that the process has followed closely the arc of

the great circle joining (\/p1,. .., /Pa+1) with (\/q1,-..,\/qa+1) on the

sphere, at constant speed. The “probability” of such a deviation is of

exponential order
AN
exp { ——0? }
n

where 0 is the angle between (y/p1,...,\/Pa+1) and (\/q1,--.,/qd+1)

subtended at the centre of the sphere. See Theorems 1 and 2 in Papan-
gelou (2000).

In order to make the above statements precise and explain the aim
of the present note we need to give a full and exact statement of the
large deviation result proved in Papangelou (2000). For a diploid pop-

ulation let 2NV be the number of genes in the population and assume
i1 1 i

that the proportions of the d + 1 alleles are 2—1, ﬁ, . % where

iy + ... +ig41 = 2N. The state of our process is then tI]“n\é vector

i

= (y1,...,Ya), where yi = Tk\f’k =1,2,...,d. In the Wright-Fisher
process the next generation o% 2N genes is produced from the current
generation “multinomially”, i.e. the probability of a transition from state

o _ J1 Ja \ .
= .. to stat = .. ===, ..., ==
Yy (yla 7yd) O state y (ylv 7yd) IN’ "N 1S
d+1 -1 o _
[(2N)] [H(jk!)] il
k=1
where 7 is yx (K = 1,...,d) if there is no mutation or selection but

in general 7y is yi “perturbed” by mutation or selection effects, and
d

Td+1 = 1— Z Tk
k=1
The large deviation result will be stated for a sequence Yt(n), t>0;n=

1,2,... of scaled Wright-Fisher processes defined z}\sf, follows. For each

n=1,2,...let N,, be a positive integer such that — — 0o as n — 0.
n

We stipulate that Yo(n)7 Yi"), Yg(n), ... 1s a discrete Wright-Fisher process

as defined above with "

+ ox(1
7Tk:77k(y7n):yk+gk(y)N k(1)
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where ¢1(y), ..., g4(y) are continuous functions of the vector y = (y1, ...,

d

yq) on the simplex Z = {y:Zyk <ly>0,k=1,...,dy and
k=1

0k(1) — 0 uniformly in y as n — co. We further stipulate that Y;(")

. v v+1
remains constant on — <t < —— for each v = 0,1,2,... and that
n n

Yo(n) = p for all n, where p is an interior point of Y. By Theorem 1 in
Papangelou (2000), if F is a closed subset of > and G a subset of )
open in the relative topology of >, then for any 7' > 0

limsup —— log P(V\") € F) < — inf J,,(q) (8.1.1)
n— oo n q

lim inf — log P(YT(n) € G) > —inf J,r(q) (8.1.2)
n—oo n qeG

2
d+1 d
2 _
where  Jpr = T cos™! (; \/pquﬂ (Pa+1=1— Zpkv%i—H =

k=1

d
1-— qu) These two inequalities embody the large deviation prop-
k=1

erty for the sequence YT(n), n=12,....

The situation is more complicated in the case of faster-acting mutation
or selection, as shown for d = 1 in Papangelou (1998a,b).

The above large deviation principle raises an interesting problem,
namely that of determining the rough asymptotics of the probabilities
of actually reaching given subsets of the boundary of }_ in the case of
a large deviation. Such subsets are not open in the relative topology of
> and hence the large deviation lower bound can only tell us something
about the probability of getting “close” to boundary sets. However, the
event of actually reaching the boundary is of great importance. In the
absence of mutation, for instance, the phenomenon of fixation whereby
all but one of the alleles eventually become extinct is of primary interest.

In the present paper we consider the problem just mentioned for the
case of a Wright-Fisher process subject only to random genetic drift,
i.e. without mutation or selection. For such a process, the large devia-
tion upper bound for boundary sets follows trivially from (8.1.1). Our
purpose is to establish the lower bound for boundary sets under the
assumption that n? = o(NV,,).
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8.2 The Lower Bound for Boundary Sets

We base our calculations on the inequality stated in the lemma below,
which is a variant of classical estimates: it is related for instance to one
of the inequalities of Theorem 1.3.13 in Stroock (1993), which however
we take a step further in our case by using the connections between the
derivatives involved. More elaborate calculations based on an alternative
approach lead to a weakening of the condition n? = o(N,) but the
technicalities involved are out of proportion with the “improvement”
obtained.

To state the lemma suppose X7, Xs,... are independent, identically
distributed random variables such that the cumulant generating function
G(z) = log Ee**1 is finite for all z € R and let H(u) = sup {zu — G(2)},

u € R, be the Legendre transform of G. The derivative fe (z) exists for
all z and is increasing, with G'(0) = p, where p is the mean of Xj.

LEMMA 8.2.1
Suppose that u > p and that u is in the interior of the range of G'.
Then, for any § >0 and any N > 1,

N
1
P(u—5<NZX7;<u+§)

i=1

> exp [~ NH(u + )] - {1 - (NH”(u)52)_1} .

The proof is brief. By assumption there is a zp such that G'(z) = u.
It is then clear that H(u) = zou — G(z0) = 20G’'(20) — G(z0), hence
dH d
H'(u) = % = 20G" (20) - [G"(20)] " = 20. If Q denotes the dis-
tribution of }( 1, introduce the distribution

Q(dx) = exp{zor — G(20)}Q(dx)
_ 1 X
and denote by @y the distribution of v ZXi under the convolution
i=1

power QN. If § > 0, then [cf. Stroock (1993)]

N
1

Plu—6< > X

(u 6<N,-:1 i <u+0)

> exp [-N(z0(u+ 0) — G(2))] - Qn(u — 6, u +5).
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The right-hand side is greater than or equal to

exp [-N(H(u) + H'(u)d)] - {1 - ﬁ : Variance : (Q)}

by Chebyshev’s inequality. Now Variance(Q) = G"(zp) = [H"(u)]~!
since the inverse of the function u = G’(z) is the function zo = H'(u).
Also, H(u)+ H'(u)d < H(u+9) by the convexity of H. This proves the
lemma.

Returning to our process, assume initially that Yt("), t > 0 is a scaled
one-dimensional Wright-Fisher process (d = 1) as defined in the intro-
duction, with no mutation or selection. For the sake of convenience we

1
will write N for N,,. Suppose T' > 0 and € € (0, 2) and consider the
curve ¢(t) =1 —¢€ (1 — £)*,0 <t < T. Then

P =11v" =1-¢

nT—2
(n) k+1 m_ [k
TP (o () =0 (1))
Yé’i)% =¢ (T - i)) (8.2.1)

1
assuming for convenience that T is an integral multiple of —. With

>

x P (YT<”> =1

a view to applying the lemma to each factor in the bracketec? product
we set, for 0 < y < 1, G(z) = G(y,z) = log(l + y(e* — 1)). Then

H(u) = H(y,u) = ulogg + (1 —u)-log 1 — % and hence H"(u) = [u(l-

1
u)]~!. Note that if u >y > 3 then

a5 1) 1w (5 -0) -2 a2

Taking

ot wes(E)rann (o(55) -o(2))
s=a(s (22 -0 (2))

where [ is suitably smaull72 we obtain from the lemma the following, in

which H”(y,u) denotes

and

ou?’
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" kE+1 n k
P> e (501 =0 (7))
—p (Y,SZ{ >u— 5|y = y)
> exp [_2NH(y7 u+ 6)] : {1 - (2NHN(ya u>62)_1}
Ne n2T?
> —_ 2 . -
eXp{ 1001 +20) nZTQ] {1 8N662}

2
(u+9d—vy) <
1—y -

8(1+ 25)2L as can be checked,

since H(y,u +4) <2 s

and

INH"(y,u)d? = 2N6? [u(1 — u)] "
> ONS? [(u—6) (1 —u+5)]
> 2N (1—¢(k:;1)>_1 {i}ﬁ( kn—;l)]
_ 8NeB3?
n272 °

Also,

n n € € 2N
P(ng)ZI‘Y;—)%:l_n2T2>:(1_n2T2) '

Now (8.2.1) implies that if n? = o(N) as n — oo then, for sufficiently
large n,

log P(Y3" =1V =1-¢)

22
> (nT — 1) [—16(1+2ﬂ) ‘;VTQHO( STJLVeTﬁ?)]

€
nT Ne n2T? 4Ne
> — |—16(1 +2p)2 = -
-2 { (1+26) n2T? 4N652:| n2T?

_ 8y [(1+2ﬁ) —+o(1)}

as n — oo. Hence

lim inf —N log P(Y,™ = ‘ =1-¢) > 401+ 26)2%

n—oo
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In particular, if T = n and € = 1% where 7 is a small positive number,
then

n—oo

hmlnf—NlogP( v =1 Y( R - n*) > —4(1+28)%n

The inequality

PO = 11" =)
> P(VY, > 1= | Y = p) PV = 1] ¥, = 1 =)

combined with Theorem 8.2.2 implies

- n n n
hmlnfﬁlogP(YT( ) =1 | YO( ) =p)

n—oo

>~ [eos” (VA=) + V=) ]| a1+ 28)%n

and since this is true for all small 7, we obtain

n n 2 —
hmlnf — log P(YTS ) = 1’ YO( ) =p) > —7 [cos™! \/}3]2 (8.2.2)

We can now establish the following theorem, which was stated in Pa-
pangelou (2000) without proof. We drop the assumption that Y;(n) is
one-dimensional and return to the set-up of the introduction where Y;(")
is d-dimensional.

THEOREM 8.2.2

Let Yt(n),O <t<T;n=12,... be the sequence of d-dimensional pro-
cesses defined in the introduction, with no mutation or selection effects.
Sety . ={q¢=(q1,---,qa) €Y :q1 =q2= ... = @m = 0} wherem < d,
and suppose that G is a subset of Y, which is open in the relative topol-
ogy of 3°, . Ifn? = o(N,,) asn — oo, then forp (= YO(")) in the interior
of .

(" € G) 2 — inf Jy r(a).

n—oo

We sketch the argument. Briefly, enlarge G to an open subset G* of
> (in the relative topology) by including points (g, ..., qq) such that
q1,---,qm are small rather than zero and (0,...,0,¢m+1,-.-,94) € G.
The large deviation lower bound (8.1.2) implies that

2

9N 9 d+1
P(Y{", € G") > expq == in [cosl (Z m) +A

n T —e€qeG*
1 k=1
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eventually (8 > 0). Once Y:ﬁri)e is in G*, (8.2.2) applied to the one-
dimensional process 1 — Zt(") where Zt(n) is the sum of the first m co-
ordinates of Yt("), implies that the conditional probability of the event

{Yj(an) € G} given YT(Z € G* is greater than or equal to

exp{—iiv . % [cos_1 mr},

where 7 is small. The proof can be completed by letting 6 — 0, n — 0,
€ — 0 in that order in the resulting lower bound of

.. n n
hmmfﬁlogP(YT( ) e G).

n—oo

The theorem naturally holds for the other components of the boundary
of > as well.
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9

Stochastic Integral Functionals in an
Asymptotic Split State Space

V. S. Korolyuk and N. Limnios
Ukrainian Academy of Science, Kiev, Ukraine
Université de Technologie de Compiégne, Compiégne, France

ABSTRACT Let 2°(t), t > 0, € > 0 be a family of Markov jump
processes on a measurable state space (X,X), and consider a finite
split of its state space. Under some additional conditions we obtain
by a singular perturbation technique, averaging and diffusion approx-
imation results in single and double merging scheme for the integral
functional ¢°(t) := fot a(z®(s))ds, where a is an X-measurable function.
We present here recent results given essentially in Korolyuk and Limnios
(1998, 1999a,b), under a unified approach.

Keywords and phrases Markov process, Integral functional, averag-
ing principle, diffusion approximation, merging state space, double merg-
ing

9.1 Introduction

Asymptotic behaviour of stochastic systems in series scheme and stability
constitutes one of the major fields of investigation as well in theoretical
as in applied fields of research [see, for example, Anisimov (1995) and
Liptser (1984)]. In this paper we investigate the asymptotic behaviour
of integral functionals of Markov jump processes with asymptotic state
space merging.

In the study of complex systems we have very often to consider be-
haviour of different scales of time, one slow and one fast and in some
cases even of more than two levels. On the other hand, the local char-
acteristics of the systems (transition rates, probabilities, etc.) can be
dependent on the current values of some other stochastic processes (nat-
ural environment, discrete event systems, etc.).

The study of complex systems with high dimensionality is not possible

©2001 CRC PressLLC



in most of the cases. Thus we need a simplification of the system. Many
techniques were developed to face this problem. The most useful is
the diffusion approximation and the asymptotic state space merging or
consolidation. If the state space can be split in several regions and if
the transition probabilities between them are small in some sense and
if, in each region, states communicate asymptotically, then we can apply
asymptotic consolidation, i.e., we simplify the state space of system by
assuming that each region can be represented asymptotically by a single
state.

In fact, in the merging scheme, we have three systems: the initial
system, the supporting one and the merged one. The supporting (or
intermediate) one is supposed to be ergodic in each region. In the merged
system, each region is reduced to a single state, thus the number of the
states is equal to the number of regions of the initial system. It is obvious
that the study of the merged system is much more simple than the initial
one. The initial system is considered as a perturbation of the supporting
system. More precisely, we consider a sequence of systems including the
initial system, converging to the supporting system. This constitutes the
series scheme.

The underlying mathematical tools for results obtained here are based
on the theory of singular perturbed reducible invertible operators [Ko-
rolyuk and Korolyuk (1999) and Korolyuk and Limnios (1999b)] and on
the martingale characterization of Markov processes [Ethier and Kurtz
(1986), Korolyuk and Korolyuk (1999) and Liptser and Shiryaev (1989)].

In Section 9.2, we give a more precise definition of the merging scheme
of a Markov system and of the integral functional that will be studied. In
Section 9.3, we give results for single and double merging of the Markov
processes. In Section 9.4, we give results for the average convergence of
the sequence of integral functionals. In Section 9.5, we give a diffusion
approximation of it in single and double merging scheme. Finally, in
Section 9.6, we give diffusion approximation results for a sequence of
integral functionals with a perturbed kernel.

9.2 Preliminaries

Let (X, X) be a measurable space with a countably generated o-algebra
X. Consider now an ergodic irreducible Markov chain x,, n > 0, with
state space (X,X) and transition probability function P(xz, B), x €
X, B € X, and stationary distribution p(B), B € X, ie., p(B) =
Jx p(dx)P(x,B) and p(X) = 1.

Let B be a Banach space of measurable real-valued bounded func-
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tions defined on X, with the sup-norm ||f|| := sup,cx |f(x)|. Let us
denote by P too the operator of transition probabilities on B defined
by : Pf(z) = [y P(z,dy)f(y). Let us denote by P™(z,B) the n-step
transition probab1hty and P" the corresponding operator.

The Markov chain z,, is called uniformly ergodicif sup) ¢ <1 [[(P" — 1) ]|
converges to zero as n — 00, where II is the stationary projector in B
defined from the stationary distribution p(B) of the Markov chain z,,
as follows [Korolyuk and Korolyuk (1999)]

Mf(r) = /X pldy) f (1)1 (), (0.2.1)

where 1(z) = 1 for all € X. Note that uniform ergodicity implies
Harris recurrence.

For a uniformly ergodic Markov chain, the operator Q := P—1I (where
I is the identity operator), is reducible invertible, i.e., B = Ng & Ry,
where Ng = {¢ € B : Qp = 0} is the null-space of the operator @, with
dimNg > 1, and Rg = {¢ € B : Qf = 9} is the space of values of the
operator Q.

Let z°(¢t), t > 0, € > 0, be a family of Markov jump processes on a
measurable state space (X, X) defined by the generators

Qo(z) = qlx) /X P (x, dy)[oly) — o(2)]. 9.2.2)

The integral functional in a merging and averaging scheme is consid-
ered in the following form:

t
¢e(t) = / a(z®(s))ds (9.2.3)

0

where a is an X'-measurable function, such that

/ la(x®(s)|ds < 00, (a.s.), t >0, e>0. (9.2.4)
Concerning the above integral functional (9.2.3), we consider several
averaging and diffusion approximation problems in combination with
single and double asymptotic splitting with a singular perturbation ap-

proach.
Firstly, we consider the finite single splitting

N
X = U X, Xy ﬂXk/ =¢, k#K. (9.2.5)
k=1
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The stochastic kernel P¢(z,dy) is then represented by

Pf(z,dy) = P(x,dy) + ePi (v, dy), (9.2.6)

where the stochastic kernel P(z, dy) defines the support imbedded Markov
chain z,, n > 0, uniformly ergodic in every class Xy, 1 < k < N, with

the stationary distributions pg(dz), 1 < k < N. This kernel is related

to the state space splitting (9.2.5), namely,

1, z€eX
P(:E,Xk)lk(:v){ 0 xng

Py(z,dy) is a perturbing kernel. Thus the support Markov process
x(t), t > 0, defined by the generator

Qu(z) = q(x) /X P, dy)lo() — o))

is uniformly ergodic too with the stationary distributions mg(dz), 1 <
k < N, represented as follows

ro(d2)g(z) = qupr(dr),  qn = /X mi(de)a(x).

Secondly, we consider the following double finite splitting:

N Ny
X={JXe. Xx=JX}, 1<k<N,
k=1 r=1

Xp(\ X =0, k#K orr#r. (9.2.7)

The stochastic kernel P¢(x,dy), in this second case, has the following
representation

Pe(xv dy) = P((E,dy) + 8]Dl(l'v dy) + 52P2(1'7dy). (928)

Here the stochastic kernel P(z,dy) defines the support Markov chain
Zn, n > 0, which is uniformly ergodic in every class X;, 1 < r <
Ni,1 <k <N, and P;(z,dy) and Py(z,dy) are perturbing kernels. The
former concerns transitions between classes X} and the latter between
classes Xi. Of course, these kernels are not stochastic, in particular
Pi(z,X) = Py(z,X) = 0, for every x € X. The supporting Markov
process z(t), t > 0, is uniformly ergodic too with generator Q.
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9.3 Phase Merging Scheme for Markov Jump
Processes

In the ergodic single split state space, define the merging function v as
follows
v(x)=v, if x€ Xy

Here we suppose that the perturbing kernel verifies the merging condition
[Korolyuk and Limnios (1999a)], i.e.,

v(zf(t/e)) = &(t), as € — 0, (9.3.1)

where #(t),t > 0, is the limit Markov process with state space X =
{1,..., N} and generator the contracted operator ()1, given by the fol-
lowing relation

QM= Qi Qup(o) = ala) [ Puldyoly).  (032)
X
The projector II into the null space Ng of the operator @ is defined by
N
p(z) = Z@klk(ﬂf)a P = /X T (dz)p(z).
k=1 k

In the double split state space, let us assume that the perturbing
kernels P; and P, satisfy the merging condition, that is, the following
weak convergences take place:

(2 (t)e)) = i(t) 9.3.3)

b(2°(t/e%)) = &(t) (9.3.4)

where & and 9 are the merging functions defined as follows
o(x) =0, zeX) and o(x)=0, =z X

The limit process Z(t) has the state space X = ngle, X = {vp :1<r
< N}, and #(t) has the state space X = {1,2, ..., N}. The generators

of processes #(t) and &(t) are respectively Q1 and Q,, which are defined
below.

The stationary distributions of the supporting uniformly ergodic
Markov process x(t), t > 0, of the merged Markov process &(t), t > 0,
and of the twice merged Markov process Z(t), t > 0, are () (dz), 1 <
r<Ng, 1<k<N), (7}, 1<r <N, 1<k<N)and (7, 1 <k <
N) respectively.
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The contracted operator Ql is given by (9.3.2). The double contracted
operator Q2 is defined as follows:

MQ.TT = QolL,  Qup(e) = qlx) /X Paa, dy)p(y)

11,1 = G
The projectors II and II are defined as follows:

N Ny

ZZ/ T (dy)p(y)1h(z), 1<r< Ny, 1<k<N
k=1r=1
N Ng
Mp(z) =Y Y wrehli(x)
k=1r=1

with

9.4 Average of Stochastic Integral Functional

Consider now the integral functional ¢*(¢), ¢ > 0, given by (9.2.3), in
double merging and averaging scheme.
Let us define

a(d(z) =Y apip(a),
k=1r=1
~ ~ N ~
a(d(z)) = ) _alvk)lk(x),
k=1
and
N N A A
a=Y am
k=1
where

The following average limit results take place.
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THEOREM 9.4.1
Under the above conditions, the following weak convergence holds, as
e — 0, in the sense of the Skorokhod topology on the space Dg[0,00)!:

1. .
e3¢5 (t/)e%) = ta,

205(t/e2) = (1) ;:/ 45 (s))ds.
0

=>
—
»
S~—"
SN~—"
U
\.CIJ
—
A
x>
A

eCE(t)e) = Galt) = / ax(

with respect to P,, x € X.

THEOREM 9.4.2

Under the above merging conditions, the following weak convergence
holds, as ¢ — 0, in the sense of the Skorokhod topology on the space
Dgr[0,00):

eC(t)e) = ta
REMARK The following weak convergence, with respect to P, z € Xk,
eC(t)e) = tay, 1<k<N

takes place. |

9.5 Diffusion Approximation of Stochastic Integral
Functional

9.5.1 Single Splitting State Space

Let us define the potential matrix,
Ro = [re;0 < k, 1 < N,

by the following relations [Korolyuk and Korolyuk (1999)]:

QRo=RoQ =T1— T = [my, = 7, — 6;0 < I,k < NJ.

LContinuity of sample paths of the limit process provides the weak convergence in
the space CR[0, o).
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The centering shift-coefficient a is defined by the relation

N
a= Zwkab ay 1= / 7 (dz)a(r), 0 <k < N;
k=0 Xk

or, in an equivalent form, by

N
dZQZPkak, ag :=/ pr(dz)a(z), 0 <k <N,
k=0 Xk

where

N

4= kg,

k=0

and
pr =mhqk/q, 0< k<N,

is the stationary distribution of the imbedded Markov chain z,,,n > 0.
The vector a is defined as @ = (ax := ax — a,0 < k < N).

THEOREM 9.5.1

Let the merging condition (9.3.1) be valid and the limit merged Markov
process T(t), t > 0, be ergodic with the stationary distribution m =
(g, 1 < k < N). Then the normalized centered integral functional

E5(t) = e2¢(t)e3) — e Mta

converges weakly, as e — 0, to the diffusion process (t), t > 0, with
zero mean and variance

N N N
o2 =2 Z TEQETEIA] = 2271'1’%‘17? — Z bibj [7‘(‘1'(]2‘]‘ + Wiji](9~541)
k=1 i=1

i#5>1

REMARK The second equality in (9.5.1) is Liptser’s formula [Liptser
(1984) and Korolyuk and Limnios (1998)]. 1

The generator of the coupled process £°(t), x°(t/e3), t > 0, has the
following representation

LF=e3Q +e72Q) +c 1 Ax)

with
Qi) = g(z) /X Pi(z, dy)oly).
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and
A(@)e(u) = [a(z) — al¢’(u).
The proof of the above theorem is based on the following singular
perturbation result.
PROPOSITION 9.5.2 [Korolyuk (1998)]

Let us assume that:

1. the operator Q is reducible invertible;

2. the conAtmcted A(on Ng ) operator Ql 1s reducible invertible with null-
space Ny C Nq;

3. the twice contracted operator QQ which is defined by the relations
Q1T = TIQATI, QoIT = TIQ,TI
18 a zero-operator, i.e., ngp =0, for all p € Ng.
Then the asymptotic representation

(e7Q+e?Q1 +e7 Q2+ Q3) (¢ +ep1 +e%ps +%p3) =1 +6°

(9.5.2)
can be realized by the following relations:
Qo =1 (953)
p1 = —RoQa¢p (9.5.4)
p2 = Ro(d) — Qo) (9.5.5)
3 = Rolt) — Qrp2 — Qa1 — Q3¢ (9.5.6)

where QO is the contraction of the operator QO = Qg - QQROQQ on
the null-space of Q, and Rq s the potential operator of the contracted
operator Q1.

From this proposition, the asymptotic representation of the above gen-
erator L is realized in the following form :
Lfp = Lo + 6°, (9.5.7)

where the limit operator L°, by Proposition 9.5.2, is the twice contracted
operator, defined by the following relations:

ATl = TTA ()11 (9.5.8)
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LOTI = TIL,1I, (9.5.9)

where
Lo = AR(A. (9.5.10)
Hence
0’2 "
L% (u) = ¢ (u), (9.5.11)

is the operator of the limit diffusion process £(t),t > 0.
Now, the proof of weak convergence is based on the martingale char-
acterization of the coupled Markov process £°(t), z°(t/e%), t > 0:

t
M) = 7 (€ (0,7 (1/%) — 7o) — [ Lo (€ (), a%(5/%)is.
0 (9.5.12)
By relation (9.5.7), the above martingale representation is transformed
into the following form

ME(t) = @(€°(1) — (1) — /0 LYo (&°(s))ds + ¢°(t) (9-5.13)

where the negligible term °(t) satisfies assumptions of the pattern limit
theorem [Korolyuk and Korolyuk (1999)].

9.5.2 Double Split State Space

Let Ry = (%kg, 1 < k,¢ < N) be the potential matrix of operator Q2
defined by relations:

QyRo = RoQy =11 — I = (mpp = 7y — Ope, 1 <k, < N).
Note that Ry is the potential matrix of operator Ql.

Let W(t), t > 0, be the standard Wiener process. Then the following
result takes place.

THEOREM 9.5.3
If the merging condition (9.3.3) takes place and if the limit merged
Markov process &(t), t > 0, has a stationary distribution, © = (7}, 1 <
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r < Ng, 1 <k < N) say, then, under the balance condition A= 0, the
following weak convergence holds,

af(t) == 671/0 a(z®(s/e?))ds = oW (t), as e —0

in the sense of the Skorokhod topology on the space DR[0,00), with vari-
ance

N N
o2 = —22 Zék%kzéz, (9.5.14)
k=1 (=1
where Gy, = ny’“l i X1 my(dz)a(z), 1 <k < N.

REMARK For positiveness of the variance o2 defined by the above for-
mula see Korolyuk and Limnios (1998, 1999a). |

THEOREM 9.5.4
If the merging condition (9.5.4) takes place and if the ]zmzt merged
Markov process &(t), t >0, has a stationary distribution, T = (g, 1<

k < N) say, then, under the balance condition A =0, the following weak
convergence holds,

B (t) == g*l/o a(i(s/e?))ds = oW (t), as e—0

in the sense of the Skorokhod topology on the space Dg[0, 00), with vari-
ance o2 given by relation (9.5.14).

THEOREM 9.5.5

If the merging condition (9.3.83) takes place and the support Markov pro-
cess x(t), t > 0, has a stationary distribution, w(dr) = (7}(dz), 1 <
r < Ni, 1 <k < N) say, then the following weak convergence holds,

W(t) = 3¢ (1Y) — e Mo = oW (t), as € — 0

in the sense of the Skorokhod topology on the space Dg[0,00), with vari-
ance o given by

whereék:ék—é, 1<k<N.
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9.6 Integral Functional with Perturbed Kernel

An analogous limit result can be obtained for the integral functional
with a perturbed kernel a®(z) = a(x) + a1(x). In this case, the gen-
erator of the coupled process £°(t),2°(t/e%), t > 0, has the following
representation:

LE = 573Q —+ 572621 —+ EilA(l‘) —+ Al(iﬂ),

where the operator A; acts as follows: A (z)p(u) = a1(x)¢’ (u).
Consequently, we have the following singular perturbation problem:

[e°Q+e72Q1 + e M A(z) + Ar(2)](p + o1 + %02 + %p3) = ¥ + 07,

where 6° is a negligible function, i.e., ||#°]] — 0 as e — 0; ¢ is given by
limiting operator, i.e., L% = 1. From Proposition 9.5.2, this operator
L° is a twice contracted operator defined by

LOTI = TIL,IL.
Then . . o
LTI = A, — ARy A,
where II, A, Ry are defined as in previous section and A, (k)p(u) =

a1y’ (u), 0 <k < N.
From this, we obtain the limit operator of the limit diffusion process.
2
L% (u) = g’ (u) + 5" (w),

where the shift coefficient is twice averaged:

N
&1 = Zwka1k7 Al = /ﬂ'k(d$)a1(x), 1 S k § N.
k=0 X,
Thus we have the following result.
THEOREM 9.6.1
Let the merging condition (9.3.3) be valid and let the limit merged Markov

process &(t),t > 0, be ergodic with the stationary distribution m = (7, 1 <
k < N). Then the normalized centered integral functional

E(t) = 2¢°(t)e?) — e Ha
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converges weakly, in the sense of the Skorokhod topology on the space
Dgr[0,00), as e — 0, to a diffusion process (t), t > 0, with drift a,
and variance

N
2. 2 E 5 e
g = TraETeAag.
k,l=0
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Busy Periods for Some QQueues with
Deterministic Interarrival or Service
Times

Claude Lefévre and Philippe Picard
Université Libre de Bruzelles, Bruzelles, Belgique
Université de Lyon 1, Villeurbanne, France

ABSTRACT The queueing systems considered in this paper are the
Dy/M (@) /1 queue with deterministic, not necessarily equidistant, in-
terarrival times, and with exponential service times where customers are
served in batches of random size, and its dual the M(?) /D, /1 queue with
Poisson arrival process where customers arrive in batches of random size,
and with deterministic, not necessarily equidistant, service times. Our
purpose is to determine the exact distribution of the statistic N, that
represents the number of customers served during some busy period ini-
tiated by r customers. The problem is analyzed as the first crossing of a
compound Poisson trajectory with a fixed nonlinear boundary, upper or
lower respectively. For the Dg/M (Q)/ 1 queue, a simple explicit formula
is derived for the law of IV, that is expressed in terms of a generalization
of Appell polynomials. For the M(Q)/Dg/l queue, the law of N, is now
written using a generalization of Abel-Gontcharoff polynomials.

Keywords and phrases Single server queue, busy period, determin-
istic interarrival or service times, bulk queue, first crossing problem,
compound Poisson process, generalized Appell polynomials, generalized
Abel-Gontcharoff polynomials

10.1 Introduction

In queueing theory, the analysis of busy periods is an important prob-
lem, from a theoretical point of view and for practical applications. The
literature on this subject, however, is relatively little abundant, espe-
cially in view of the large number of papers on the asymptotic behavior
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of various queueing systems. A number of results can be found in the
books by Takdcs (1962), Bhat (1968) and Prabhu (1998), for instance.

Quite often studies rely on the use of Laplace transforms. Results
in distributional terms are generally more convenient and meaningful
but for many models, their derivation is quite difficult or even impossi-
ble. Nevertheless, there exist some well-known exceptions (see, e.g., the
references above).

Such exceptions, which have partly motivated our present research, are
the classical M/D/1 queue (Poisson arrival process with rate A, service
times equal to a constant a) and its dual D/M/1 (interarrival times equal
to a constant a, exponential service times with rate A). Our attention
will be mainly focused on the statistic NV, that represents the number of
customers served during the busy period initiated by r (> 1) customers;
obviously, N,. > r a.s. For the M/D/1 queue, Borel (1942), and others
later, proved that the distribution of N, is given by

n—r
P(N,=n) = T e*)“mM, n>r. (10.1.1)
n (n—r)!
For the D/M/1 queue, Stadje (1995) showed (inter alia) that for r = 1,
the law of Ny is provided by

_ Aa(n —D)kn—1—k
P(Ny > n) = e (=) Z
k=0

k! n—1

, n>1. (10.1.2)

Now the formulae (10.1.1) and (10.1.2), quite simple and explicit, have
been extended by Stadje (1995) to the cases where the service times or
the interarrival times are deterministic but not necessarily equidistant.
For clarity, we denote these models by M/D,/1 and D,/M/1, respec-
tively. The approach followed by Stadje consists in investigating the
question as some first-passage problem. The formulae obtained, how-
ever, are rather intricated and of determinantal form.

In this paper, we are going to consider bulk queueing systems of both
kinds. Specifically, we will examine in Section 10.2 the queue, denoted by
Dy/M (@) /1, in which customers are served in batches of random size Q,
and in Section 10.3 its dual, denoted by M(?) /D, /1, in which customers
arrive in batches of random size Q.

Our purpose is to derive for these two bulk queues a new and easily
tractable expression for the exact distribution of N, (r > 1), the number
of customers served during the busy period initiated by r customers. It
is worth underlining here that the busy period is not defined in the same
way for both models. For the Dg/M(Q)/l queue, the busy periods stops
when the queue becomes empty, that is when all the customers, initial
and subsequent, have been served or at least begin to be served. For
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the M(@) /Dg4/1 queue, the busy period stops when the queueing system
becomes empty, that is when the service of the last customer has been
completed.

With respect to the work by Stadje (1995), a first difference is thus
that we will discuss the case of bulk queues. A second difference, also
important, is that the formulae obtained will be much simpler and with
an enlightened algebraic structure.

The methodology followed is that developed in Picard and Lefevre
(1994, 1996, 1997) for the analysis of the first crossing of some counting
processes in upper and lower nonlinear boundaries. For the D /M (@ /1
queue, we start by observing that N, corresponds to the level of first
crossing of a compound Poisson trajectory with random initial level
through a given (increasing) upper nonlinear boundary. We then show
that the distribution of N, can be expressed in terms of a generalization
of the classical Appell polynomials. For the M (Q)/ Dy/1 queue, we see
that NV, corresponds, up to r, to the level of first crossing of a com-
pound Poisson trajectory (starting at level 0) through a given (increas-
ing) lower nonlinear boundary. We then establish that the distribution
of N, can be written in terms of a generalization of the less known Abel-
Gontcharoff polynomials. The two families of polynomials used have
remarkable mathematical structures which generate useful operational
properties and make easy their numerical evaluation.

10.2 Preliminaries: A Basic Class of Polynomials

We start by introducing a basic class of polynomials {e,, n > 0}, of
degrees n, that will play a central role in the analysis of both queueing
models. For further details, we refer the reader to Picard and Leféevre
(1997).

10.2.1 Construction of the Basic Polynomials

Let us consider a compound Poisson process, with Poisson parameter A
and jump sizes distributed as Q. For ¢ > 0, let N(t) be the number of
N(t)
jumps by time ¢, and let S(t) = Z Q. be the total height of all the

k=1
jump sizes by time t. We have
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n k
—At D et (’\kt!) PQi+...+Qr=n), n>1.
(10.2.1)

Now let us put, for ¢ > 0,

eO(t):l 10.2.2
en® =30 QO PQu 4+ Qu=n), n>1, 02

yielding

P[S(t) =n] = e Me,(t), n>0. (10.2.3)
By construction, e, (t), n > 0, is a polynomial of degree n in ¢, ¢t > 0.
Note that e, (0) = 6,0, n > 0. Obviously, we may define the polynomials
en(t), n >0, by (10.2.2) for any t € IR, not necessarily positive.
This definition by (10.2.2), however, is not very convenient for the
sequel. It will be often preferable to work with the generating function
of the e,s, which is given below.

DEFINITION 10.2.1
The polynomials e,(t), n > 0, are defined by their formal generating
function

Z en(t)s™ = eMas) (10.2.4)
n=0

o0
where q(s) = qusj 18 the probability generating function of Q.
j=1

REMARK The e,s can be determined explicitly for various specific dis-
tributions of @). For example, in the logarithmic case where g; = pad /g,
j>1,with0<a<1land p=—-1/In(1 —«), then

e)\tq(s) — (1 _ O(S)i)\pt,

so that from (10.2.4),

en(t) = ( —Aot >(_a)”, n > 0.

n

Other illustrations are given in Picard and Lefevre (1997). |

A noteworthy particular situation is when the compound Poisson pro-
cess reduces to a Poisson process, that is when @ = 1 a.s. From (10.2.1),
we get the following simple expression for the e,s.
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SPECIAL CASE 10.2.2
In the Poisson case,

en(t) = (A)"/nl, n>0. (10.2.5)

10.2.2 A Generalized Appell Structure
With the class of polynomials {e,,, n > 0}, we now associate the operator
A defined by

{ Aeo = O,

Aer —er 1 1, (10.2.6)

the powers of A being built recursively from A1 = A(A?), i > 0, with
A as the identity operator. In that way, {e,, n > 0} constitutes a
family of generalized Appell polynomials (or Sheffer polynomials) with
respect to the operator A (see, e.g., Sheffer (1937, 1939)).

The generalized Appell structure allows us to write a generalized Tay-
lor expansion for any polynomial.

PROPERTY 10.2.3

Any polynomial R(t) of degree k admits a generalized Taylor expansion
with respect to the operator A and the class {ey, n > 0}, namely for any
real b,

k
R(t) =Y [A'R(b)]e;(t — b). (10.2.7)
i=0
PROOF We may write
k
R(t) =) et —b),
i=0

for some coefficients «;. By (10.2.6), we then get, for 0 < j <k,
4 k , k
A]R(b) = Z OéiAJ 61(0) = Z Q€5 (0)
i=0 i=j

k
=) by =aj,
i=j

hence (10.2.7). |

Let us go back to the particular situation where @Q = 1 a.s. Inserting
(10.2.5) in (10.2.6) and (10.2.7) yields the following corollary.
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SPECIAL CASE 10.2.4
In the Poisson case, AA corresponds to the usual differentiation operator
D, and (10.2.7) reduces to a classical Taylor expansion.

The pair (e,,n > 0; A) enjoys various other nice properties. Some of
them are used in certain proofs that will not be developed hereafter (see
Special cases 10.3.4 and 10.4.3).

10.3 The D,/M@ /1 Queue
10.3.1 Model and Notation

The arrival process is deterministic in the sense that the customers ar-
rive at fixed points of time, not necessarily equidistant. Given r initial
customers, we denote by v, v,41,0r42,... the arrival time of the 1st,
2nd, 3rd,...new customer; we put v9 = vy = ... = v,_1 = 0 for the r
initial customers.

The service process is a compound Poisson process. More precisely,
the customers are served according to a Poisson process with parameter
A and in batches of random size Q (with ¢; = P(Q = j), j > 1). If at
some epoch the queue length is less than the service capacity, the server
takes the available customers into service.

The system stops being busy at the instant 7). when the queue becomes
empty, that is when all the customers, initial and subsequent, have been
served or at least begin to be served (in other words, as soon as the server
realizes that the service capacity is not being fully utilized). The total
number of customers served during the time period [0, T} ] is the statistic
N, under interest. Note that N, includes also the number of customers
in the last batch service, which often will not be filled up. We mention
that in the literature, this last batch service is not always counted (see,
e.g., Prabhu (1998)).

By definition of the busy period and since @ > 1, we have for r = 1
that N1 = 1. In what follows, we will thus assume that r > 2.

In Figure 10.1 are drawn the deterministic curve F' giving the cumu-
lative number of customers arrived in the queue, including the r initial
ones, and the trajectory 7 giving the total number of services that are
susceptible to have begun. Clearly, 7 is the trajectory of the above
compound Poisson process S(t) but starting here at a random level dis-
tributed as @, that is the trajectory of the process @ + S(¢) say.

Now, we observe that T, and N, correspond to the first crossing time
and level of the random trajectory 7 with the fixed boundary F. We
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FIGURE 10.1
Arrivals (F) and services (7) trajectories in the D,/M(?) /1 queue

emphasize that F' is an upper boundary for 7. Note that 7). is a contin-
uous random variable valued in JRT. Moreover, the distribution of N, is
connected with the law of T). through the identity

P(N,=n)=Pvp1 <T. <wvp), n>r (10.3.1)
In order to derive the law of 7., we are going to determine the prob-
abilities
P,(t) = P[r remains below F during (0,t), and its height at time ¢

is equal to n]
=PI, >tand Q+S(t)=n|, n>1,teR".

(10.3.2)
10.3.2 Exact Distribution of N,
When 1 <n <r —1, we have by (10.2.3) that
P.(t) =P[Q+ S(t) =n]
= e MY gjen(t) (10.3.3)

=e Mf, 1(t), say.

Note that f,,—1(t) is a polynomial of degree n—1 in ¢, with, in particular,
P,(0) = fn-1(0) = ¢, as expected. Furthermore, for all n > r, by
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considering the instant v,, when F' reaches the level n + 1, we get that

if t <wvn, Po(t) =0, (10.3.4)
while
n—1
12>, Po(t) =Y Pap(vn)e M 7"eg(t —vy,). (10.3.5)
k=0

Indeed, (10.3.4) is straightforward, and (10.3.5) means that at time v,
[T} > v, and Q+S(v,) = n—k] for some 0 < k < n—1, and afterward k
customers are served during (v, t] (which occurs with probability given
by (10.2.3)).

Let us look for an expression of P, (t) with the form

P.(t)=e MH, ()t >v,), n>1. (10.3.6)
To satisfy (10.3.3) and (10.3.4), we need
anl(t) = fnfl(t), 1 S n S T — ]., (10.3.7)

H, 1(v,) =0, n>r. (10.3.8)
Concerning (10.3.5), when ¢ > vy, (> v,_1), we should have

n—1

H,_(t) = Z H,_1_k(vp)ep(t —vg), mn>r. (10.3.9)
k=0

Now, we get that the three relations (10.3.7), (10.3.8) and (10.3.9) can
be rewritten equivalently as

H, 10)=¢q,, 1<n<r-1, (10.3.10)

H,_1(v,) =0, n>r, (10.3.11)
n—1

Hy 1 (t) =Y Hp1p(vn)ex(t—vn), n>1.  (10.3.12)
k=0

Indeed, for 1 < n < r — 1, we have v, = 0 so that (10.3.12), using
(10.3.10), reduces to (10.3.7). In particular, we then see that H,_1(t),
n > 1, is a polynomial of degree n—1. Note that by (10.3.9), the relation
(10.3.12) is restricted to t > v, but H,(t) being a polynomial, we may
define it for any real t.

It remains to identify the class of polynomials {H,_1,n > 1}. By
Property 10.2.3, we observe that (10.3.12) will be satisfied if one has

AH, 1(t) = H,_2(t), n>2, (10.3.13)
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since (10.3.12) will then be simply the generalized Taylor expansion of
H,(t) with respect to the operator A and the class {e,, n > 0}. As in-
dicated before, the condition (10.3.13) is the characteristic property of a
family of generalized Appell polynomials, {4, _1, n > 1} say. Obviously,
(10.3.10) and (10.3.11) guarantee the unicity of the family.

Some useful complements on these polynomials A,,_; can be found in
Picard and Lefévre (1996, 1997). We recall, inter alia, that they can be
expressed as

)= bren_1k(t), n>1, (10.3.14)

for appropriate coefficients by, that are independent of n. To sum up, we
have proved the following result (see (10.3.6), (10.3.10), (10.3.11) and
(10.3.14)).

PROPOSITION 10.3.1

Py(t)=e MA, (It >wv,), n>1, (10.3.15)

where the generalized Appell polynomials A,,_1 are evaluated by (10.3.14),
the polynomials e, being given by (10.2.4) and the coefficients by being
computed recursively from

Z bren1-x(0) =qn, 1<n<r—1, (10.3.16)
n—1
Z bren—1-k(vy) =0, n>r. (10.3.17)

This result, combined with (10.3.1), yields directly the distributions
of T,. and N,..

PROPOSITION 10.3.2

P(T, >t)=e M Z Ap_ 1 (DIt > vy), (10.3.18)

that is, when v; <t <wvji1, j >r—1,

j
P(T. > t)=e Y Ay (t). (10.3.19)
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Moreover,

P(N, =n) *eAv"lek 1(vn—1) anAk 1(vp), n>r.
(10.3.20)
Let us examine the particular situation when @Q = 1 a.s. Using the

conclusions of Special case 10.2.4, we deduce from (10.3.13) that the
polynomials A, (t) are here given as follows

SPECIAL CASE 10.3.3
In the Poisson case,

Ap 1 (t) = A""1A, 4 (t), n>1, (10.3.21)

where {An—1, n > 1} is a classical family of Appell polynomials.

Now, for illustration, let us assume that the interarrival times are
equal to a constant a, i.e. v, —v,—1 = Vpy1 — v, = ... = a. This is the
situation which is usually discussed in the literature. We underline that
the boundary F' becomes here a straight line. A more explicit formula
for the A,_1’s is available; the proof is omitted for brevity reasons.

SPECIAL CASE 10.3.4
When the interarrival times are equal to a,

Ap—1(t) = fno1(t), for1<n<r-—1, (10.3.22)
T_Qt—a(nfTJrl)
=) — o filali —r+2)len1 5[t —alj —r+2)],
jzot—a(j—r+2)J 1=
forn >r. (10.3.23)
In the Poisson case,
Ap () =t""1/(n—=1), for1<n<r—1, (10.3.24)
. . 1 r—2 _1 )
B
! =
X [t—a(j—r+2)]"772 forn>r. (10.3.25)
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REMARK In the Poisson case, (10.3.24) and (10.3.25) give, for example,
when r = 2,

Ap i) =[t—aln—D)t"2/(n-1)!, n>1, (10.3.26)
and when r = 3,
Ap i) =[t—aln-2)](t+a)"%/(n-1)!, n>1.

Now, in this case, 7 is the trajectory of the compound Poisson process
S(t) starting at level 1, and which represents the total number of services
that can begin. On the other hand, the total number of services that
can be completed yields the trajectory 7 of the same compound Poisson
process, but starting now at level 0. Let T, and N,. be the first crossing
time and level of the trajectory 7 through the boundary F'. In particular,
for r = 1, N; is the variable examined by Stadje (1995) and referred to
in (10.1.2) above. Now, we observe that by construction,

T.,=T,_, and N,=1+N,_;. (10.3.27)

For r = 2, we have shown that the distribution of N5 is provided explic-
itly from (10.3.20), (10.3.21) and (10.3.26). By (10.3.27), the distribution
of Ny then follows. It is easily checked that it corresponds precisely to
the formula (10.1.2) obtained by Stadje (1995). 1

10.4 The M@ /D,/1 Queue
10.4.1 Model and Notation

The arrival process is a compound Poisson process. More precisely. the
customers arrive according to a Poisson process with parameter A\ and
in batches of random size @ (with ¢; = P(Q = j), j > 1).

The service process is deterministic in the sense that the customers
are served at fixed points of time, not necessarily equidistant. Given
r initial customers, we denote by —ug the service time of the r initial
customers, and by ug — uy,u; — us, us — us ... the service times of the
1st, 2nd, 3rd ...new customer; obviously, 0 < —up < —u; < —ug < ...
This unusual notation will be justified later.

It is convenient to assume for a while that the arrival process starts
only at time —z, with —x < —ug. Ultimately, we will take x = 0.

The system stops being busy at the instant 7, when the queueing
system becomes empty, that is when the service of the last customer has
been completed. We are interested in the statistic IV, that counts the
number of customers served during [0, 7}].
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FIGURE 10.2
Arrivals (7) and services (F) trajectories in the M‘?)/D,/1 queue

In Figure 10.2 are drawn the trajectory 7 giving the cumulative num-
ber of new arrivals, and the deterministic curve F' giving the total num-
ber of services of new customers that are susceptible to be completed
(after the r initial ones). Clearly, 7 is the trajectory of the above com-
pound Poisson process S(t), but starting now at level 0.

We observe here that T,. corresponds to the first crossing time of the
random trajectory 7 with the fixed boundary F. The associated first
crossing level, denoted by L,, represents the number of new customers
served during [0, 7,]; thus, N = r + L,, and L, > 0 a.s. We point out
that this time, F' is a lower boundary for 7. Note that T, is a discrete
random variable valued in {—u;, i > 0}. Moreover, L, is connected with
T, through the relation

T, = —up (10.4.1)

s

The law of N, (or L,) depends, of course, on the initial value x and
the family U = {u;,i > 0}. To stress this dependence, we will use the
notation P(L, = n|z,U), n > 0, when necessary.

10.4.2 Exact Distribution of N,
We have
P(L, = 0]z, U) = P[S(—ug) = 0] = e~ M-uot2), (10.4.2)

Furthermore, for all n > 1, by considering the instant —ug when the
service of the r initial customers has been completed, we get that for
—x = —Ug,

P(L, =n|up,U) =0, (10.4.3)
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and for —x < —uyp, by (10.2.3),

P(L, =n|z,U) = Z e MNwtD) ey (—ug + 2)P(L, = n — klug, E¥U),

k=0
(10.4.4)

where E*U, k > 0, is the shifted family
E*U = {upys,i > 0}, (10.4.5)

Indeed, (10.4.3) is obvious, and (10.4.4) means that k& customers arrived

during (—z, —ug], for some 0 < k < n, and the first crossing will then

occur at level n — k, for the trajectory 7 starting now at —ug (instead of

—z) through the boundary F starting now at —uy (instead of —uy).
Let us look for an expression of P(L, = n|z,U) with the form

P(L, = n|z,U) = e Xt K (2|U), n>0. (10.4.6)

The relations (10.4.2), (10.4.3) and (10.4.4) require that for —z < —uy,

Ko(z|U) =1, (10.4.7)
K, (uwlU)=0, n>1, (10.4.8)

K, (z|U) = ZKn,k(uo|EkU)ek(x —ug), mn>1. (10.4.9)
k=0

Clearly, these three conditions can be rewritten equivalently as

Kn(uolU) = bn,0, (10.4.10)
Ko (2|U) = Ky i(uo| E¥U)ex(x — ug), n>0. (10.4.11)
k=0

In particular, we see that K, (z|U), n > 0, is a polynomial of degree n.
Note that (10.4.11) may be defined for any real z, so that the restriction
—x < —ug is superfluous.

Now, by Property 10.2.3, we observe that (10.4.11) will be satisfied if

AK,(z|U) = K,,—1(z|EU), n>1, (10.4.12)

since (10.4.11) will then be the generalized Taylor expansion of K, (z|U)
with respect to the operator A and the class {e,,, n > 0}. As developed
in Picard and Lefevre (1996), the condition (10.4.12) is the character-
istic property of a family of generalized Abel-Gontcharoff polynomials,
{Gn,n > 0} say. The unicity of the family is guarateed by (10.4.10).
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We recall that these polynomials G,, can be determined recursively by

Go(=|U) =1,
n—1

Gn(@|U) = en(2) = Y eni(ur)Gr(2|U), n> 1. (10.4.13)
k=0

Other useful properties are given in Picard and Lefevre (1996). To obtain
the law of L,., it suffices to take x = 0 as announced, which yields the
following result (see (10.4.6) and (10.4.13)).

PROPOSITION 10.4.1

P(N, =7+4n)=e""G,(0|U), n>0, (10.4.14)

where the generalized Abel-Gontcharoff polynomials G, are evaluated by
(10.4.13), the polynomials e, being given by (10.2.4).

In the particular situation when @ =1 a.s., we obtain from (10.4.12)
that the polynomials G, (x|U) reduce, up to A", to the more standard
Abel-Gontcharoff polynomials (see, e.g., Lefevre and Picard (1990)).

SPECIAL CASE 10.4.2
In the Poisson case,

G (z|U) = \"Gp(2|U), n >0, (10.4.15)
where {G,(x|U), n > 0} is a classical family of Abel-Gontcharoff poly-

nomials.

Finally, for illustration, let us assume, as generally made so far, that
the service times are equal to a constant a, i.e. —ug = ra, —u; =
(r 4+ 1)a, ... Here thus, the boundary F is a straight line. The G,,’s can
then be determined quite explicitly; the proof is omitted.

SPECIAL CASE 10.4.3

Gn(z|U) = i_zo en(z —up), n>0. (10.4.16)
In the Poisson case,
Gn(2|U) = (x — up)(z — upn)™ " /nl, n >0, (10.4.17)

that is, the G, s become the classical Abel polynomials.

REMARK For the Poisson case, inserting (10.4.15) and (10.4.17) in
(10.4.14) yields the formula (10.1.1) derived by Borel (1942). |
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The Evolution of Population Structure of
the Perturbed Non-Homogeneous
Semi-Markov System

P.-C. G. Vassiliou and H. Tsakiridou
Aristotle University of Thessaloniki, Thessaloniki, Greece

ABSTRACT In the present we study the evolutions of various pop-
ulation structures in a Perturbed Non-Homogeneous Semi-Markov Sys-
tem (P-NHSMS) with different goals in mind. Firstly we start with
the expected population structure with respect to the first passage time
probabilities and we follow with the study of the expected population
structures with respect to the duration of a membership in a state, the
state occupancy of a membership and the counting transition probabili-
ties.

Keywords and phrases Semi-Markov, population models, non-
homogeneous Markov system

11.1 Introduction

The concept of the Perturbed Non-Homogeneous Semi-Markov System
(P-NHSMS) was introduced and defined for the first time in Vassiliou
and Tsakiridou (1998). A general theory for semi-Markov process is in-
cluded in the book by Howard (1971). The theory of semi-Markov models
for the evolution of population structures derives its motives from the
use of semi-Markov models in manpower systems. In this respect a basic
reference useful also for practical purposes is the book by Bartholomew,
Forbes and McClean (1991). Elegant theory for semi-Markov models
in manpower systems is included in Bartholomew (1982). Moreover
an interesting account of theoretical results and important applications
of semi-Markov models can be found in Bartholomew (1986), McClean
(1980, 1986, 1993), McClean, Montgomery, and Ugwuowo (1997). The
evolution of the theory of non-homogeneous Markov systems is described
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in Vassiliou (1997). The concept of a non-homogeneous semi-Markov
system (NHSMS) was introduced and defined for the first time in Vassil-
iou and Papadopoulou (1992). This provided also a general framework
for a number of semi-Markov chain models in manpower systems and
a great variety of applied probability models. The asymptotic behavior
of the NHSMS was found in analytic form by Papadopoulou and Vas-
siliou (1994) and Papadopoulou (1997) studied the concepts of counting
transitions and entrance probabilities. The idea of a perturbation of
a stochastic matrix was introduced in Meyer (1975) and an interesting
general theory is included in Campell and Meyer (1979). The concept
of a perturbed non-homogeneous Markov system was introduced in Vas-
siliou and Symeonaki (1997, 1999). The non-homogeneous semi-Markov
system in a stochastic environment was studied in Vassiliou (1996). In
Section 11.2 of the present we introduce the concept of a perturbed
non-homogeneous semi-Markov system (P-NHSMS). In Section 11.3 we
introduce for a P-NHSMS the first passage times probabilities and we
find them in closed analytic form. Then we establish the expected pop-
ulation structure in relation with the first passage time from a state. In
Section 11.4 we introduce for a P-NHSMS the concept of the duration of
a membership in a state. In what follows in a matrix form the probabil-
ities of a membership of the system which entered the system at time s
to remain in the same state up to time n having made v transitions are
calculated in closed analytic form. This form is useful for many purposes
and as an example we could refer to the asymptotic behaviour of the
system. The section is closed with the study of the evolution of the ex-
pected population structure in the system with respect to the duration
of a membership in a state. In Section 11.5 we introduce the concept of
the state occupancy of a membership. In this respect the probabilities of
a membership of the system which entered in a state at time s that will
enter the same state on v occasions in n-steps are calculated in closed
analytic form useful for many purposes. The section terminates with the
study of the evolution of the expected population structure in the system
with respect to the state occupancies of a membership. Finally in Section
11.6 we study counting transition probabilities for a P-NHSMS a concept
first introduced for a NHSMS by Papadopoulou (1998) and calculated
with the use of geometric transformations. In the present we study the
counting transition probabilities with pure probabilistic methods and
we conclude with finding the evolution of the population structure with
respect to the counting transition probabilities. The study of the evo-
lutions of the various population structures in a P-NHSMS and finding
them in closed analytic form apart from providing the only predictive
tools and much deeper understanding of the population also provides the
tools for controlling the system locally and asymptotically in time and
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means for the study of the asymptotic behavior of a P-NHSMS.

11.2 The Perturbed Non-Homogeneous
Semi-Markov System

Consider a population (system) which is stratified into classes (states)
according to various characteristics. The members of the system could
be sections of human societies, animals, biological microorganisms, par-
ticles in a physical phenomenon, various types of machines etc. As-
sume that the sequence {T'(t)}:2, of all members of the system is known
or that it is a known realization of a known stochastic process. Let
S ={1,2,...,k} be the set of states that are assumed to be exclusive so
that each member of the system may be in one and only one state at
any given time. We consider that initially there are 7'(0) members in
the system and a member entering the system holds a particular mem-
bership which moves within the states with the member. When the
system is expanding (AT(t) = T'(t) — T'(t — 1) > 0) then new member-
ships are created in the system which behave like the initial ones. Let
N(t) = [N1(t), Na(t), ..., Ni(t)] where N;(t) is the number of members of
the system in the i-th state at time .

Now let f;;(t) = Pr{a member of the system who entered state ¢ at
time ¢ to choose to move to state j at its next transition}. Let F(t) =
{fij(t)}i jes and assume that F(¢) is of the form

F(t)=F —&(t) for t=1,2,..

with Ft)1' <1, F1'<1 and F(t) >0, F>0 for t=1,2,..
(11.2.1)
where 1/ = [1,1, ..., 1],
Moreover assume that the matrix £¢(¢) is chosen randomly from a
finite set &5 = {&(1),&7(2),...,E¢(v)} with
Pr{€;(t) =&¢(i)} = ci(t) >0 for i=1,2,...,v. (11.2.2)

Let p;k+1(t) = Pr{a member of the system who entered state i at
time ¢ to choose to leave the system at its next transition}; then if we
define by pj 1 (t) = [ P1r+1(t), P2st1(2), -, Prk+1(t)] we have

P (t) = [I-F + & (1)]1". (11.2.3)
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From (11.2.1),(11.2.2),(11.2.3) we get that

Pri1(t) = Pra1 — €y (B) (11.2.4)

where
Piy1 =[I—F]1" and £ ,(t) = —&(t)1’ (11.2.5)

and consequently &}, 41(t) is randomly chosen with probabilities

Pri{ej 1 (t) =€) ()} =c(t) >0  for t=1,2,... =12 ..,
(11.2.6)
Let po;(t) = Pr{a new member who enters the system in state i as
a replacement of a member who entered its last state at time ¢} and
po(t) =[po1(t), po2(t), ..., pox(t)]. Assume that for every t the vector
po(t) is of the form

po(t) = po — eo(t)with po(t)1’ = 'andpel’ = 1'foreveryt. (11.2.7)

Let M, ,, be the set of all nxm matrices with elements from R. Also let
SM, be the set of n xn stochastic matrices. If p € SM; ,, then the vector
e € Ml , is a perturbation vector for p if the vector p = p — ¢ is a stochas-
tic vector. Assume that in (11.2.7) go(¢) is a perturbation vector for pg
and is randomly chosen from a finite set & = {eo(1), €0(2),..., o)}
with Pr{eo(t) = €o() } = coi(t) > 0 for every ¢ and i=1,2,..., p.

Assume that the stochastic evolutions of selecting £¢(t) and eo(t) are
independent.

Now let p;;(t) = Pr{a membership of the system which entered state
i at time ¢ to choose to move in state j at its next transition} = f;;(¢) +
Pi k41 (t)poj ().

Let P(t) = { pi;(t)}ijes; then

P(t) =[F — & )]+ Pr+1—crt1(t) I'[Po—eo(t) | =P — E,(t) (11.2.8)

with

Ep(t) = E¢(t) + Pryr0(t) + eppr(t) Po — €1 (t)eo(t)  for t=0,1,2,...
and let

Pr{&,(t) = &)} = cpi(t) >0  for t=1,2,.., i=12 .. v
(11.2.9)
From Meyer (1975) we get that if Q € SM,, and fully regular, then the
matrix £ € M, is a perturbation matriz for Q if the matrix Q =Q-£
is also fully regular. In (11.2.8) we assume that &£,(t) is a perturbation
matrix for P.
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Define by 7;; (1,j = 1,2,...,k) to be the time that a membership
“holds” in state ¢ after j has been selected before the actual transition to
Jj takes place. The holding times 7;; are positive integer-valued random
variables with probability mass function h;j(m,t) = Pr{r,; = m / the
membership entered state ¢ at time ¢ and state j has been selected};
where h;;(0,t) = 0 for every 4, j,t. Now let H(m,t) = { hi;(m,t)}i jes
and we assume that it is of the form H(m,t) = H(m) — Ex(m,t) where

Ex(m, t) is a perturbation matriz for H(m,t) i.e. the following properties
hold:

H(m,t)>0 and Y H(m,t)=U with

m=0

H(m)>0 and » H(m)=U (11.2.10)

m=0

where U is a matrix of 1’s. Moreover we assume that g (m,t) is ran-
domly selected from the set of perturbation matrices

Ex ={Ex(m,1),Eq(m,2),....Ex(m, 1)}
with probability
Pr{€u(m,t) = Eu(m,j)} = cu;(t) >0, j=1,2,...,1L (11.2.11)

We assume that the stochastic evolutions of selecting &,(¢), €o(t) and
Ex(m,t) are independent.

For the new memberships created by expansion at time t let ro;(t) =
Pr{a new membership to enter state i given that it enters the system
at time t} and ro(t) = [ro1(t), 702(t), ..., ror(t)]. Assume that for every t
the vector ro(t) is of the form

ro(t) =rg—e.(t) with ro(t)'=1" and rel'=1". (11.2.12)

The vector €, (t) is assumed to be a perturbation vector for ro and is ran-
domly selected from a finite set &, = {e,(1),e,(2),...,e,(0)} with prob-
abilities Pr{e,(¢t) = &,(4)} = ¢;4(t) > 0. We assume that the stochastic
evolution of selecting €, (t) is independent of the selection of &,(t)eo(t)
and
Er(m,t) which in fact seems quite realistic and is a well established
inherent assumption (see Figure 11.1).

A population whose evolution is adequately described by a model as
above is called a perturbed non-homogeneous semi-Markov system.
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FIGURE 11.1
Stochastic evolutions at time ¢

11.3 The Expected Population Structure with
Respect to the First Passage Time
Probabilities

In a P-NHSMS the sequences {P(t)}:2, and {H(m,t)}$2, define uniquely
the inherent perturbed semi-Markov process. First passage time proba-
bilities for semi-Markov process play the same important role that they
played for the basic Markov process [Howard (1971)]. The perspective
has obvious practical implications for P-NHSMS especially when the
members are human beings and the system is a manpower system. Thus,
let {F(v,5,n)}% =0 be the sequence of matrices the (i, j)-element of
which is the probability

fij(l/787n)

= Pr{ a membership of the system which entered state i at time s
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to make V - 1 transitions in the time interval (S, S + n) and
enters at time S + nfor the first time in state j}

It is necessary to find {F(v,s,n)}7% ,,—o as a function of the basic
parameters of the system which for the inherent perturbed semi-Markov
process are the sequences {P(t)}e2,, {H(m,t)}:2,. When a member-
ship enters a state at anytime, let us say t for example, then as described
in the previous section four independent stochastic evolutions are taken
place for the selection of P(t) =P — &,(t), H(m,t) = H(m)—En(m,t)
and ro(t) = ro — e, (t) respectively. This fact constitutes the elements of
{P(t)}2o, {H(m, 1)}y and {F(v,s,n)}5% ,—0 random variables and
thus for many reasons it is natural to seek for { E[F (v, s,n)]}7% ,—o as a
function of {E[P(¢)]}2, and {E[H(m,t)]}2,. It could be proved that

E[P(t) =P — E,(t) (11.3.1)

where
E,(t) = E[&(t)] = Z )+ {Z€k+1 (t)}po
h=1

+ Pl Z go(b)cos(t Z Z Erpr(h cn(t)con(t)
b=1

h=1b=1
(11.3.2)
1
E[H(m,t)] = H(m) — Z En(m,a)cpa(t) = H(m) — By (t) (11.3.3)

B}

Elr =T — ZET )ern(t) =10 — E, (1) (11.3.4)
h=1
Let A = {a;;} and B = {b;;} € M,, ,,, then the Hadamard product of
these matrices is the matrix A o B = {a;;b;; € M|
We will now firstly find E[F(1,s,n)]. It can be proved that

E[F(1,5,n)] = E[P(s)oH(n, 5)] = [P—E,(s)]o[H(n) —Ex(s)] (11.3.5)

where P(s) ¢ H(n, s) is the Hadamard product of the two matrices.

Now let us find E[F(2,s,n)]. Consider the probabilities f;;(2,s,n) for
i,j € S then (see Figure 11.2) taking all the mutually exclusive events
where the membership will move at time s+ my to a state x where x # j
and then from z to state j at time s + n we can prove that

[i(2,5,n) Z pr hiz(ma, $)pzj(s +mi)hg;(n —my, s +mq).
mi=1z#j
(11.3.6)
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FIGURE 11.2
Entrance for the first time at state j at time s + n, after one
transition

Taking expectations in both sides due to the independency of the
stochastic evolutions we get

E[fi;(2,5,n)]
n—1

= 3 3 Elpin() Blhiama,5)) Elpe (s + mu)] Bllg(n = mi, -+ m)].

mi=1z#j
(11.3.7)

Define the matrix H to be a k x k matrix of the form

01..1
= 10..1
11..0

Then from (11.3.1) and (11.3.3) equation (11.3.7) it can be proved
that takes the form

E[F(2,5,n)] = z_: {IP —E,(s)] o [H(ma) — B ()]}

<{([P = Ep(s +ma)] o [H(n —my) — Eg(s +mq)]) o H}.
(11.3.8)
We will now find E[F(3,s,n)] as a function of the basic parameters

of the system. Following the steps with which we arrived in equation
(11.3.8) we arrive at the following (see also Figure 11.3)
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FIGURE 11.3
Entrance for the first time in state j at time s + n, after two
transitions

F(3,s,n) Z {P(s) o H(mi,s){F(2,s +mi,n) o H}.  (11.3.9)

m11

From the equation (11.3.8) we can prove that

(P —E,(s)) o (H(m1) — Bu(s))]
1=1mo=14+m1
X{[( E,(s +m1)) o (H(ma —m1) — Ep(s +mi))]
x{[(P — Ep(s 4+ ma)) o (H(n — my) — Eg(s +my))] o H} o H}.

(11.3.10)

M

Consider the probability which is the (i, j) element of the matrix

[P(s)oH(my — mg, s)|{[P(s+m1) o H(ma —mq, s+ m1)]{[P(s + ma)
oH(msz — ma, s + ma)|{...{[P(s + my,_2)
oH(my—1 — my_2,8 + m,_2)]
x{[P(s+my_1) o H(m, —my_1,s +my_1)] o H} o H}... o H} o H}
(11.3.11)
with mg = 0 and m, = n.

Then this is (see Figure 11.4) Pr{a membership of the system which
entered state ¢ at time s makes v — 1 transitions in the time interval

©2001 CRC PressLLC



FIGURE 114
Entrance for the first time in state j at time s + n, after v — 1
transitions

(s,s + n) at exactly the times s + my,s + ma,...,s + m,_1 and enters
state j for the first time at time s + n}.
We can write the above product as

] ™ [P(s + m.) o H(m, 11 — my,s +m,)]

x{[P(s + mpi1) o H(myi2 — myy1, s + mpya)] o H}
(11.3.12)
with mg =0 and m, = n.

Now if we sum the above product for all possible values of mq, ma, ...,
my—1 the holding times we get

F(v,s,n)
n—v+1 n—v—+2 n—1 v—2 N

= > { > {4 > 11 ™ P(s+m,)
mi=1 mo=14+m, my,_1=14+m,_o r=0

oH(myy1 — mp, s +m,)]
)P (s + 1 er) o Hlmysa — mpsr, s + )] o F} o}
for v =4,5,...,n. (11.3.13)

Using the fact that E[E[X/Y,Z]] = E[X] and the independence of
the various stochastic evolutions we get that the expected values of the
above probabilities are
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E[F(v,s,n)]

n—v+1 n—v+2 n—1 v—2 R
IR ED IR C D D |
mi=1 mo=14+m1 my_1=14+m,_o r=0

x [(P— Ep(s +my)) o (H(mp41 —my) — EH(S +m;))]
x {[(P - Ep(s +myi1)) o (H(mpy2 — mypgr) — EH(S +myi1))]
oH}}..}}. (11.3.14)

Now let us define by

= Pr{the number of memberships which enter state i for the first

time at time t after vV transitions in the system}.

Let N (1,t) = NP (0, 6), NP (1, 1), ..., NP (1, 1)) then a classical
problem in population system theory [Bartholomew (1982) and
Bartholomew, Forbes and McClean (1991)] is to find E[NW) (v, )] as
a function of the basic parameters of the P-NHSMS ie. {P—E,(¢)}{2,,
{H(m) — Ex(m,t)}i20, {ro —er(t)}729 and {T(t)}72,.

We consider the population divided into two classes. In the first belong
the initial memberships that survived and they enter for the first time
in state j at time t. In the second we have all the new memberships that
are created due to expansion of the population after ¢ = 0 and which
enter at time ¢ for the first time in state j. With careful probabilistic
analysis we can prove that

k
BN (w,t)] = 3~ E[f:(1,0,)]N;(0)

i=1

+ 3N AT(m) Elroi(m)|E[fij (v, m, t —m))]

m=1 i=1
(11.3.15)
for ¢t =1,2,..., v=0,1,2,.. and f;;(0,m,0) = 1 for every ¢,j and

m=20,1,2,...
The above equation in matrix notation takes the form
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ENW(v,4)] = N(0)E[F(r,0,1)]
+ Z AT(m)[ro — E. ()| E[F (v, m,t —m)].
m=1

(11.3.16)

Where the expected value of the matrices E[F(v,0,t)], E[F(v,m,t —
m)] are given in (11.3.14). The relation apart from being the only one to
predict the memberships that visit for the first time a state is important
in solving a large number of problems in the theory of the P-NHSMS.

11.4 The Expected Population Structure with
Respect to the Duration of a Membership in a
State

In a P-NHSMS a membership is allowed to make a transition in the
same state. As a distinction between real transitions, which require an
actual change of state indices as a result of a transition we call virtual
transitions the situation where the state indices could be the same after
the transition. The distinction between real and virtual transitions is
useful in the theory of the semi-Markov process and as a consequence
to the P-NHSMS. Some physical processes require that only real tran-
sitions be allowed, in other processes the virtual transitions are most
important. For example when the state of the process represents the
last brand purchased by the customer in a marketing model, a virtual
transition represents a repeat purchase of a brand, an event of frequent
importance to the analyst. As another example in a manpower system,
a virtual transition represents a consideration for promotion for a mem-
ber which eventually fails to be promoted. Thus there are important
reasons to preserve our ability to speak of virtual transitions. We are
now in a position to introduce the aspect of the duration in a state for
a membership in a P-NHSMS. In this respect let us define by

di(v,s,n)
= Pr{a membership which entered state i at time S remains in
state i up to time n having made Vv transitions}

We define by D(v, [, \) the diagonal matrix with d;(v, s,n) in the (3, )-
position. Obviously due to the stochastic evolutions taken place at any
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time in a P-NHSMS the probabilities D(v, s, n) are random variables and
thus we seek E[D(v, s,n)].
Now define

w;(n, s)
= Pr{a membership of the system which entered state i at time S

to stay N time units in state i before its next transition}

Let w(n, s) the k x k matrix which has zeros everywhere apart from the
diagonal which has in position 4 the element w;(n, s).

It can be proved that the matrix which in the (7,7)-position contains
the probabilities that a membership which entered state i at time s stays
n time units in state ¢ before making a real transition is given by

w(n,s)—P(s)oH(n,s)oI =Ic{[P(s)oH(n,s)]U}—[P(s)oH(n,s) I

For v = 2,3, ... consider the probability which is the (i, j)-element of
the matrix

[P(s) o H(mq,s) o [[P(s+my) o H(ma — my, s+ mq) o L..]
[P(s+my_2)oH(my,_1 —my_a9,8+m,_z) 1]
x[w(n—my_1,8+my_1) —P(s+my_1)
oH(n —my_1,8+m,_1)o]] (11.4.1)

then it can be proved that this is the probability (see Figure 11.5) Pr{a
membership of the system which entered state i at time s makes v — 1
virtual transitions in the time interval (s,s + n) at exactly the times
s+my, s+ma, ...,s+m,_1 and makes a real transition at time s+ n}

FIGURE 11.5
Duration in state ¢
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We can write the above product as

v—2

{H[P(S +my) o H(myy1 — my, s +my) o 1]}

r=1

X[w(n—my_1,s+my_1) —P(s+my_1)oH(n —m,_1,s +my_1)o1].
(11.4.2)

Define by
1, ifv=0
o) = { 0, otherwise
Then if among other steps we sum the above product for all possible
values of the holding times mi,ms, ..., m,_1 then we can prove that

D(v, s,n)
n—v+1 n—v+2 n—1 v—2
YUY e S (IRerm
mi=1 mo=14m1 my_1=14+m,_o r=1

oH(my41 — my, s +m,) 1]}
x[w(n —my_1,8+my_1) —P(s+my,_1)
oH(n —my_1,s +m,_1)oI]}...}}
+ 5w —1)[w(n,s) — P(s) oH(n,s) o I]} (11.4.3)

where obviously the first part in the second side of the above equation
is zero for v = 1.
We can prove that

Elw(n,s)] = Lo {[(P — B,(s)) o (H(m) — By (s))]U}.  (1L44)

Using the fact that E[E[X/Y, Z]] = E[X] and the independence of the
various stochastic evolutions of selections we can prove that the expected
values of the above probabilities are

E[D(v,s,n)]
n—v+1 n—v+2 n—1 v—2 )

=Y 0 Y el Y AP -By(s+m))
mi=1 mo=14+m1 my_1=14+m,_o r=1

o [H(my 1 — my) — B (s +my)] o TH}
x{ILo{[(P — Ep(s +my_1))o (H(n—my,_1) — EH(S +m,_1))]U}
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) —Eu(s+m,_ 1)) oI}}...
+3(v = D{Io {[(P — Ey(s)) o (H(m) — Ex(s))]U}
— [P —E,(s)] o [H(m) — Eg(s)] o I}. (11.4.5)

Now let us define by ]\/'Z-(d)(u7 t) = {the number of memberships which
entered in state ¢ in the system and remain in 7 up to time ¢ having made
v transitions} and N9 (v, t) = [Nl(d)(y, t), NQ(d)(V, 13 N]Ed)(y, t)]. With
probabilistic argument we can prove that

E[N(v,1)] = N(0)E[D(v,,1)]
¢
+ > AT(m)[ro — B, ()] E[D(v,m,t — m)](11.4.6)
m=1
Relations (11.4.5), (11.4.6) provide a complete description of the evo-

lution of the expected population structure of the system in relation with
their duration in the state.

11.5 The Expected Population Structure with
Respect to the State Occupancy of a
Membership

In this section we will study the number of times a membership occupies
a specific state in a time interval. In many applications this aspect is
important in practice. In this respect let us define by

wi;(v,s,n)
= Pr{a membership of the system which entered in state i at time

s willenter state jon v occasions in the time period (s,s +n)}

Let ®(v, [,\) be the matrix the (i,j) element of which is the above
probability.
Now define by

fij(s,m)

= Pr{a membership of the system which entered in state i at time S

will enter state j for the first time at time n}
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Let F(s,n) = {fi;j(s,n)}ijes then it is clear that
E[@(, [,V = > EF,01=U=Y EF( 0] =EF ()]
(=\+oo h=0
(11.5.1)
Consider the expected value of the probability (see Figure 11.6) Pr{a

membership of the system which entered in state ¢ at time s will enter
for the first time in state j at time s 4+ mq, then will enter again for the
first time in state j at time s 4+ mao, ..., will enter again for the first time
since s +m,_1 in state j at time s+ m, which is the v-th time it enters
since time s and then will not enter again up to time s + n}.

FIGURE 11.6
Occupancy of state j for v times in the time interval (s,s+ n)

It can be proved that it is the (i, j)-element of the matrix

E[F(s,m1){E[F (s + m1,m2 — m1)[{E[F (s + ma, m3 —ma)]{...
~AE[F(s 4+ my_1,m, —my_1)|[E[F* (s +my,n—m,)] o1
olt...oI} oI}

= E[[[(F(s,m1,ma, ..., m,))). (11.5.2)
Now if we sum the above product for all possible values of the holding
times then we get

n—v+1l n—v+2 n

E@ws,n)]= > Y. .. >  E[[(F(smi,ms,....m)).

mi=1 mo=14+my my=14+m, _1
(11.5.3)
In order to complete the calculation of E[®(v,s,n)] we have to find

E[F(s,n)] for any value of n and s. However it can be easily seen that

E[F(s,n)] = ZE[]—"(u,s,n)] (11.5.4)
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and the probabilities E[F (v, s,n)] are calculated in Section 11.3.

In order to find the population structure with respect the number of
times a membership has visited its present state we define N ;w) (v, t) =
Pr{the number of memberships which entered state j on v occasions in
the time period (0,t)}.

Let N (1, 1) = [N (v, £), NS (0, 1), ..., N (v, £)] then with proba-
bilistic arguments we can prove that

EN® (v, )] = N(O)E[(/, [,\)]
+ 3 AT(m)[ro — B.(m)]E[@(v, m, t — m)](11.5.5)

where the expected values of the matrices E[®(0,s,n)], E[®(v,m,t —
m)] and E[F(v, s,n)], are given through relations (11.5.1), (11.5.3) and
(11.3.14), which completes the study of the evolution of the expected
structure of the system in relation with the number of times a member-
ship visited a specific state.

11.6 The Expected Population Structure with
Respect to the Counting Transition
Probabilities

The semi-Markov processes allows a distinction between the number of
time units that have passed and the number of transitions that have
occurred. Thus it is important to study not only the probability of
a membership being in each state at time ¢ but also the probability
distribution of the number of transitions made by that time. In this
respect let us define by

(bij (Vu S, n)
= Pr{amembershipwhichenteredstateiattimeswillmakev
transitionsinthetimeinterval(s, s + n)andbeinstate;]

attimes +n}

Now we define by ®(v,s,n) to be the matrix the (i, 7j)-element of
which is the probability ¢;;(v,s,n). We call the probabilities ®(v, s,n)
the counting transition probabilities of the P-NHSMS. Counting tran-
sition probabilities for NHSMS were studied by Papadopoulou (1997)
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using geometric transformations. In the present we will be interested in
finding the expected values E[®(v, s,n)] which are necessary in finding
the expected population structure in respect with counting transitions.

Consider the probability Pr{a membership of the system which entered
in state ¢ at time s will make v transitions at times s+my, s+ms, ..., s+n
and enter in state j at time s+ n}.

Then it can be proved that the expected value of the above probability
is the (4, j)-element of the matrix

{[P —E,(s)] o [H(ma) — B ()]}
x {[P —E,(s +m1)] o [H(mg —my) — Eg(s +my)]}...
AP = By (s +my )] o [H(my —my 1) — B s+ my )]}
H p(s +me_1)] o [H(m, —m_1) — B (s + m,_1)]}
(11.6.1)

with mg = 0 and m, = n.
With the above result as basis of our analysis of events we can prove
that

E[®(v,s,n)]
n—v+1 n—v+2 n—1 v R
o4 > b Y AP —Ep(s +mey))
mi=1 mo=14+m, my_1=14+m,_o r=1

o[H(m, — my_1)

— Eg(s+me_1)]}- E[W(s +my,n—m,)]

n—v+1 n—v+2 n—1
20> X
mi=1 mo=14+m1 my_1=14+m,_o

X {H{[P - Ep(s +mp_1)] o [H(m, —mp_1) — EH(S +my—1)]}

(11.6.2)

where my = 0 and m, = n, and from Vassiliou and Tsakiridou (1999)
we get that
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oo

EW(n,s)] = Y To{E[P(s)oH(m,s)U}

m=n+1
=Io{([P-Ey(s)]o Y [H(m)—Eu(s))U}
m=n+1

Now define by N\”(v,t) = {the number of memberships of the P-
NHSMS that are in state ¢ at time ¢ having made v transitions from their
entrance into the system} and N@ (v, ¢) = [N (v,t), N\ (v, 1), ...,
N,Edy)(u7 t)]. Then the expected population structure with respect the
number of transitions made up to time ¢ it can be proved that it is
given by

EN@ (v, )] = N(0) E[®(v, 0,n)]

(11.6.3)

where the expected value of the matrices E[®(v,0,n)], E[®(v, m,t—m)]
are given in (11.6.2). The relation apart from being the only one to
predict the memberships in each state in relation with the number of
transitions made up to time t is important in solving a large number of
problems in the theory of the P-NHSMS.

It is easy to see that

t

EN(t)] =Y EN®(v,1)].

v=0
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Characterizations of Some Exponential

Families Based on Survival Distributions
and Moments
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ABSTRACT Shanbhag (1972b) characterized a family of exponential
distributions via unimodality. With a minor modification in Shanbhag’s
argument, one can arrive at a characterization of a family of gamma
distributions, considering a-unimodality in place of unimodality. A dis-
crete version of the latter result has recently been obtained by Sapatinas
(1993, 1999). In the present paper, we give a unified approach to arrive
at the aforementioned results and certain of their variations. In the pro-
cess of doing this, we also show as to how these results are linked with
the results of Laha and Lukacs (1960), Shanbhag (1979), and Morris
(1982), as well as with a damage model introduced by Rao (1965).

Keywords and phrases Damage model, unimodality, a-unimodality,
a-monotonicity, Laha-Lukacs theorem, Shanbhag-Morris theorem, Rao-
Rubin theorem, Poisson, negative binomial distributions, power series
distribution, exponential family

12.1 Introduction

Khintcthine (1938) [also see Lukacs (1970, p. 92)] showed that a distri-
bution function F' on R is unimodal with vertex 0 if and only if a random
variable X with distribution function F' satisfies the relation

xLtvz, (12.1.1)

where U and Z are independent random variables such that U is uni-
formly distributed on (0,1). Olshen and Savage (1970) gave an extended
version of the characterization showing that (in the notation as above) F
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is a-unimodal, with a > 0, if and only if (12.1.1) with U/ in place of U
and U and Z satisfying the stated conditions holds. A discrete analogue
relative to distributions concentrated on {0, 1, ...} of a-unimodality has
recently been introduced by Steutel (1988); he defined an Ny-valued r.v.
X to be a-montone (discrete a-unimodal) where o > 0, if

x& yleoy,

where U is as defined above, Z is a nonnegative integer-valued r.v. in-
dependent of U, and the operator o is in the sense of Steutel and van
Harn (1979). The latter definition can easily be seen to be linked with a
damage model introduced by Rao (1965). Indeed, it follows that a dis-
tribution concentrated on {0, 1, ...} is a-unimodal in the sense of Steutel
if and only if it denotes, in a damage model, the distribution of the
resulting random variable when the original random variable (which is
nonnegative integer-valued) is subjected to a destructive process accord-
ing to the survival distribution

() ()
)
[Refer to Rao (1965) and M. B. Rao and Shanbhag (1982) for a precise
definition of a damage model]. The survival distribution in (12.1.2) is a
specialized version of the survival distribution considered by Shanbhag
(1977) to give a generalization of the celebrated Rao-Rubin theorem

(1964).
Shanbhag (1972b) showed, among other things, that for all 6 (in an
open interval)

Sz | 2) = , x=0,1,2,...,2;2=0,1,... . (12.1.2)

Xo L U 2, (12.1.3)
with U as uniformly distributed on (0,1) independently of Zy and the
distributions of Xy and Zy forming respectively certain exponential fam-
ilies, if and only if Xy or —Xy is exponentially distributed, with mean
of a specific form, for each 6. With a minor modification in the ar-
gument of Shanbhag, it follows that replacing, in (12.1.3), U by UY®
with a positive and independent of 6, one gets a characterization of a
gamma distribution with index « in place of that of an exponential dis-
tribution. Essentially a discrete analogue of the latter result, following
implicitly Shanbhag’s idea, has recently been given by Sapatinas (1993,
1999). [Incidentally, Alamastaz (1985) has extended yet another result
in Shanbhag (1972b), which is not directly linked with the results in
our paper; for a bibliography of the literature relevant to the Alamastaz
result, see Pakes (1992, 1994) and Rao and Shanbhag (1994, Chapter

6).]
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The purpose of the present paper is to unify and extend the aforemen-
tioned results of Shanbhag and Sapatinas, and show that these results
are linked with certain results of Laha and Lukacs (1960), Shanbhag
(1972a, 1979), and Morris (1982). In view of the observation that we
have made above concerning the a-unimodality in the discrete case, it
follows that the result of Sapatinas referred to is linked with a certain
result on damage models; we also arrive at variations of this latter result
of the type in Shanbhag and Clark (1972) and Patil and Ratnaparkhi
(1975, 1977).

12.2 An Auxiliary Lemma

The following lemma plays a crucial role in the present investigation.

LEMMA 12.2.1

Let {(a(0),5(0)) : 0 € ©} be a collection of 2-component real-vectors
such that there exist at least three points, 0y,01 and 02, in © such that
B(00), B(61) and B(02) are distinct. Also, let ¢;1,¢ia,¢i3,1 = 1,2, be real
numbers with c11 and co1 as positive and distinct. Then

exp{cﬂa(ﬁ)} = Cio + 6135(0) , 1=1,2; feoO (12.2.1)

if and only if c13 = co3 = 0, a(f) = ap on O for some number oy, and
exp{ciiap} = ¢iz,i = 1,2.

PROOF The “if” part of the lemma is obvious. To prove the “only if”
part of the lemma, it is sufficient if we show that under the assumptions
in the lemma, (12.1) holds only if ¢15 = ¢33 = 0. We do this, by
showing that if we assume that at least one of ¢;3s is nonzero, then we
are led to a contradiction. Indeed, If we have the assumption, then (12.1)
implies that «(#) has distinct values at 8 = 6y, 60, and 62, where 6y, 6,
and A, as in the statement of the lemma, and hence that both ¢13 and
co3 are nonzero. Assume then this is so. Without loss of generality, we
can assume that co; < ¢11, ¢13 > 0, and that 3(6y) is the smallest of
B(0o), 5(61) and B(02). Then (12.1) implies that

exp{ci1(a(f) — (o))} — 1 = ciz (B(0) — B(0o)) exp{—cina(bo)} ,
1= 1,2;90,91,92. (12.2.2)

Eq. (12.2), in turn, implies that () is the smallest of a(6y), a(61) and
a(f3) and that
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exp{ea(a(b) — a(fo))} -1

= sz exp{—(co1 — c11)a(0)} (exp{ci1(a(0) — a(Bp))} — 1) ,0

=60y, 01,0-. (12.2.3)
The function f defined by

(1 + x)Cm/Cll —1

f(x) = - , >0,

is strictly decreasing under our assumption that cg; < ¢11. (One of the
approaches to see this is that based on the binomial theorem because for

each , e
f(x):{(l—kx)(l_lix) ql_l}/m )

As (12.3) implies that f(z) at © = exp{c11(a(0;) — a(00)} —1,i=1,2,
are identical, we have a contradiction. Hence the lemma follows. |

12.3 Characterizations Based on Survival
Distributions

Let {(Xg, Zp) : 6 € ©} be a family of random vectors with © having at
least three points, such that for each 6, Xy and Zy have respectively the
distributions of the form

Fole)oc [ MOy, aeR,
(—00,7]

and
Ga)oc [ MO pa(ay), zeR,
(700,2]

where p1 and ps are o-finite measures defined on the Borel o-field of
R and A; and A are real functions on © with \; also as a one-to-one
function. Motivated by the link between the a-unimodality property and
the survival distribution of a certain type in a damage model, we now
establish the following theorems. These theorems extend the existing
characterizations of exponential families based on a-unimodality.
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THEOREM 12.3.1

Let {(Xo,Zp) : 0 € O} be a family of random vectors with nonnegative
integer-valued components such that both py and po are concentrated on
{0,1,...} with pa({0,1}¢) > 0. Also, let {a, : x =0,1,...} be a sequence
of positive real numbers. Then for all z with pa({z}) >0 and 6 € O,

P{Xg=x|Zy=2}= ij ,x=0,1,...,2, (12.3.1)
z

where A, = Zf:o a; ,2=0,1,..., if and only if, for all § € ©, Py{Xy <
Zy} =1, and, for all 6 € © and some 8 > 0,

P{Xg=x,Z9p =2} x a, (e)‘l(e)ﬂ)z , x=0,1,..,2; 2=0,1,... .
(12.3.2)

PROOF The “if” part follows easily. To prove the “only if” part, assume
that for all # € © the conditional distribution of Xy given Zy is as in the
statement of the theorem. Then there exists a function C' : @ — (0, 00)
such that

i e (0)2 ng}) = C(6) MO mzh) ,x=0,1,.., (12.3.3)

Ay

where A, =37 _ a,. From (12.4), we get that

a0z p2({z}) C(6) MO ( pm({z}) M0 ul({m—&—l})) ’

Ay Gy Gp41
z=0,1,... ,

and hence that

(2 (0) =21 (0))a pa({z}) _ c(6) (m({l“}) _M(0) i ({z + 1})) ’

A:c Ar+1
z=0,1,.. . (12.3.4)
Also, in view of the assumptions in the theorem including especially
that ug({0,1}€) > 0, it follows from (12.4) that ul(‘{x} > 0 at least for

x=0,1,2. (12.5), for z = 0, then implies that p({0}) oA (6) /Ll({l}) >0
on © and us({0}) > 0. In view of this, it follows “From (12.5) that
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L2020 L2({T})
A

_ (MZ({O})) (Ml({ﬂf}) _ M) M)

ao Qg Gr41
-1
X (“1({0}) — M) “1({1})) ,x=0,1,..; 0 €0O.(12.3.5)
Qg a1

For x = 1, 2, and inductively for x = k, k+ 1 with k as a positive integer,

(12.6) can be reduced to the form of (12.1) with a/(0) = A2(0) — A1 (0) and
~1

B(0) = M — M) %{f}) . Hence it follows from the lemma

that A2(0) = )\1(9) +c¢,0 € O, for some constant ¢, and that

oo uzfim}) _m2({0}) wm({a)) ,z=0,1,... (12.3.6)

x awul({o})

with {”1({x}) :x = 0,1,...} as a geometric sequence. From (12.11)
and (12.7), it is immediate that, for each 6 € ©, the joint distribution of
Xp and Zp is of the form in (12.12) with Pg(Xg <Zp=1 1

THEOREM 12.3.2

Let {(Xo,Zy) : 0 € O} be such that po has at least one positive support
point and p1 and ps are concentrated on Ry, and let a be a positive
real-valued continuous function on (0,00) such that it is integrable with
respect to Lebesgue measure on (0, ) for some, and hence all, x € (0, 00).
For all 6 € O, there exist versions of the conditional distributions of Xy
given Zy satisfying

1 forallz e Ry if 2=0

Po{Xg <z |Zg =Z}={ A(z)

A Jorallze (0,2] if 2 > 0, (12.3.7)

where A(x fo y)dy (and A(z) is defined in obvious way) if and only
if, for all 9 €0, Pg(O < Xo < Zp) = 1, and, for some positive number
B and oll 8 € ©, (Xy,Zy) has an absolutely continuous distribution
with probability density function of the following form (with respect to
Lebesgue measure on R ")

fo(z,2) < a(x) (e)‘l(g)ﬁ)z , x€(0,7], z€(0,00).

PROOF The “if” part of the assertion is obvious and to prove the “only
if” part of the assertion proceed as follows. (12.cl) implies that the re-
striction to (0, 00) of 1y is absolutely continuous with respect to Lebesgue
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measure with left continuous Radon-Nikodym derivative m; such that,
for each 0 € O,

e Aly))~* er2(0)y (dy)
my(z) = (K(0))" {a(x) Jiee | y)e)/\l(g)r ik } ;

z € (0,00). (12.3.8)

for some positive real-valued function K on ©. (12.c2) implies that for
each xg > 0 such that ps((xg,00)) > 0, the hazard measure relative to
the survival function

( /[ () e uz(dy)>

x (/ (A(y))~" e Mz(dy)> ;@ € (20,00),
[%0,00)

where the measure is as defined in Kotz and Shanbhag (1980), is such
that it is not independent of 6 while its value for each Borel set B of
Lebesgue measure zero is, for 8 € ©. This is impossible unless the restric-
tion to (0,7), where v = sup{z : * € supp[uz]} (in standard notation),
of us is absolutely continuous with respect to Lebesgue measure, with
its Radon-Nikodym derivative, ms, satisfying, for each 6 € ©, for almost
all x € (0,7),

—(A()) 7" % my(x)

— (/[ : (A(y))*l 20y #Q(dy)) (A(0) +g(z))  (12.3.9)

for some Borel measurable function g that is independent of 8. Appealing
to (12.c2) once more, one can see that, for each § € ©, for almost all

r € (0,7),

—(A(a) 7t PO iy (21) = K(0) m (@) (a2)) ™" (Ai(6) + g(2))-
(12.3.10)
(In the last two statements by “almost all”, we mean “almost all with
respect to Lebesgue measure”.)
Consequently, it follows that given 6y,0; € © with 0y # 61, we can
take mg in (12.c3) and (12.c4) to be such that
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maa) (@)™ (K (01)) 7" Qa0
(K (6))"" e(m(eo)—xlwo))x)
= (A1) — A1 (61)) ma(@)(a(x)) ™"

This, in turn, implies that we can choose mo and g in (12.¢3) and (12.c4)
to be left continuous, and that, with this choice, the equations referred
to hold for all # € © and = € (0,7). Understand by (12.c3) and (12.c4)
henceforth their new versions with g and ms left continuous. Given
any ¢ € (0,7), we can find xg,x; such that 0 < g < z; < z and
obtain from (12.c4), the expressions for exp{(A2(0) —A1(0))(x —xo)} and
exp{(X2(0) —A1(0)) (21 —x0)} as linear functions of (A1 (#)+g(zo))~* (on
noting that A;(0) + g(z¢) < 0) on ©. In view of the lemma, we get then
that A2(0) = A1(6) + ¢ for all § € © and some constant c¢. This, in turn,
implies, because of the validity of (12.c4) for all # € © and z € (0,7),
that, for some constant &, K(0)(\(6) + &) is independent of 6 on © and
g(x) =& for all z in (0,~). We have hence that (12.c¢3) with g = £ holds
for all z € (0,v) and 6 € O; this implies that v = co and

(A(z)) ™t 2O my(x) = n(0) MOFOT 1 e (0,7),0 € O,

(12.3.11)
for some function 7 on ©. (The relation between A;’s implies then that
7 is independent of @ on ©). Also, as K in (12.c2) is not identically
equal to a constant on O, it is clear that the ratio of the normalizing
functions of the two exponential families cannot be identically equal to
a constant on ©; this implies that pi({0}) = u2({0}) = 0. In view of
what we have proved, we can then claim that for each € ©, (Xy, Zp)
has an absolutely continuous distribution (w.r.t. Lebesgue measure) on
R% such that Pyp(0 < Xy < Zy) = 1 and it has a probability density
function of the form

fo(z,2) < a(x) (e’\l(o)ﬁ)z , x€(0,z2], z€(0,00),

with 3 as a positive constant. (5 here equals exp{{} where £ is as
in (12.c5).) Hence, we have the theorem.

REMARK If we take in Theorem 12.1, a, = (;a) (-1)*, . =0,1,..,
then the result reduces to that corresponding to a-unimodal distribu-
tions, extending the result of Sapatinas (1993, 1999). We can obtain
characterizations of several other discrete distribution families via the

property in the theorem, taking specific {a,}. In particular, if we take
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_ 1
az—ﬂa

x=0,1,..., we get the result with

(N gy

Pg{Xg =, Zg = CC} 0.8 1
x:

, x=0,1,...,2;2=0,1,...
Note that in this latter case, the marginal distribution of Xy is Py(e*(®) )
and that of Zy is such that

z

Pp{Zp = 2} x (Z ;) (e’\l(e) ﬂ)z , z2=0,1,..

x=0

REMARK In the case of a(r) = 2 1,2 € (0,00) with, a > 0, The-
orem 12.2 provides us with a characterization of a gamma distribution
family based on a-unimodality. In the notation used in the theorem, the
family that is characterized in this case has Xy ~ Ga(|A\1(6) +1log 3], @)
and Zy ~ Ga(|]A1(8) + log 8|, + 1) where A1 (0) + log8 < 0. We can
obviously use other forms of the function a(-) to characterize various
other dilstribution families with Xy having a well known distribution on
RJ’_.

REMARK In view of Theorems 12.1 and 12.2, it follows that it is not
possible to have {(Xy,Zp) : 6 € O} with pu;(Ry) > ¥, ua(—Ry) > F
for i« = 1,2 and the families of the conditional distributions {Py{Xy <
©,Zg <z | Xp>0,Zyg >0}, 2,2 € Ry : 0 € £} and of the conditional
distributions {Pp{—Xy < x,—Zyp < z | Xp < 0,7y < 0},2,2 € R, :
6 € £} are both of the form characterized in Theorems 12.1 or Theo-
rems 12.2. In particular, this implies that the characterization of gamma
distributions based on a-unimodality, mentioned in the introduction fol-
lows essentially as a corollary to Theorem 12.2. |

REMARK The characterization of gamma distributions referred to in
the introduction does not hold if (in the notation of the present section)
we take \;(0)|y| in place of \;(0)y for each of i = 1,2 in the definitions
of Fy and Gy. This is illustrated by the following example:

EXAMPLE

Let {(Xg, Zp) : 0 € (0,00)} be a family of random vectors with absolutely
continuous distributions (w.r.t. Lebesgue measure) on R* such that for
each 6, the corresponding density is given by

fe(g%z):{zg;zﬂxa—l e 0 1lif0<ar<zorz<az<O

otherwise,
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with & > 0 (and fixed). Note that we have here for each 8 € (0,00),
a random variable Uy independent of Zy such that it is uniformly dis-
tributed on (0,1) and

Xo L Uy 2.

Moreover, we have in the present case, for each 6 € (0,00), with the
notation used above,

x oa B B
B = [ st e Wy, aer

— 00

and

4 a+1
G = [ gyl e M dy, zeR
o 2T(a+1) :

REMARK The counter example given in the paper of Sapatinas (1999)
(i.e. in his Remark 2) is not valid. This is so because (in his notation)
for the P of the example, we have p = 0o, contradicting the parameter
space of G that is given in the paper. |

REMARK Instead of stating Sapatinas’s (1999) result in terms of power
series and modified power series families, one can restate it, with repa-
rameterization, in terms of exponential families concentrated on {0, 1,...}.
(Note that the point ‘0" may be excluded from the parameter space, as it
leads only to a degenerate member.) Also, the way Sapatinas’s theorem
is stated, it holds with “b; > 0 for some i > 2” deleted provided we
understanld that the case of Py{Xy = 0} =1 is excluded from consider-
ation.

REMARK Both Theorem 12.1 and 12.2 hold even when in place of the
condition that A\ is a one-to-one function, we take only that it has three
distinct values. However, this does not apply to the results given in the
next section (i.e. in Section 12.4).

12.4 Characterizations Based on Moments
The relations of the type

Xo L vz, 6co, (12.4.1)

and
XoL VoZy, 0€0, (12.4.2)
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where “o” is the operator referred to in the introduction, with V' € (0,1)
and as a random variable independent of Zjy, lead us to some versions
of the problems addressed by the next two theorems. Note that (12.42)
is equivalent to stating that for each 0, (Xp, Zp) is as in Rao’s (1965)
damage model with the survival distribution as mixed binomial with
the mixing distribution fixed. These results are in the spirit of those
given by Morris (1982) and Shanbhag (1979), and by Shanbhag and
Clark (1972), Patil and Ratnaparkhi (1975, 1977) and Sapatinas and
Aly (1994), respectively.

THEOREM 12.4.1

Let {(Xo,Zy) : 0 € O} be as mentioned in Section 12.8 before the state-
ment of Theorems 12.1, but, with at least one u; as nondegenerate, © as
an open interval, A1 as continuous and Ao such that

)\2(8):)\1(9)+C, fecoO
with ¢ as a constant. Further let 0 < co < ¢1. Then for all 6 € ©,
Eg(Xg) = c1 Eg(Zp) (12.4.3)

and

Ey(X3) = ca Eo(Z3) , (12.4.4)

if and only if ¢ < co, and, for a given 0y € O, (Xa,, Zg,) or (—Xay, —Zs,)
has its components to be gamma distributed with the same scale param-
eter and the index parameters as <LL=C2)

¢2) gpqg (=c2) respectively.

Cc2 761 Cc2 761

PROOF The “if” part follows easily because of the form of the distribu-
tions of Xy and Zy for each 8 € ©. To prove the “only if” part of the
theorem, assume that (12.43) and (12.44) are valid for all § € ©. There
is no loss of generality in assuming that A;(6) = 0. Define now

B:(6) :/R exp{Oz} p;(dz) ,i=1,2, 6€0O.

In view of the validity of (12.43) and (12.44) for all § € ©, it follows (in
the standard notation for the first and second derivatives) that

Bi6) _ . B(0)
Bi(0) — T Ba(6)

0co (12.4.5)

and that . .
50 _ B
Bir(6) ~ 7 pa(0)

Eq. (12.45) implies, in view of (12.46), that

feo . (12.4.6)
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g (s0) _ |so_(mo)
AiO)  \ ) H50)  \52(0)

— 1ﬂ1’<9>_1<ﬂ3(9)>2] 6eo.

ca P1(0) o \ Bu(0)
(12.4.7)
On simplifying (12.47) gives that
50 (40 e-¢ (BO)
_ M _ 1 _ 2~ G 1
Varo(Xo) = 5, 9) <51(9)> aler — e2) (m(@)
B CQ—C% 2
(= ooz [(EQ(XQ)) } ), 6¢o. (12.4.8)
Eq. (12.45) implies also that
B10) x (B:(00)" , 0. (12.4.9)

Essentially, in view of Morris (1982) or Rao and Shanbhag (1994; Corol-
lary 9.2.4) and the fact that one of the ;s is nondegenerate, the assertion
follows from (12.48) and (12.49). |

THEOREM 12.4.2
Let {(Xg,Zg) : 0 € ©}, c1 and co be as in Theorems 12.53. Then for all
0 €0,

E@(XQ(XQ - 1)) = CQEQ(Z@(Z@ — 1))
if and only if one of the following conditions holds:

(i) c2 > & and, for a given Oy € ©, (Xq,, Zp,) or

C1 (01 - Cz) C1 — C2
—Xo — 2 —Zp — 2
C2 — (] Cy — ¢

has its components to be negative binomially distributed with pa-
C1 (61—62)
czfcf ?

C1—C2 -
pa— ,p) respectively, for some

rameter vectors ( p) and (

p € (0,1).

©2001 CRC PressLLC



(i) c2 < & with 61551_022) and il o as integers, and, for a given
0o € O, Xy, and Zy, are bmommlly distributed with parameter

Cc1 (C] Cz)
le

€1—-C2

vectors ,p) and ( ,p) for some p € (0,1).

(iii) c2 = ¢} and, for a given 0y € ©, Xq, and Zp, are Poisson random
variables with expected values o and afcy respectively for some
a> 0.

PROOF The result follows essentially via the argument used to prove
Theorem 12.3. In this case, in place of (12.46) in the proof of the previous
theorem, we get

BiO) BiO) _  [B2(6)  Ba(6)
51(6) ﬁlw)‘C(ﬂz(a) w)) reo

Essentially the argument that led to (12.48), leads us in the present case
to

. Ca— C% 51 (9) ﬂl )
Varg(X) = ci(cr —c2) <ﬂ1(0)> Ai0) oo

The result then follows using the remainder of the argument of the proof
of the previous theorem. |

REMARK That the Morris (1982) result follows via the Laha-Lukacs
(1960) result is clear essentially from what appears in Shanbhag (1979).
I

REMARK In the light of Morris (1982) and Shanbhag (1972a, 1979),
some of the steps in the proof of Theorem 12.3 are routine. However,
for the sake of clarity, we have reproduced these here. Also, now it is
an exercise to identify the exponential families for which, for all § €
©, (12.43) in conjunction with

Eg(X§) = coEg(Z3) + csEg(Zp) + cu,

where ¢z, c3 and ¢4 are real numbers, holds; one is then essentially led
to the identification of the six exponential families (but for scale and
location changes) met in the characterizations given by Morris (1982)
and Shanbhag (1972a, 1979) respectively. |

REMARK In the case where Xy is a weighted random variable (i.e. a
random variable with a weighted distribution) relative to Zs for each 6 €
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O, with weight function independent of #, Theorems 12.3 and 12.4 imply
certain characterization results involving weighted distributions; these
results subsume some of the variations of the Rao-Rubin theorem (1964)
appearing in Shanbhag and Clark (1972) and Patil and Ratnaparkhi
(1975, 1977). 1
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Bivariate Distributions Compatible or
Nearly Compatible with Given
Conditional Information

Barry C. Arnold, Enrique Castillo, and José Maria Sarabia
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University of Cantabria, Santander, Spain

University of Cantabria, Santander, Spain

ABSTRACT Let (X,Y) denote a two dimensional discrete random
variable. Assume that exact or approximate statements are provided
with regard to the conditional distributions of X given Y and of Y given
X. This list of statements may be incompatible in the sense that no
joint distribution for (X,Y) will satisfy all the statements in the list.
Measurement of the degree of incompatibility and identification of most
nearly compatible distributions is discussed in the present paper.

Keywords and phrases Conditional specification, imprecise probabil-
ities, e-compatibility, Kullback-Leibler information, Markov chains

13.1 Introduction

Consider a two dimensional discrete random variable (X,Y’) with pos-
sible values z1,x2,...,z; and y1,¥ys,...,ys for X and Y respectively.
First, suppose that we are given two putative families of conditional
distributions: One of X given Y, namely

P(X::ci\Y:yj):aij, i:1,2,...,I, j:].,Q,...,J (13.1.1)
and one for Y given X, namely
PY=yj|X=ua;)=0b;, i=12,....,I, j=12,...,J (13.1.2)

The matrices A = (a;;) and B = (b;;) will be said to be compatible if
there exists a joint distribution P = (p;;) for (X,Y") whose corresponding
conditional distributions are given by A and B [i.e., by (13.1.1) and
(13.1.2)]. In the absence of compatibility, we wish to measure the degree
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of incompatibility and to produce an appropriate most-nearly compatible
distribution.

More generally we might be provided with imprecise specifications of
the conditional distributions of the form

a;; < P(X =mlY =y;) <aj}, 1=1,2,...,1, j=1,2,...,J (13.1.3)

and

byy SP(Y =y|X =a;) <bjy, i=1,2,...,1, j=1,2,...,J . (13.1.4)
Here again we will ask if the information given, i.e., (13.1.3) and (13.1.4),
is compatible. Specifically, does there exist a joint distribution P =
(psj) for (X,Y) satisfying (13.3) and (13.4)? Again, in the absence of
compatibility we will endeavor to measure the degree of incompatibility
and identify a suitable nearly compatible distribution.

Problems of this nature can be expected to arise from attempts to
elicit subjective probabilities by asking a series of questions about ac-
ceptability of bets. A fertile source of such examples is the arena of prior
identification in Bayesian analysis.

The precise specification problem, (13.1.1) and (13.1.2), has received
most attention in the literature. A broad spectrum of possible solutions
are available. Some will extend readily to cover the imprecise specifica-
tion scenario, others will not. We will briefly outline the nature of the
imprecise specification problem and a variety of possible approaches to
solution in Section 13.2. Section 13.3 will focus in more detail on the
precise specification case with appropriate indications regarding whether
and how the techniques can be modified to account for imprecise informa-
tion. In Section 13.4, a simple precise specification example is analysed
in detail to provide a sense of the different results that can be expected
from different approaches to the problem.

13.2 Imprecise Specification

Suppose that P = (p;;) is the joint distribution matrix for the random
variable (X,Y’). Each constraint in (13.1.3) and (13.1.4) can be rewritten
as a linear constraint involving the elements of P. For example the
constraint aj, < P(X = 21]Y = ys) is equivalent to:

I

a2 sz‘z —p12<0. (13.2.1)
i=1
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Let us arrange the elements of P in a long column vector (by stacking
the columns of P) denoted by p. Rewriting the 4 x I X J constraints in
a form analogous to (13.2.1), we seek a vector p such that

Ap<0 (13.2.2)

where A is a known matrix of dimension (4 x I x J) by (I x J). In
addition to (13.2.2) we require that p have nonnegative elements which
sum to 1. We do not include the conditions p > 0 and p’1 = 1 in our list
(13.2.2) because these conditions will be insisted on. We will however,
in many cases, have to be content with finding a vector p which almost
satisfies (13.2.2), to be called an almost compatible distribution.

The search for an almost compatible distribution can be viewed as a
problem of selecting p to minimize some measure of the degree to which
the constraints (13.2.2) are violated. Candidate objective functions in-
clude

4xIxJ
Di(p)= > (Ap)*, (13.2.3)
=1
Ds(p) = max(A;p)”, (13.2.4)
and 4xIxJ
Dap) = > [(Ap)*T*, (13.2.5)
=1

where A; denotes the i-th row of the coefficient matrix A. The attained
value of the objective function can, for each case, be viewed as a measure
of incompatibility of the given information.

Another approach to this problem involves the concept of e-compatibi-
lity introduced in Arnold, Castillo, and Sarabia (1999) in the context of
precise specification. The concept remains viable in the current context
and provides an alternative interpretation of the discrepancy measure
defined in terms of (13.2.4).

We say that information of the form Ap < 0 is e*-compatible if €* is
the smallest value of € such that the system

Ap—€e1 <0 (13.2.6)

has a solution p with p > 0 and p’1 = 1. In this formulation the
determination of €* can be viewed as a linear programming problem with
€ as the objective function and linear constraints (13.2.6) plus p > 0 and
p'l = 1. Of course, if €* turns out to be 0, the information Ap < 0 is
actually compatible.

Arnold, Castillo, and Sarabia (1999) also discussed a concept of
weighted e-compatibility which might be used if violations of the in-
equalities in (13.2.2) are judged to be of unequal importance. In this
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case our constraints (13.2.6) will be replaced by
Ap — cw'1 <0, (13.2.7)

where w is a known vector of suitable weights. Again, a simple linear
programming problem is to be solved. In practice, specification of an
appropriate weight vector may be too difficult and one would expect to
usually resort to the use of the unweighted constraints (13.2.6).

13.3 Precise Specification

First we remark that the material in Section 13.2 can be readily ad-
justed to handle the precise specification case by merely assuming that
aj; = aj; = a;; and by; = b}, = b;;, Vi, j. However in the special case of
precise specification, a variety of compatibility approaches have been dis-
cussed in the literature. There are thus many competitors to the distance
based approaches (13.2.3), (13.2.4), (13.2.5) and the e-compatibility ap-
proach, (13.2.6). Which compatibility measure is to be appropriately
used clearly depends on the proposed use of the most compatible dis-
tribution so determined. Another criterion which deserves attention is
ease of interpretability. Many of the competitors will be seen to be
mathematically attractive but not generally easy to interpret.

Some review of background material about compatible conditional dis-
tributions will be helpful.

Conditions for compatibility were provided in Arnold and Press (1989).
To be compatible, A and B, defined in (13.1.1) and (13.1.2) must have
the same incidence matrix, i.e., we must have a;; # 0 if and only if
bij # 0. A and B are then compatible if and only if there exist vectors
7 (of dimension I) and n (of dimension .J) with nonnegative elements
such that

Tibi; = njai5, Vi, 5 . (13.3.1)

If 7 and 1 are both normalized to have their coordinates sum to 1, then
we can identify them as representing the marginal distributions of X
and Y respectively, i.e., 7, = P(X = 14) and n; = P(Y = j). If we
consider A’B as the transition matrix of a Markov chain, a sufficient
condition for uniqueness of the solution to (13.3.1) is that the Markov
chain with transition matrix A’B be irreducible. Arnold and Gokhale
(1998b) discuss Markovian measures of incompatibility in some detail.
They observe that, whether A and B are compatible or not, two simple
Markov chains can be defined in terms of them. First an I-state chain
with transition matrix BA’ and second a J-state chain with transition
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matrix A’B. Denote the long run distribution of BA’ by p and the long
run distribution of A’B by v. The vectors p and v then satisfy

pw=uBA (13.3.2)

and
v=vA'B. (13.3.3)

If A and B are compatible then the solutions to (13.3.2) and (13.3.3)
will satisfy
/J,ibij = VjQyj Vi, g, (13.3.4)

i.e., they will provide solutions to (13.3.1). If A and B are not com-
patible, the difference between the left-hand and right-hand sides of the
equation (13.3.4), can be used to develop a measure of incompatibility.
Observe that the solutions to (13.3.2) and (13.3.3) are intimately re-
lated. Tt is always true that if g and v satisfy (13.3.2) and (13.3.3) then
pu = v A’ so that only one of the systems needs to be solved. Arnold and
Gokhale (1998b) suggest that a most nearly compatible distribution cor-
responding to A and B be defined as one with elements %(uibij +vja;),
and that the degree of incompatibility of A and B be measured by a
measure such as:

1 J
1
Ml = ﬁ Z Z(,uzb” - I/jaij)Z (1335)
i=1 j=1
1 I J
M2 = ﬁ Z |/J,Zb1] - l/jaij| (13.3.6)
i=1 j=1
I J
M3 = Z Z(Mlblj - l/jaij)Q . (1337)
=1 j=1

Not included in their list, but worthy of consideration is
M4 = H}E;X |/~L7,sz — Vjaij| . (1338)

If we define P, = (p;b;5) and P, = (v;a,;), then there is an attractive
alternative to %(PH—&—P,,) as a most-nearly compatible distribution. It can
be verified that P, and P, have identical marginals and we can search
for a matrix P* with those marginals such that the Kullback-Leibler
information distance between P* and P, equals that between P* and
P,. An iterative procedure for obtaining such a P* may be found in
Gokhale and Kullback (1978, p. 182).

©2001 CRC PressLLC



Several other measures of incompatibility, not involving the Markov
chains BA’ and A’B, were suggested by Arnold and Gokhale (1998a).
The following quadratic incompatibility measure was suggested.

I J
@ = min ZZ pij — aigp)* + (pij — bijpi)?] - (13.3.9)

The corresponding most nearly compatible matrix P would be Pg, the
choice of P for which the expression in (13.3.9) is minimized. The three
other measures suggested in the Arnold and Gokhale (1998a) paper were

I J
= mPan Zﬂpw - aijp-j| + |pij - bijpi~|] (13.3.10)
I J 3 iy
Q" =min 3" S l(ay; — P9)2 4 (b, — L2 (13.3.11)
P =11 D5 -
and
I J g
Q" =in 33l = P21+ oy = 22 (13:3.12)
i=1j=1 v

Corresponding most nearly compatible distributions Pg:, Pg» and Pg:»
are defined as values of P that minimize the respective right-hand sides
of (13.3.10)—(13.3.12).

A plausible approach would involve selection of a distribution P whose
conditional distributions are minimally distant from the distributions
given by A and B using some convenient measure of distance between
distributions. Criteria (13.3.10) and (13.3.11) are actually of this form.
An attractive alternative is to use the Kullback-Leibler information to
measure distance between distributions. From this viewpoint Arnold and
Gokhale (1998a) suggest choosing P to minimize the following objective
function

I J
ijP-j bijpi-

Z Z[aij log(w) + bi; log(]—p)] : (13.3.13)
Dij Dij

i=1 j=1

The distribution P* which minimizes (13.3.13) can be obtained by an
application of the Darroch-Ratcliff (1972) iterative scaling algorithm.

As remarked earlier, the concept of e-compatibility can be used in the
precise specification context. A clear advantage of e-compatibility is the
fact that it is readily adapted to handle imprecise formulations of A and
B, such is not the case for many of the other measures discussed in the
current section.
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In fact, in the precise specification context, Arnold, Castillo and Sara-
bia (1999) suggested 3 variant concepts of e-compatibility of putative
conditional distribution matrices A and B. They described weighted
e-compatibility, but for simplicity we only consider unweighted versions
here. The 3 options are:

Option 1: Minimize € subject to

Ipij — aijp.j| < € Vi, j
|pij — bijpi| <€ Vi, j
pi; >0 Vi j (13.3.14)
and 32,3 pij =1.

Option 2: Minimize € subject to

laijn; — bijmi| < €Vi,j
n; =0 vj
>0 Vi (13.3.15)

Zjnj =1
and Y .m=1.

Option 3: Minimize e subject to

I
|CLij Zbijk — b¢j7i| S € Vl,j
k=1

7> 0 Vi (13.3.16)

Option 1 will be recognizable as the version of e-compatibility introduced
in Section 13.2 of the present paper. Using Option 1, if the objective
function e is minimized by the choice (Py,€}) then we will say that A
and B are e]-compatible and a most nearly compatible matrix is given
by P;. Using Option 2, if the objective function € is minimized by the
choice (7(¥),n(?) €%) then we will say that A and B are e}-compatible
and a most nearly compatible matrix is given by P, with elements equal
to %(aijn?) + bijTi(Z)). Finally, using Option 3, if the objective function
¢ is minimized by the choice (7, €%) then we will say that A and B are
e3-compatible and a most nearly compatible matrix is given by P3 with

elements equal to %(aij Z£:1 bijlgg) + bijTi(g)).
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All of the measures of compatibility thus far discussed may be used to
quantify the compatibility of any A (with columns summing to 1) and
any B (with rows summing to 1). If every element of A and every element
of B is assumed to be strictly positive (the “positivity” assumption), then
several more measures of compatibility merit consideration. A and B will
be compatible (under a positivity assumption) if and only if their uniform
marginal representations [Mosteller (1968)], UM R(A) and UM R(B),
are the same. Consequently d(UMR(A),UMR(B)) for any distance
function d can be used as a compatibility measure. Under the positivity
assumption, A and B will also be compatible if and only if their cross
product ratios are equal. Following Arnold and Gokhale (1998b) we can
define a cross product ratio matrix corresponding to A to be a matrix
with elements

aijary/a;jar; (13.3.17)

Analogously we may define CPR(B) and a measure of compatibility is
provided by d(CPR(A), CPR(B)) for any distance function d.

The final criterion for measuring compatibility between A > 0 and
B > 0 is based on the compatibility condition introduced by Arnold
and Press (1989) [equation (13.3.1)]. If we define a matrix Cy to have
elements b;;/a;; and row normalize C; to make the rows sum to 1, then
the resulting matrix N will have identical rows if and only if A and B
are compatible. Analogously if we define C5 to have elements a;;/b;; and
column normalize C5 to have columns summing to 1, the resulting matrix
N®) will have identical columns if and only if A and B are compatible.
A related Kullback-Leibler measure of compatibility is then provided by

I
D= Y3 Aok )
=1 j=1
I J
+3°3 aP 1og () /nl) . (13.3.18)
i=1 j=1
where ﬁ(]l = 121 ln”) and 7 (2) = %Z;}:l ng) Of course other

measures of inhomogeneity of the rows of N7 and the columns of Ny can
be used if desired.
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13.4 An Example

Consider conditional distributional matrices A and B as follows:

11 11
4 3 2 2

- 11 | 1 2

A=| 1 3|, B=|3% 2 |. (13.4.1)
11 13
2 3 4 4

It is not difficult to verify that these are incompatible. We will use this
pair A, B to illustrate the spectrum of compatibility measures described
in the present paper and to illustrate the various most-nearly compatible
matrices P obtained using the different compatibility measures.

The long run distributions for the Markov chains BA’ and A'B are
respectively given by

13 24 (13.42)
v=|—,— 4.
37’ 37
and
(45 45 58 (13.43)
F=\1a8 148148 ) - -
Consequently
45 45
296 296
(mibis) = | 555 2% (13.4.4)
29 87
296 296
and
26 64
296 206
(I/jaij) = % % . (1345)
52 64
296 296

Since (u;bi;) # (v;a;;) we confirm the incompatibility of A and B. The
most nearly compatible distribution using the Markov chain approach is
then

71109
592 592
1
56 124
(2(/116” + I/jaij)> = 592 592 . (13.4.6)
81 151
592 592
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An alternative, chosen to have the same marginals as (13.4.4) and (13.4.5)
but to be equally distant from (13.4.4) and (13.4.5) in terms of Kullback-
Leibler distance is

35.40 54.60
P* = (1/296) | 28.33 61.67 | . (13.4.7)
40.27 75.73

The incompatibility measures (13.3.5)—(13.3) when applied to our exam-
ple (13.4.1) yield values of

M; = 0.004136 (13.4.8)
M, = 0.062162 (13.4.9)
M = 0.143809 (13.4.10)
M, = 0.077703 (13.4.11)

If we use incompatibility measures (13.3.9)—(13.3.12), which do not in-
volve the Markov chains A’B and BA’, the corresponding values for
example (13.4.1) are:

Q = 0.010 (13.4.12)
Q' =0.241 (13.4.13)
Q" =0.061 (13.4.14)

Q" = 1.157 (13.4.15)

The corresponding most nearly compatible matrices P are given by

0.119 0.194
Po =1 0.096 0.224 (13.4.16)
0.122 0.246

0.207 0.207
0.103 0.207
0.069 0.207

0.117 0.148
0.097 0.212
0.142 0.283

(13.4.17)

Py = (13.4.18)

and
0.001 0.001

0.130 0.261
0.152 0.455

Pom = , (13.4.19)

N—— ~— " ~—0
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where in the last two it has been assumed that p;; > 0.001, otherwise,
Q" and Q" are not well defined (division by zero). The Kullback-Leibler
measure of compatibility (13.3.13) yields a value of 0.0791, attained when
P is given by
0.11806 0.16282
P = | 0.09507 0.20403 | . (13.4.20)
0.14497 0.27505

Next we turn to the 3 variant forms of e-compatibility, (13.3.14)—(13.3.16).
Using Option 1 we find

€f = 0.03472 (13.4.21)
and
i 3
144 16
0.11806 0.18750
P=| & 2 |=/[ 00833 02222 |. (13.4.22)
0.13194 0.25694
1o 37
144 144
Option 2 yields
€5 = 0.069444 (13.4.23)
and
i 3
144 16
0.11806 0.18750
P=| & &£ | = 009259 02129 |, (13.4.24)
0.13194  0.25694
1o 37
144 144

while Option 3 results in

" = 0.076087 (13.4.25)
and 13 13
92 92
0.14130  0.14130
Ps=| & & = 010870 021739 |. (13.4.26)
0.09783  0.29348
BN
92 92

For completeness we will measure the compatibility of A and B using
the measures which involved a positivity assumption. First we need the
uniform marginal representations of A and B [as in (13.4.1)]. They are

0.1477 0.1857
UMR(A) = [ 0.1477 0.1857 (13.4.27)
0.2047 0.1287
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and
0.2152 0.1181

UMR(B)= | 0.1589 0.1745 . (13.4.28)
0.1259 0.2074

Incompatibility is once more confirmed, since UM R(A) # UM R(B).
A nearly compatible distribution P say Pyasgr is obtained by averaging
(13.4.27) and (13.4.28) and then adjusting this average to have marginals
v and p [given in (13.4.2) and (13.4.3)]. In this way we get

0.1194 0.1847
Pyur= | 00959 02082 | . (13.4.29)
0.1361 0.2558

Using a simple Euclidean distance measure between matrices, i.e.,

I J

d(C,D) = ZZ(Cij —di;)?,

i=1 j=1
we obtain as our measure of incompatibility
d(UMR(A),UMR(B)) = 0.147547 (13.4.30)

The cross-product ratio matrices corresponding to A and B are [recall
(13.3.17)]

05 1
CPR(A) = 05 1 (13.4.31)
1 1
and
3 1
CPR(B) = 1.5 1 . (13.4.32)
1 1

Our nearly compatible distribution Popgr is obtained by averaging
(13.4.31) and (13.4.32) and adjusting this average to have marginals
v and p [given by (13.4.2) and (13.4.3)]. Thus we obtain

0.1344 0.1696
Pepr=| 0.0948 0.2093 | . (13.4.33)
0.1221 0.2697

The corresponding measure of incompatibility, again using Euclidean
distance between matrices, is

d(CPR(A),CPR(B)) = 2.69 (13.4.34)
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Turning to the final incompatibility measure (13.3.18) we find

and

4)7  3)7

N, = 2/5 3/5 (13.4.35)
2/11 9/11
2/13 12/29

Ny= | 3/13 9/29 (13.4.36)
8/13 8/29

and consequently

D = 0.1837 + 0.1426 = 0.3263 .

Note that this last approach does not provide us with a most nearly
compatible P, it just provides a measure of compatibility.
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14

A Characterization of a Distribution
Arising from Absorption Sampling

Adrienne W. Kemp
University of St. Andrews, St. Andrews, Scotland

ABSTRACT The paper finds that the distribution arising from direct
absorption sampling is characterized as the distribution of U|U +V =m
where m is constant and U and V have respectively a ¢-binomial and a
Heine distribution with the same argument parameter. An application is
given concerning the total number of cases of employee misbehaviour in
two workplaces, given that there is underreporting in the first workplace.

Keywords and phrases Absorption distribution, g-binomial distribu-
tion, Heine distribution, basic hypergeometric series, g-series, visibility
bias, weighted distribution, weight function

14.1 Introduction

Absorption sampling and the absorption distribution have a long history
that dates back to the post 1939-1945 problem studied by Blomgqvist
(1952), Borenius (1953), and Zacks and Goldfarb (1966). It concerns the
number of individuals Y out of n who fail to cross a minefield containing
m mines, i.e. the number of particles absorbed when n particles pass
through a medium containing m absorption points. Dunkl (1981) studied
the equivalent problem of the number of typos Y that are found in n
scans of a manuscript containing m typos; see also Johnson and Kotz
(1969) and Johnson, Kotz, and Kemp (1992). Dunkl was the first person
to recognize the connection between the distribution and the theory of
g-hypergeometric functions, i.e. g-series.

Kemp (1998) recast the problem in terms of a closed population of m
endangered animals for which a captive breeding programme is planned.
She supposed that a fixed amount of effort is available each day for
searching for the animals, but that when an animal is found then the
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search is abandoned for the rest of that day. She assumed that the
animals have constant and independent probabilities of evading capture
such that the probability that a particular animal evades capture on a
particular day is ¢q. If a fixed number k of individuals is needed and
the variable of interest, X, is the number of search days in excess of k
that are required, then we have inverse absorption sampling. If a fixed
number n of search days is available and the variable of interest, Y, is the
number of individuals found, then we have direct absorption sampling,
as in the Blomqvist and Dunkl scenarios.

Other applications of absorption sampling include the flight of planes
past a number of potentially fatal missile launchers, scans of a computer
listing of commercial transactions for fraudulant transactions, and the
search by parents for the latest electronic toy when only a limited number
of such toys is produced. Rawlings (1997) has generalized the particle
absorption model in such a way that the integer restriction on m is
removed.

Kemp (1998) realized that the relationship between direct and inverse
absorption sampling is analogous to that between direct and inverse bi-
nomial sampling. She found that it is straightforward to obtain the
probability mass function (pmf) for inverse absorption sampling and
therefrom the pmf for direct absorption sampling. Initially the proba-
bility that the searcher locates one of the required items is 1 — ¢", but
with each subsequent successful search the probability of finding an item
is reduced, 1 —¢™ !, 1 —¢™ 2, etc. The probability generating function
(pgf) for X, the number of searches in excess of k that are required in
order to find a fixed number k of items, is therefore a convolution of &
geometric pgfs, each with support 0,1, ...,

k
e
Expansion via the ¢-binomial theorem gives
m. ,—1 k.
PI‘[XZLE] :qx(m—k-H) (q 1 4q )k(q ,Q)x’ z=0,1,.
(¢ 9)x

where (a;q)o = 1, (a:¢)s = (1 —a)(1 —ag)--- (1 —ag”™ '), 0 < g < L
As shown by Kemp (1998), the pmf for Y, the number of items found
given a fixed number n of searches, is then

., (14.1.2)

Pr[Y:y}:Pr[X+k:n+1|k:y+1]

Pr[last search is successful]

— q(n—y)(m—y) (1 — qm) e (1 — qm—y)(l — qy+1) e (1 — qn)
(1-q)-- Q=g ¥)(A—gm¥)
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(n—y)(m—y) @™ @)y (@ )y
(4:9)y
y:0717"'7min(m7n)- (1413)

=4q

b

Kemp found that the (direct) absorption distribution is log-concave
and unimodal and that it has an increasing failure rate. From (14.1.3)
the pgf is

Gy(s) =q""201(¢"", 4705 q,q2), (14.1.4)
where 4¢p(-) is Gasper and Rahman’s (1990) (G/R) definition of a basic
hypergeometric series (g-series):

a¢p(ai,.. GA,517~~ ,bBiq, 2)

al, (aa;q);7’ i@
Z Beds oty

The symmetry in m and n is an unexpected feature; we assume from
here onwards that m < n.

The purpose of this paper is to show that when m < n, m constant,
and U and V are independent, then Y ~ (U|U +V = m) has the
absorption distribution with pgf (14.1.4) if and only if U has a ¢g-binomial
distribution with parameters (A, ¢) and V has a Heine distribution with
parameters (n, A, ¢). The g-binomial distribution was introduced into the
literature by Kemp and Newton (1990) and Kemp and Kemp (1991). Tt

has the pgf
Go(q™™;—:1q,—02)
Gp(z) =1 14.1.5
5(2) 190(q~ "5 =3¢, —0) ( )
and pmf
1 (¢ q)u(—0)"

PriU =u| = . , u=0,1,...,n. (14.1.6
[ ] (=0g="q)n (4;9)u ( )

The Heine distribution was first studied by Benkherouf and Bather
(1988); see also Kemp (1992a,b). Its pgf is

Po(—; =3¢, —z)
Gu(z) =" 14.1.7
H( ) 0(;50(—;—;(], —1/’) ( )
and its pmf is
v(v—1)/2,/v
Pr[V =] = ! 4 ¥ v=0,1,.... (14.1.8)

(—1@s  (G@)y

An application of the characterization theorem is given in section 3.
It concerns the total number of cases of employee misbehaviour (e.g.
thefts, misuses of the Internet) in two workplaces belonging to the same
company, where the number of cases in each workplace has a Heine (A, q)
distribution but there is underreporting of cases in the first workplace.
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14.2 The Characterization Theorem

THEOREM 14.2.1
The distribution with pgf

Gy (z) =q™201(¢7", 47 ™;0;¢,q2)

(i.e. the absorption distribution with pgf (14.1.4)) is the distribution of
Y ~ (UJU +V =m), where m is a constant, m < n, and U and V are
independent, iff U has a g-binomial distribution with pgf (14.1.6) and V
has a Heine distribution with pgf (14.1.7), where § = = \.

PROOF If U and V are independent and have distributions (14.1.6) and
(8) respectively, with § = ¢ = A, then

PlU = u|lU +V =m)]
_ K71(q7";q)u(—)\)“ gm—w) (m=—u=1)/2 \m—u

(¢ 9)u (€ @) m—u
. (q—n; q>u(_1>u )\mqm(m—1)/2+u(u—1)/2+(1—m)u

=K

(4 9)u 1
(g™ @)u(=1) g/
(4 D)m
_ e AV q)u(a " 9
(@) (a3 0w

where K1 is the normalizing coefficient. The pgf for Y ~ (U|U +V =
m) is therefore

, u=20,1,...,m,

201(q7 "™, 7™ 05¢,q2)
201(¢7",¢7™; 054, q)
=q""201(¢7 ", 4705 q,q2),

Gy(Z) =

i.e. (14.1.4), by the g-Vandermonde theorem, G/R. (1.5.3). |

Patil and Seshadri’s (1964) theorem, as amended by Menon (1966),
provides a proof of the converse; see also Kagan, Linnik, and Rao (1973).
Let U and V be independent discrete random variables and set c(u, u +
v)=PrlU=u|U+V =u+v]. If

_clutv,u+v)c0,v)  h(u+v)

7(u,v) = c(u,u +v)c(v,v)  h(u)h(v) (142.1)

©2001 CRC PressLLC



where h(-) is a nonnegative function, then
f(u) = f(0)h(u)e™, and  g(v) = g(0)k(v)e™
where
0 < f(u) =Pr[U =u], 0 < g(v) =Pr[V =v], k(v) = h(v)c(0,v)/c(v,v),

and a is a constant. The proof of the theorem depends on the Cauchy
functional equation.

Suppose that Y ~ (U|U +V = m) has the pmf (14.1.3) for the ab-
sorption distribution and that m = min(m,n). Then

c(u,u+v) =PrlU =ulU+V =u+v=m]
g™ (" @)@ )

(¢ @)u
clu+v,u+v)=PrlU=u+v|U+V =u+v=m]

)

= (""" Qo
c(0,v) =Pr[U=0[U+V =v=m] =¢"",

c(v,v) =Pr[U =v|U+V =v=m] = (¢""""1q),

and hence
() = (@ " Qg x
’ g9 (g @) o (¢ @) u{ (6 @)u T X (@ )
@ QDu D (@@ (@@
(@ @ uto (™ Qu(=1)* (g7 q)u(=1)Y
From (14.2.1),
) = (L0
(45 Q)u
also
C(O,’U) B qnv B (_1)qu(v—1)/2
c(v,v)  (¢"vtLiq), (@75 q)v
Hence
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The pgf’s for U and V are therefore (14.1.6) and (8), respectively, with
0 =1 =e* =\, i.e. U has a ¢g-binomial distribution with parameters
(n, A, q) and support 0,1,...,n whilst V has a Heine distribution with
parameters (A, ¢) and support 0, 1,.. ..

14.3 An Application

Consider the number of events per employee (e.g. accidents, absen-
teeisms, thefts, misuses of the Internet), U* and V, in two different
workplaces that operate independently although they belong to the same
company. Let the distributions of the number of events per person in
the two workplaces have Heine distributions with the same parameters
A, q. Suppose now that events are underreported in the first workplace
with weight function

wu) =(1—¢")(1—¢" 1) (1-g" " )", u>0,

ie. w(0) = q"27 w(l) = (1 — ¢V, .., whn) = (1 —-q¢")(1 -
¢ 1) ...(1—¢q), w(u) = 0 for u > n. The outcome is that low counts are
sometimes ignored and high counts greater than n are ignored altogether.
This is a visibility bias process; it gives rise to the distribution with pmf

Pr[U = u] = w(u) Pr[U* = u]/Zw(u) Pr[U* = u], u=0,1,...,n

u>0

When the original distribution in the first workplace is Heine, then the
outcome distribution has the pmf
)\u u(u—1)/2

Pr[U = u] = C(¢" ", quq”("*“)— u=0,1,...,n,
o= N NS

u

; ] Ly e " (N
C 1 _ n u+1; u n(n—u)
N 7 v s e D e

u=0 u=0

_ (AT

by Heine’s theorem, G/R (1.3.2), giving
u u(u—1)/2( n—u+l. —nu N (g~ a).
Pr{l] = u] = A4 (""" @)ug ™™ SV U
(@ Du(=A"1@)n (40w 100(q™™; =3¢, —A)
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where ©u = 0,1,...,n. The number of reported events in the first work-
place, U, therefore has a g-binomial distribution.

If we assume that underreporting occurs only in the first workplace,
then the number of reported events in the second workplace, V', has the
Heine distribution with pmf

qv(vfl)/2 AV

Pr[V=0v]=——-—"—, v=0,1,.... (14.3.1)

(=N @)oo (€5 @)
Conditional on a given total number of reported events, m, in the two
workplaces, where m < n, it follows that the number of reported events
in the first workplace, U|U + V = m, has the absorption distribution
with pgf (14.1.4). Note that this is true even when m > n where n is

the parameter of the weight function.
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15

Refinements of Inequalities for Symmetric
Functions

Ingram Olkin
Stanford University, Stanford, CA

ABSTRACT The arithmetic-geometric mean inequality has motivated
many variations and generalizations. One extension, due to Ky Fan, is
an inequality of ratios of arithmetic means versus geometric means. Us-
ing a majorization argument we show that this inequality is a special
case of a general monotonicity result.

Keywords and phrases Majorization, Schur-convex functions, mono-
tonicity of means moments

The arithmetic-geometric mean inequality has perhaps motivated more
variations and extensions than any other inequality. One of these, due
to Ky Fan and reported in Beckenbach and Bellman (1961, p. 5), has
generated a life of its own.

Let x1,...,2, be a sequence of positive real numbers in the interval
(0,3], & = 1—;, i =1,...,n, and let the arithmetic, geometric and
harmonic means be denoted by

Anzzxi, Gn=1z", H, =
n

A =2 —nz/", H, =
n

The Ky Fan inequality asserts that

=< = (15.1.1)

:u‘IL

S~

!
with equality if and only if 1 = --- = x,,. There are many proofs of
(15.1.1) since it was first introduced. Beckenbach and Bellman (1961)
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indicate that (15.1.1) is a good candidate for a proof by forward or
backward induction. Wang and Wang (1984) show further that

‘ Q

- <=5 (15.1.2)

5| =
Q

!/
n
with equality if and only if ;1 = --- = x,. For another extension and
further references see Sandor and Trif (1999).

Inequalities (15.1.1) and (15.1.2) are suggestive of a hierarchy of in-
equalities. Define the generalized means

M(p) = (fo)w, M'(p) = (m>l/p, (15.1.3)

n n

then (15.1.1) and (15.1.2) state that

M(-1) _ M) _ M(Q1)
< < 15.1.4
(1) = W) = M) .
with equality if and only if 1 = -+ = z,,.
M(p)

Inequalities (15.1.4) are suggestlve of the stronger result that is
increasing in p, and we show below that this is indeed the case. In order
to motivate the proof we first discuss the proof of the simpler inequality
(15.1.1), as provided in Marshall and Olkin (1979, p. 97-98). The key
ingredients are the majorization ordering and the characterization of the
order-preserving functions, called Schur-convex functions.

DEFINITION 15.1.1
For w,y € R", wp) > ~++ 2 T[], Y = = Y}, © <y (read y

magjorizes x) if Z]f xp) < Z’f ya, k=1,....,n—1, 1 L) = > Yl -

There are a number of characterizations of Schur-convex functions.
One due to Schur in 1923 and enhanced by Ostrowski in 1952 [see Mar-
shall and Olkin (1979, p. 57)] is the following.

PROPOSITION 15.1.2

Let I C R be an open interval and let ¢ : I — R be continuously dif-
ferentiable. Necessary and sufficient conditions for ¢ to be Schur-convex
on I™ are (i) ¢ is symmetric on I"™, and (ii) Op(z)/0z; is decreasing in
i=1,...,n forall z; > --- > zp, z € I™.

To prove (15.1.1) we first show that on the set {2z : 0 < 2z < 3,¢ =

'7n}7

1
2
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o1 —=z)¥" Sax  An  G'n
o(x) = ST—0) /"= A Gn (15.1.5)

is symmetric and Schur-convex.
The symmetry is immediate. Schur-convexity is obtained by showing
that

dlogp(x)  Ologyp(z) 1 1 3 >0
8$1 8%2 n 12(1712) Il(lle) -

-1, o
because [2(1 — z)]” is decreasing in z € (0, 3].
Because Schur-convex functions preserve the majorization ordering,
and because
2T
)

n

(1, xn) = (Zy...,8), T=

it follows from (15.1.5) that

O(Tiy ooy pn) = 0(Z,...,T) =1,

which is inequality (15.1.1).

The following proposition is a result of Marshall, Olkin, and Proschan
(1967) on the monotonicity of the ratio of means [see also Marshall and
Olkin (1979, p. 130)].

PROPOSITION 15.1.3
Ifey >...>2x, >0,y; >0 and y;/x; is decreasing ini=1,...,n, and

Sxp =y, then
r= (21, ,Zn) < (Y1, Yn) = Y.

Furthermore, if w; >,0,> w; = 1, then

rN\ 1—7
W;T;
min = (E22) 20,
iY;
Iz
=t 15.1.6
Iy, r=20 ( )

18 increasing in T.

In the above context if x1 > -+ > x, > 0 and y; = &;, then y;/z; is
decreasing in i, so that g, (r) is increasing in r. The cases r = —1,0,1,
w; = -+ = w, = 1/n yields (15.1.4). The result of Wang and Wang
(1984) with weights also follows from (15.1.6).
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We review the essence of the proof of Proposition 15.1.3. A first step is
a characterization of majorization, that if z; > 0 and y; /x; is decreasing
ini=1,...,n,and > x; =Yy, that = is majorized by y:
= (Tiyeo oy Zn) < Wiy yYn) =Y.

If y; /x; is decreasing, then

1 1
— | (21, 2p) < — Y1y Un) - (15.1.7)
(m-) : = Y

Because p(z) = Yz} is Schur-convex for ¢ > 1, it follows from (15.1.7)
that

Tt rt
2 < 2 Ui . t>1 (15.1.8)
os5)t (2 wp)

Let t = 2, fix r and s such that |s| > |r|, rs > 0, then from (15.1.8)
with wy = ... = wy, that g(r) > g(s) if s > r > 0 and g(s) > g(r)
if s <r < 0. Because g is continuous at 0, we obtain (15.1.6). The
insertion of weights requires an additional argument [see Marshall and
Olkin (1979, p. 131)].

The majorization (15.1.1) shows that other functions could be used to
generate new inequalities. This follows from the fact that for convex g,

1 1
S gy o 0on) < 5= s (g gla))-

A more general continuous version of (15.1.5) can be obtained as fol-
lows. If F and G are probability distribution functions, F = 1 — F
and G = 1 — G are survival functions, such that F(0) = G(0) = 0 and
F~Y(p)/G~(p) is increasing in p, then

[ 2"dG(x) T
[ ardF (x)
is increasing in 7.
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16

General Occupancy Distributions

Ch. A. Charalambides
University of Athens, Athens, Greece

ABSTRACT Consider a supply of balls randomly distributed in n
distinguishable urns and assume that the number R of different kinds
of balls allocated in the n urns is a Poisson random variable. Further,
suppose that the number X of balls of any specific kind distributed in any
specific urn is a random variable with probability function ¢, = P(X =
x), z =0,1,2,.... The probability function and factorial moments of the
number K of occupied urns (by at least one ball each), given that R = r
different kinds of balls, among which R, = r, are of multiplicity y for
y=1,2,...,m, with ri+ro+- - -+r,, = r, are distributed in the n urns, are
deduced. They are expressed in terms of finite differences of the u-fold
convolution of ¢, x = 0,1, 2, .... Illustrating these results, the cases with
qz, x =0,1,2, ..., zero-one Bernoulli and geometric distributions, or more
generally binomial and negative binomial distributions, are presented.

Keywords and phrases Finite differences, random occupancy model,
committee problems

16.1 Introduction

In discrete probability theory many random phenomena can be described
in terms of urn models. This is an advantageous approach since urn
models can be easily visualized and are very flexible. In occupancy the-
ory, a collection of m balls of a general specification (17272 ...m"™),
where r; > 0 is the number of balls of multiplicity j, j = 1,2, ..., m, with
r1+2re+- - -+mr,, = m, are randomly distributed in n urns of a general
specification (11242 ... %) where u; > 0 is the number of urns of mul-
tiplicity ¢, ¢ = 1,2, ..., n, with u; +2us +- - - +nu,, = n. Further, the urns
may be of limited or unlimited capacity and the balls in the urns may
be ordered or unordered [cf. MacMahon (1960) and Riordan (1958)].
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Consider the particular case of n distinguishable urns (u; = n, u; = 0,
i=2,3,..,n) and let Z; be the number of balls distributed in the jth
urn, j = 1,2,...,n. The random variables Z;, j = 1,2,...,n are called
random occupancy numbers. The reduction of the joint distribution
of the random occupancy numbers Zi, Zs, ..., Z, to a joint conditional
distribution of independent random variables X, X5, ..., X,, given that
S, =X14+ Xo+---+ X,, = m is a powerful technique in the derivation
and study of the distribution of the number K; of urns occupied by ¢ balls
each. Barton and David (1959), considering a supply of balls randomly
distributed in n distinguishable urns and assuming that the number X of
balls distributed in any specific urn (X; = X, j = 1,2,...,n) is a random
variable obeying a Poisson, binomial or negative binomial law, derived
the probability function and the factorial moments of the number K of
empty urns, in these three cases, given that S,, = m; these distributions
are the classical, the restricted and the pseudo-contagious occupancy
distributions, respectively. It is worth noticing that the assumption that
X obeys a Poisson law is equivalent to the assumption that the m balls
distributed in the urns are distinguishable. Charalambides (1986, 1997)
derived, in the general case P(X = z) = ¢,, + = 0,1,2, ..., the prob-
ability function and factorial moments of the number K = n — Ky of
occupied urns and more generally of the number K; of urns occupied by
i balls each, given that S,, = m. Holst (1980), considering a supply of
r different kinds of balls randomly distributed in n distinguishable urns
and assuming that the number X; ; of balls of the ith kind distributed
in the jth urn is a random variable obeying a zero-one Bernoulli law
independent of i, derived a representation of the characteristic function
of the number K of empty urns, given that Y; = y; balls of the ith kind
are distributed in the n urns, ¢ = 1,2, ...,r. This representation is used
to study the asymptotic distribution of Ky when n — oo. Further, the
exact probability function and the factorial moments of K, given that
Yi =y, 1 =1,2,...,r, were deduced. The assumption that X; ; obeys a
zero-one Bernoulli law is equivalent to the assumption that the capacity
of each urn is limited to one ball from each kind.

In the present paper a general occupancy distribution is derived. More
precisely, a supply of balls randomly distributed in n distinguishable urns
is considered and the number R of different kinds of balls distributed in
the n urns is assumed to be a Poisson random variable. Further, it is
assumed that the number X of balls of any specific kind distributed in
any specific urn is a random variable with a general probability function
P(X =) = ¢z, x = 0,1,2,.... Then, the probability function and the
factorial moments of the number K of occupied urns, given that R = r
different kinds of balls, among which R, = r, are of multiplicity y for
y=12,...,m,withry4+re+---r,, =r, are distributed in the n urns, are
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deduced (Section 16.2). Further, some special occupancy distributions
are presented (Section 16.3).

16.2 A General Random Occupancy Model

Consider a supply of balls randomly distributed in n distinguishable
urns. Assume that the number R of different kinds of balls distributed
in the n urns is a Poisson random variable with probability function

)\7"
—A ',r—0,1,2,...(0<)\<oo). (16.2.1)

Further, suppose that the number X; ; of balls of the ith kind dis-
tributed in the jth urn is a random variable with known probability
function

P(X;j=12)=¢qs,2=0,1,2,...,7=1,2,...,n. (16.2.2)

Assuming that the occupancy of each urn is independent of the others,
the probability function of the number V; = X;1 + X2+ -+ Xin
of balls of the ith kind distributed in the n urns, P(Y; = y) = gy(n),
y=0,1,2,..., 2 =1,2,..., is given by the sum

gy, (n Z% Wain Qugps 0= 1,2, (16.2.3)

where the summation is extended over all integers x; ; > 0,7 =1,2,...,n
such that ;1 + 32+ -+ + 25, = y;. Also, the total number of balls
distributed in the n urns Sg = Y1+ Y5+ - -+ YR has a compound Poisson
distribution with probability generating function

Ps(t) = e M=Pr (01 py(¢ qu

y=0

Consider, in addition, the number R, of those variables among Y7, Y, ...,
YR that are equal to y, for y = 0,1,2,.... Clearly, R, is the number of
different kinds of balls of multiplicity y distributed in the n urns and
Z;O:O R, = R. Further, Ry, y = 0,1,2, ... are stochastically independent
random variables with Poisson probability function

)\ T
P(R, =) = e—m(mw, r=0,1,2,..,y=0,1,2,... (16.2.4)
: r.

and >32 yR, = Sg [cf Feller (1968, pp. 291-292)]. Note that the
assumptlon that R is the number of different kinds of balls distributed in
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the n urns implies Ry = 0. Also, if the total number of balls distributed
in the n urns is assumed to be Sg = m, then R,,11 =0, Ry42 =0, ....
The inverse is not necessarily true. In the sequel, this stochastic model
is referred as the general random occupancy model.

Under this stochastic model, let K be the number of occupied urns
(by at least one ball each) and

Pk = PE(T1,72, oy Ty T, M)
= P(K = k|R = T’Rl =T, R2 = r2a--->Rm = TM>7
k=1,2,...n (16.2.5)

with ri + 7o + -+ + 1y = 1. Also, with (u); =u(u—1)---(u—j+1)
the (descending) factorial of u of degree j, let

M) = N(j)(T1,T27~-.7Tm;T',’rL)
= E[(K)]|R =T R1 = TlaRQ = T2, 7Rm - Tm]a
J=12,.. (16.2.6)

The probability function (16.2.5) and its factorial moments (16.2.6) may
be expressed in terms of finite differences of the convolutions (16.2.1).
The derivation of these expressions is facilitated by the following lemma

LEMMA 16.2.1

Consider the general random occupancy model and assume that R = r
different kinds of balls, among which R, = ry are of multiplicity y for
y =12 ....m, withri +ro+---+ry = r, are randomly distributed
in n distinguishable urns. Let A; be the event that the jth urn remains
empty, 7 = 1,2,...,n. Then the events Ay, Ao, ..., A, are exchangeable
with

ey GFla(n = k)M ga(n = K))7 - g (n = B
P(AJI Ajz Ajk) [Ch (n)]“ [qz(n)]’r‘g .. [qm(n)]rm

(16.2.7)
for every k-combination {j1,j2,...,jx} of the n indices {1,2,...,n} and
k=1,2,...,n.

PROOF Note first that the event {R; = r1, Ry = ro, ..., Ry, = 74} given
the event R = r, with ry + 72 +--- 4+ r,,, = r, in addition to Ry = 0,
implies Ry41 = 0, Ryy2 = 0,.... Thus, on using (16.2.1) and (16.2.4)
and the independence of R,, y = 0,1,2, ..., it follows that
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P(Rl = Tl,R2 =T2,... Rm = 7"m|R = 7")

P(Ry = 0) HP = Ty) H P(R, =0)/P(R=r)
y=m+1
rl

= o a®m]"em)] - fgm ()]

7“1!7"2! te ’I“m!

Further, consider the number Z; = X;;, ., + X; .., + -+ X , of
balls of the ith kind distributed in the n — k urns {jg+1, Jk+2s - Jn}>
1= 1, 2, ceey where {jk+1;jk+2; ,]n} Q {1, 2, ...,Tl}f{jl,jg, ;]k} Then
P(Z,=2)=q.(n—k),2z=0,1,2,...,i=1,2,.... Assume that X, ; =
Xij, ==X =0,7=1,2,... and let U, be the number of those
variables among Z1, Zo, ..., Zr that are equal to z, for z =0,1,2,.... The
random variables U,, z = 0,1, 2, ... are stochastically independent with
Poisson probability function

PU, =u) = g (n—k) Agz(n = K)]"

: w=0,1,2..,2=01,2,..
u:

and Y07 U. = R, > 72, 2U. = Sg. Then the probability P(A;, A;, ---
Aj,) is equal to the conditional probability of the event

{X:;,=0,s=12,..,k, i=12,..,R, Uy =u,
Us = ugy oo, Upy = U }
with uy + ue + - -+ + u,, = 7, given the occurrence of the event
{R1=r1,Re=712,...,; Rppy =, R=1},
with r1 +7r9 + -+ 4+ r,, = r, which, in turn, is equal to
P(X;;,=0s=12,..,ki=12..,r,U1=7r1,..Up=rp|R=r1)
P(Ry=r,Ry=r9,... Rpy =1pn|R=17)

_ atla(n = F))" g2 (n = K)]"™ - g (n — k)"
[q1(n)]™ [ga(n)]™2 - - - [gm ()] '

Hence (16.2.7) is established. |

THEOREM 16.2.2
(a) Under the general random occupancy model, the conditional probabil-
ity pr = pr(r1, 72, ooy Tm; Ty that k urns are occupied, given that R =r
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different kinds of balls, among which R, = ry are of multiplicity y for
y=12....m, withry +ro+ -+ 1y =r, are randomly distributed in
n distinguishable urns, k =1,2,...,n, is given by

k,r(n—u) 1 T2 ... Tm
Dy = < n ) [Audo [fh(ru)] [Q2(TU)] [qmgU)] Ju=o (16.2.8)
k [ ()] [g2(n)]™ - - [gm (n)] "
(b) The jth factorial moment p;y = ) (r1,72, oo, Tms Ty m), § = 1,2, ...,
of the probability function pi, k =1,2,...,n, is given by

(23,967 g (w)]" [a2 ()] -+ [gin (W)] "™ Juniy
[ ()] a2 ()] - [gm ()] '

piy = (n); (16.2.9)

PROOF (a) Consider the general random occupancy model and assume
that R = r different kinds of balls, among which R, = r, are of mul-
tiplicity y for y = 1,2,...,m, with ry + 79 + --- 4+ 7,, = r, are ran-
domly distributed in n distinguishable urns. Let A; be the event that
the jth urn remains empty, j = 1,2,...,n. The conditional probability
pr = pi(r1,72, .oy rm; 7, n) that k urns are occupied is equal to the prob-
ability that exactly n —k among the n events Ay, As, ..., A, occur. Thus,
on using the inclusion and exclusion principle and since, by Lemma 2.1,
the events Ay, As, ..., A,, are exchangeable, it follows that

Pr = (nﬁk> i: (—1) (nﬁs) P(Aj Aj, - 45,)

s=n—k

= (") ijH)H (’“) a5l G))" [ G - g ()™

k J [ ()] [g2(n)]72 - - - [gm ()]

=0

The last expression implies (16.2.8).
(b) The ith binomial moment

V(i K
W —F [( o ) |[R=1,Ry =r1,Ro =19y, Ry = '
7!

of the number K of empty urns is equal to the conditional probability
that any 4 urns remain empty given that R = r different kinds of balls,
among which R, = r, are of multiplicity y for y = 1,2,...,m, with
ry+ry+ -+ 7, =r, are randomly distributed in the n urns. Thus, by
(16.2.7),

W) _ ( n ) 65'[91(n = )" lga(n = D] -+ [gm(n = D)™

il i [ ()] [g2(n)]72 - - - [gm ()]

Since
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ni) = E(K)j|R=r,Ri =71, R =12, ..., Rppy = 7]

E[(n — Ko)j|[R=1r,R1 =11,Roy =72, ..., Ry = 5]
(—1)E([Ko —nlj|R =71, R1 =11, Ry = 72, .., Ry = 1)
(=1

1 jI/[j] (n),
on using the expression [Charalambides (1986)]
! i_dV((m—i
vai(m) =D (17 ( j—i )””)
i=0 ’

it follows that

, : g5 a1 (n — )] [g2(n — )] - [gm(n — )]
Hey = JZ ( ) a1 ()] [g2(n)]™2 - [gm ()] '

i=

The last expression implies (16.2.9).
An interesting corollary of Theorem 16.2.1 is deduced when it is as-
sumed that R =7 and R, =7, R, =0,y #s. |

COROLLARY 16.2.3
(a) Under the general random occupancy model, the conditional proba-
bility pi(s;r,m) that k urns are occupied, given that s balls from each of

r kinds are distributed in the n distinguishable urns, k = 1,2,...,n, is
given by
[Akge "™ gs ()] Juzo
pr(s;ryn) = ( ) - . (16.2.10)
k [gs(n)]

(b) The jth factorial moment ;) (s;r,n), j = 1,2, ..., of the probability
function p(s;r,m), k=1,2,...,n, is given by

eommy — (. 18590l (W] Tz
pi) (s:7,m) = (n); OL :
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16.3 Special Occupancy Distributions
16.3.1 Geometric Probabilities

Assume that the number X of balls of any specific kind distributed in
any specific urn obeys a geometric distribution with

G = P(X =2)=p¢*,2=0,1,2,... (q=1—p, 0<p<1).
Its u-fold convolution obeys a negative binomial distribution with

ut+y—1

Yg¥ oy =0,1,2, ...
y )pqy

Then, according to Lemma 16.2.1, the conditional probability that k
specified urns remain empty given that R = r different kinds of balls,
among which R, = r, are of multiplicity y for y = 1,2,...,m, with
ry+re+---+ 1, = r, are randomly distributed in n distinguishable

urns, k= 1,2,...,n, is given by
mo oy —k+y—1\"
i ( )

=1 Y
P(Alej’z"'Ajk):y m nty—1 Ty
()
y=1 Y

Therefore, the general random occupancy model, with the assumption

of geometric probabilities, is equivalent to the occupancy model, where

a fixed number m of balls of the general specification (17272 ... m"™),

with ry +2r9 + - +mry,, =m, ry +ro + -+ + r,, = r, are randomly

distributed in n distinguishable urns [cf Riordan (1958, Chapter 5)].
Thus, by Theorem 16.2.2, the occupancy probability function

prp=PK=klR=r,Ri=r1,Ryo=72,.. Ry =rm), k=1,2,...n

is given by
Akﬁ<u+yl>
(1)~
Pr =
k m o nty—1
i)
j+y—1)”‘
Yy

y=1
Yy

(16.3.1)

s ﬁ:ls
7 N

“()xe ()

<
Il
—_
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The closely related occupancy probability function of the number K of
empty urns, under the occupancy model where a fixed number m of balls
of the general specification (17272 - .- m"™) with r4 +2ro 4 - +mr,, =
m, ry +re+---+r, =r, are randomly distributed in n distinguishable
urns, was derived by Riordan (1958, p. 96).

The jth factorial moment

M(g) = E[(K)]|R =T, R1 = 7"1,R2 = 7’2,...7Rm = Tm],j = 1,2,...

is given by

107
)
)

-3

a ﬁ
- o0 (7) iy

. (16.3.2)

In particular, by Corollary 16.2.3, the conditional probability p(s;r,n),
k=1,2,...,n, that k urns are occupied, given that s balls from each of
r kinds are distributed in n distinguishable urns, is given by

w(ut+s—1Y
= (3) Ei}

1\
_ (Z) zk:(_l)k—j (?) (iJr‘Z) (16.3.3)

=y

The jth factorial moment ju¢;y(s;7r,n), j = 1,2,...,n, of this distribution
is

Hiy(simm) = (n); <”+s—1>r 3
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4 n—j+it+ts—1\"
= (n); zj:(—l)jﬂ- <Z> ( j u )

= n+s—1
s

The following two remarks concerning extensions of and/or imposition
of restrictions on this random occupancy model are worth noting. The
replacement of the assumption that the number X obeys a geometric
distribution by the assumption that it obeys the more general negative
binomial distribution with

quP(X=$)=<

(16.3.4)

s+x—1

S x _
" )pq,x—O,l,Z,...,

divides each urn into s distinguishable compartments. In this case

su+y—1 su
qy<u>=P<Y:y>=( y >p & y=0,1,2,..

Y
and
AF ﬁ <Su—|—y_]_)7"y
AL
Pk = I — .
I1 <Sn+y—1)
y=1 Yy
n\y k ﬁ1<su+yyl>’
- - k_] y= D
(k);( 1) (j) 1@[ <Sn+y1>ry (16.3.5)
y=1 Yy
with
A Su—|—y_1>ru
iynl( Y .
o = (s ﬁ (sn+y—1) Y
y=1 Y
T CRARIEa .
J
=i [T y=L y
(n)J;( 1) (2> ﬁ (Sn—f—y_l)%
y=1 y
(16.3.6)
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Further, a restriction on the capacity of each urn or each compartment
can be expressed by choosing a suitable truncated version of the distri-
bution of X. Thus, the assumption of geometric probabilities truncated
to the right at the point s, that is, with

G =PX=2)=(1- q5+1)71pqz,x =0,1,2,...,s,
whence
qy(u) = P(Y = y) = L(y,u,s)(1 — ¢"*") "p“q¥,y = 0,1,2, ..., su

where

L(y,u,s):zu:(—l)j ( ;L ) ( u+y*l;7‘(_sl+1)*1 )7

J=0

imposes the restriction that the capacity of each urn is limited to s
balls from each kind. The corresponding occupancy distribution can be
similarly deduced.

Example 1

Formation of committees from grouped candidates. Assume that there
are m vacant positions on r committees. More specifically r, > 0 com-
mittees have y vacant positions, y = 1,2,...,m, so that r; + 2ry +--- +
mry, =m and r{ + 79 + - - - + r,, = r. Further, assume that for these m
positions there are m priority-ordered nominations by each of n different
groups. In a random selection of the m members of the r committees,
find the probability that k of the n groups are represented on at least
one committee [cf. Johnson and Kotz (1977, Chapter 3)].

The m vacant positions on the » committees may be considered as m
balls of the specification (171272 ---m"™), with r1 + 2ro + -+ + mry, =
m, r1 + 719 + -+ + 1y = r, and the n different groups of candidates
as n distinguishable urns. Thus, the placement of a ball of the ith
kind to the jth urn corresponds to the selection of the jth group to
occupy a position on the ith committee. Since it is assumed that the
nominations are priority-ordered, the selection of the jth group uniquely
determines the candidate who occupies a position on the ith committee.
Further, there is no restriction on the number of balls of same kind that
each urn may accommodate. Therefore the probability that & of the n
groups are represented on at least one committee is given by (16.3.1).
In the particular case of the formation of r committees each of size s,
the probability that k of the n groups are represented on at least one
committee is given by (16.3.3). [
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16.3.2 Bernoulli Probabilities

Assume that the number X of balls of any specific kind distributed in
any specific urn obeys a zero-one Bernoulli distribution with

Ge=P(X=2)=p"¢""2=0,1(¢g=1-p,0<p<1).
Its u-fold convolution obeys a binomial distribution with

u

0w =P =)=

) pyqu_y) y = 07 1’ ""u'

Then, according to Lemma 16.2.1, the conditional probability that k
specified urns remain empty given that R = r different kinds of balls,
among which R, = ry are of multiplicity y for y = 1,2,...,m, with
rr+7re+---+1r, =r, are randomly distributed in n distinguishable
urns, k = 1,2,...,n, is given by

=1
P(AlejQ"'Ajk): Y ooy n Ty

Therefore, the general random occupancy model, with the assumption
of Bernoulli probabilities, is equivalent to the occupancy model where
a fixed number m of balls of the general specification (17272 ... m"™),
with ry +2r9 + - +mry,, = m, r1 +r2 + -+ + 1, = r, are randomly
distributed in n distinguishable urns, each of capacity limited to one ball
from each kind.

Thus, by Theorem 16.2.2, the occupancy probability function is given
by

(16.3.7)

Its jth factorial moment is given by
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i (1))
fiy)

| mo =i\
— (n); zj:(_l)j—i <Z> y=1 ( Y ) . (16.3.8)

—~ m n ) Ty
yl;ll (y

In particular, by Corollary 16.2.3, the conditional probability pg (s;r, n)
that k£ urns are occupied, given that s balls from each of r kinds are dis-
tributed in n distinguishable urns, each of capacity limited to one ball
from each kind, is given by

u=n—j

1)y = (n);

3 (16.3.9)
| (%)
and
pij) (s;mm) = (n); [Ai <53 L‘”ﬂ
O
= (s zj:(_l)jii <]z) <n_§+z> (16.3.10)

=
i=0 n

S
As in the case of the random occupancy model with geometric prob-

abilities, extensions of and/or imposition of restrictions on this random
occupancy model can be achieved by assuming that X obeys a binomial
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or a suitable truncated binomial distribution. Notice that the assump-
tion that X obeys the binomial distribution

4w = < j: )qus‘”,x=0,1,27-~-78(q=1—P>0<P< 1)

corresponds to the assumption that each urn is divided into s distin-
guishable compartments each with capacity limited to one ball. In this
case

qy(u) = ( Su >pyqsu—y7 y=0,1,2,...,5u

Y
and
x m su Ty
n B yl;ll ( Y ) 1 0
Pr = (k) m sn Ty =
k i (4)"
— n _1\k—J k y=1 Yy
- (0;( 1) <]> . (Snyy, (16.3.11)
y=1 Yy
with
j m su Ty
wfi ()]
pigy = (n); ﬁ (sn) T
y=1 Y
il (S(H—JH)) !
= (n); ) (1)~ (Z) R ! - (16.3.12)
= yl;Il ( Yy )
Example 2

Formation of committees from individual candidates. As in Example
16.3.1, assume that there are m vacant positions on r committees, among
which ry; > 0 committees have y vacant positions, y = 1,2, ...,m, so that
ri+2ro+---+mr,, = mand ri+ro+---+1r, = r. Further, assume that
for these m positions there are n individual nominations. In a random
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selection of the m members of the r committees, find the probability
that k of the n candidates will participate to at least one committee [cf
Johnson and Kotz (1977, Chapter 3)].

As in Example 16.3.1, the m vacant positions on the r committees
may be considered as m balls of the specification (17272 -..m"™)  with
r4+2ro+---4+mrp, =m,r1 +r2+ -+ 1, =1, and the n individual
candidates as n distinguishable urns. Thus, the placement of a ball of the
1th kind to the jth urn corresponds to the selection of the jth candidate
for a position on the ith committee. We assume that no candidate can
be selected to more than one positions of the same committee, while it
can participate in more than one committee. This assumption implies
that each cell may accommodate at most one object from each kind.
Consequently, the probability that & of the n candidates will participate
to at least one committee is given by (16.3.7). In the particular case
of the formation of r committees each of size s, the probability that &
of the n candidates are represented on at least one committee is given
by (16.3.9). It is worth noticing that this committee problem can be
rephrased as a multiple capture-recapture problem [cf Holst (1980)]. The
probability function of the number of different individuals observed in
the census, which was also derived by Berg (1974), is given by (16.3.7).

I

Example 3

Formation of committees from grouped candidates with unordered nom-
inations. As in Example 16.3.1, assume that there are m vacant po-
sitions on r committees, among which r, > 0 committees have y va-
cant positions, y = 1,2,...,m, so that r; + 2rs + -+ + mr,, = m and
rit+roto+ry =1

Further, suppose that for the m positions there are s unordered nomi-
nations by each of n different groups. In a random selection of the m
members of the r committees, find the probability that k of the n groups
are represented on at least one committee.

In this case the n different groups each with s nominations may be
considered as n distinguishable urns each with s distinguishable com-
partments of capacity limited to one ball. Then the probability that &
of the n groups are represented on at least one committee is given by
(16.3.11). [0
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A Skew t Distribution

M. C. Jones
The Open University, Milton Keynes, UK

ABSTRACT 1 first consider the formulation and properties of a new
skew family of distributions on the real line which includes the (symmet-
ric) Student ¢ distributions as special cases. The family can be obtained
through a simple generalization of a representation of the ¢ distribution
in Cacoullos (1965). I go on to explore briefly two ways in which bivariate
distributions with skew ¢ marginals can be developed.

Keywords and phrases Beta distribution, Dirichlet distribution, mul-
tivariate t and beta distributions, skewness, Student ¢ distribution

17.1 Introduction

Before I embark on the paper proper, I must record my pleasure at being
able to attend and enjoy the conference and to contribute to this volume
in honour of Professor Cacoullos. Quite a lot of my own work has built
on seminal papers of Professor Cacoullos from the 1960s. In particular,
given my own emphasis over the years on kernel smoothing methodol-
ogy [e.g. Wand and Jones (1995)], the reader might have expected me
to take as my starting point Cacoullos (1966), the first paper on multi-
variate kernel density estimation. However, the current paper actually
has links with a quite different source, namely Cacoullos (1965). (I am
pleased that Professor Politis spoke at the conference on multivariate
kernel density estimation!).

A fuller title for this paper might be “A New Univariate Skew ¢ Dis-
tribution and Some Bivariate Extensions”. Its primary purpose is to
provide a family of distributions with support the whole real line that
includes members with nonzero skewness but also includes the symmet-
ric Student ¢ distributions as special cases. The reasons for this exercise
are twofold: to provide distributions with both skewness and heavy tails
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for use in robustness studies (both frequentist and Bayesian); and to
provide further models for data. The second purpose of the paper is to
outline briefly two extensions of the skew ¢ distribution to the bivariate
case.

At the time of the conference, a fuller account of the new skew ¢ family
could be found in my unpublished manuscript “A Skew Extension of the
t Distribution”. Since then, it has been decided — in collaboration with
a colleague — to add a number of things to that paper, particularly to
do with inference and a number of data applications of the distribution,
and the new, in preparation, version will be referred to as Jones and
Faddy (2000).

A plan of the current paper is as follows. The new (univariate) skew
t distribution will be derived in Section 17.2. Some of its properties will
be presented in Section 17.3. A first bivariate extension of the skew t
distribution will be outlined in Section 17.4 and a second, quite different,
bivariate extension will be outlined in Section 17.5. The figures in the
paper were prepared using the UNIRAS graphics system in FORTRAN.

17.2 Derviation of Skew ¢ Density

Let us proceed by analogy with the beta distribution. Consider as a
starting point the symmetric beta distribution on [—1, 1]. (Readers more
familiar with the beta distribution residing on [0, 1] simply need to apply
a linear transformation to change support.) The symmetric beta distri-
bution is one in which the two parameters of the Beta(a, b) distribution
are equal (to a, say). The distribution is symmetric about zero, with
density proportional to (1 —22)2~1. (In fact, it forms a family of kernels
for univariate kernel estimation!)

Now, factorise 1 — 22 into (1 + x)(1 — x). Power each factor up.
But why should each factor have the same power? Why not give each
factor a different power? Doing so gives a density proportional to (1 +
x)*~1(1 —)"~! which is precisely the usual beta distribution on [—1,1].
We have succeeded in going from a symmetric starting point to a more
general skew family encompassing the symmetric distribution by a little
mathematical sleight of hand! But we have not yet succeeded in coming
up with something new.

However, we can apply much the same trick to the ¢ distribution.
In our teaching, we tend to shy away from giving the ¢ density, and
this prompted one Open University student to state that it must be so
horrific that we don’t write it down! However, as the beta distribution
is essentially based on 1 — 22, so the horrific ¢ distribution is essentially
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based on 1+x2. In fact, I will write the t density on 2a degrees of freedom
(for convenience) as being proportional to (1 + 22/(2a))~(¢+1/2) 2 € R.
Now factorise this. No, I shan’t venture into complex numbers. Instead,

write L
2\~ x?
1+2) =1
( + Qa) 2a + 22

which factorises into

(o ) (- sem)

Each of these can be given different powers a + 1/2 and b+ 1/2 so that,
with a simple rescaling taking 2a to a + b for clarity, we have a density
f(z; a,b) proportional to

- a+1/2 - bi1/2
(1 + ) (1 _ ) L ar2)
va+b+ x? va—+b+ x?

This is the proposal for a skew ¢ distribution. Its normalising factor is
tractable and turns out to be

{B(a,b)Va+ b 20t0=11~1

where B(,-) is the beta function. When a = b, f reduces to the ¢ distri-
bution on 2a degrees of freedom. Note also that f(x;b,a) = f(—x;a,b).

Again, this all seems to be just so much mathematical legerdemain.
Well, there is an alternative way of deriving distribution (17.2.1). It is
by transformation of a beta random variable. To this end, if B has the
Beta(a, b) distribution on [—1, 1], then

T— va+bB
RViE

has the skew ¢ distribution (17.2.1).
And this is the link with Cacoullos (1965) because formula (17.2.2)

can also be written in terms of a pair (X,Y’) of independent x? random
variables with 2a and 2b degrees of freedom, respectively:

(17.2.2)

Va+b (X -Y)
WXY

Cacoullos (1965) is the paper setting out the special case of this relation-
ship between a symmetric ¢t random variable and a pair of independent

T = (17.2.3)
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chi-squares with the same degrees of freedom, say 2a, or equivalently
by writing F' = X/Y which has the F distribution on 2a,2a degrees of
freedom and of which the right-hand side of (17.2.3) is a simple func-
tion. Cacoullos (1965) remains very important as the paper setting out
the relationship in the symmetric case, although it may well have been
known to others beforehand. In a corrigendum to the paper, Professor
Pratt, the journal editor, remarks “The editor is beginning to think he
and the six or so experts he consulted are alone in not having been aware
of this relation”. I hope that I and the few people who have heard me
talk on this subject are not alone in not being aware of the generalised
relationship (17.2.3) and hence the skew ¢ distribution!
Cacoullos (1999) generalises his 1965 paper in a different way.

17.3 Properties of Skew ¢ Distribution

Figure 17.1 shows a variety of skew ¢ densities each with b = 2. These
densities have been standardised to have zero mean and unit variance.
The symmetric density belongs to the Student ¢ distribution on 2b =
4 degrees of freedom. The other six densities, displaying increasing
amounts of skewness, correspond to a doubling of a (which was initially
2) each time.

The moments of the skew ¢ distribution are available in closed form
and a general formula for E(T7), r = 1,2, ..., is given in Jones and Faddy
(2000). The rth moment exists provided both a and b exceed r/2. The
mean and variance (used in standardisation above) are

(a4 b)?(a—b)T(a—1/2)T(b—1/2)
2 [(a)T(b) ’

where T'(+) is the gamma function, and

E(T) =

_ (a+D) {la=b)?+(a—1)+(b—1)}
v(T) = 4 { (a—1)(b—1)
B { (a—b)(a—1/2)T(b—1/2) }2
T'(a)L(b) :

An expression for the skewness can also be written down.
Straightforward differentiation shows that the skew ¢ density is always
unimodal with mode at

(a—b)Va+b
V2a+1V2b+ 1
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FIGURE 17.1

Densities (17.2.1), standardised to have zero mean and unit
variance, for a = 2'b, i =0, ..., 6, having increasing amounts of
skewness with i, in the case b =2

Many (but not all) aspects of the properties of the skew ¢ distribution
depend on a and b through v = a+ b and A = a — b. It is tempting to
reparametrise the skew ¢ distribution in terms of v and A which have ap-
pealing interpretations as ‘essential’ degrees of freedom and a parameter
controlling skewness, respectively, although I shall not do so here.

It is suggested by Figure 17.1 that the densities converge to a limiting
case as a — oo with b held fixed. In fact, this obtains provided the mean
and variance, which behave as a and a?, respectively, as a increases,
are standardised away. Jones and Faddy (2000) show that this limiting
distribution is that of 1/2/Z where Z follows the chi-squared distribution
on 2b degrees of freedom. It is reasonable to think of this distribution as
displaying the greatest skewness that a skew ¢ distribution can possess:
see Jones and Faddy (2000) for more on this skewness. If b is allowed to
grow to oo with a, apparently in any fashion, the limiting distribution is
the normal (as is clearly the case when a = b — o0).

Further properties of the skew ¢ distribution are immediate because of
its link to the beta distribution. For example, random variates can read-
ily be produced, the skew t distribution function can be written in terms
of the beta distribution function, and there are further transformation
links with other distributions. See Jones and Faddy (2000, Section 17.5).
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17.4 A First Bivariate Skew ¢ Distribution

This section concerns the first of two suggestions for bivariate distri-
butions with skew ¢ marginals which I shall briefly pursue. This first
bivariate extension actually works in the general multivariate case (al-
though it is not clear whether it is of much practical importance in three
or more dimensions) and is part of a wider approach to building multi-
variate distributions with given marginals that I explore elsewhere, Jones
(2000).

The general, very simple, idea is that of replacing a marginal distri-
bution of a given multivariate distribution with a desired marginal by
multiplication i.e. really, of replacing the marginal distribution when rep-
resenting the multivariate distribution by the product of marginal and
conditional distributions. Specialising to the bivariate case, if f(z,y) is
a bivariate density with X-marginal density fx, say, then

fi(z,y) = g(x)f(2,y)/ fx (o) (17.4.1)

will have X-marginal g instead of fx (provided the support of g is a
subset of the support of fx).

Now take f to be the density of the spherically symmetric bivariate ¢
distribution on v degrees of freedom, say; f oc (1+v~ (22 +52))~@/2+D),
Replace its X-marginal fx, which, like its Y-marginal, is the ordinary
t distribution on v degrees of freedom, by multiplying by g taken to be
the density of the skew ¢ distribution with parameters a and c, say, and
dividing by fx. The result is the distribution with density

(v +2)/2)
T((v+1)/2)B(a,c)(a+c)l/22a+c=1 /v
a+1/2 c+1/2
Qv (1 ) (1 e

X

(1+V_1(£L'2+y2>)y/2+1
(17.4.2)

Here, a, ¢ and v are all positive.

Distribution (17.4.2) has a number of interesting properties. First,
it has a skew t X-marginal distribution by construction. Second, the
conditional distribution of Y given X = x is the symmetric ¢ distribution
on v + 1 degrees of freedom, rescaled by a factor of {(v + 1)~!(z? +
1/)}1/ 2. this property is shared with the original symmetric bivariate
t distribution. Third, the Y-marginal of distribution (17.4.2) is also
symmetric. Note that it is not itself a ¢ distribution. However, in many
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FIGURE 17.2
The bivariate density (17.4.2) with a =13, v=10and ¢c=7

cases, this marginal is well approximated by a ¢ distribution with degrees
of freedom given by matching variances with the Y-marginal distribution
[Jones (2000)]. Fourth, distribution (17.4.2) retains the zero correlation
of the underlying symmetric bivariate ¢ distribution. In fact, it also
retains the same local dependence function [Holland and Wang (1987)
and Jones (1996)] as the underlying bivariate ¢ distribution. [All these
properties are special instances of properties consequent on applying
(17.4.1) to a general spherically symmetric f, Jones (2000).]

An example of density (17.4.2) is shown in Figure 17.2. It has a = 13,
v = 10 and ¢ = 7. This means it has a ¢(13,7) X-marginal, scaled
symmetric ¢ on 11 degrees of freedom Y| X conditionals, and a symmetric
Y-marginal well approximated by a ¢ distribution on about 6 degrees of
freedom.

17.5 A Second Bivariate Skew ¢ Distribution

An alternative suggestion for a bivariate skew ¢ distribution, this time
with both marginals skew ¢, is the subject of this final section. The
paper containing fuller details on this topic is not yet in a very advanced
state of preparation and so does not merit a proper citation.

The starting point here is the bivariate Dirichlet distribution which has
three nonnegative parameters a, b, and ¢ and sample space the triangle
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FIGURE 17.3
The bivariate density (17.5.2) witha=1,b=2and c=3

u>0,v >0, u+v < 1. This has beta marginals, specifically U ~
Beta(a, b+ ¢) and V' ~ Beta(b,a + ¢), here dwelling on the more usual
space [0,1]. Note that at most one of these two beta marginals can be
symmetric.

Now make the “usual” transformations to the marginals of this distri-
bution to make them into skew ¢ distributions! In fact, by setting B in
(17.2.2) equal to 2U —1 and —(2V —1), in turn (recall that B has support
[-1,1] and U, V have support [0, 1]), things are set up in a particularly
convenient way:

~Vd(2U - 1) v Vd(1—2V)

_ 7 - . (17.5.1)
2,/U(1—0) 2,/ VA -V)

Here, d =a+ b+ c. X and Y have joint density

dr(d+1) . r \" v\
24-1T(a)T (b)['(c) ( M m) N e

1 r )7 17.5.2

(d+a:2)3/2 (d + y2)3/2 \/der T V122 (17.5.2)

This has support — and this is not immediately obvious — the interest-
ing sample space y > z.
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In direct correspondence with the beta marginals of the Dirichlet dis-
tribution, the skew ¢ marginals of distribution (17.5.2) are ¢(a,b+c¢) and
t(b,a + ¢), respectively, and again at most one of these two marginals
can be symmetric. An example of distribution (17.5.2) is given in Figure
17.3. This has a = 1, b = 2 and ¢ = 3; its marginals are therefore ¢(1,5)
and (2, 4), respectively. (Actually, the distribution’s location has been
shifted for convenience.)

Fuller properties of this skew t-Dirichlet distribution are being inves-
tigated for publication elsewhere.
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On the Posterior Moments for Truncation
Parameter Distributions and
Identifiability by Posterior Mean for

Exponential Distribution with Location
Parameter

Yimin Ma and N. Balakrishnan
McMaster University, Hamilton, ON

ABSTRACT The exact analytical expressions of posterior moments
for the two general truncation parameter likelihood functions with ar-
bitrary prior distributions are obtained by using the sufficient statistics
for these truncation parameter distributions. In particular, the explicit
forms for posterior mean and variance are given. Some examples are also
discussed to illustrate the obtained results. Next, an explicit expression
for mixing distribution in terms of posterior mean for exponential distri-
bution with location parameter is obtained and then the identifiability
by posterior mean is established. As an example, the gamma mixing
distribution family is used to illustrate the results obtained.

Keywords and phrases Posterior moments, prior distributions, suffi-
cient statistics, truncation parameters, exponential distribution, identi-
fiability, location parameter, mixing distribution, posterior mean

18.1 Introduction

Let £(y|0) be the likelihood function of an independent and identically
distributed sample y = (z1,...,2,) from distribution p(z|6), then the
Bayes estimator and posterior risk, under squared error loss, are poste-
rior mean E(f|y) and posterior variance var(f|y) respectively. For the
normal likelihood function with known variance and an arbitrary prior
distribution, the explicit expressions for the posterior mean and variance
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are derived by Pericchi and Smith (1992). For an arbitrary location pa-
rameter likelihood function and the normal prior distribution, the exact
form of posterior mean is given by Polson (1991). Pericchi, Sansé, and
Smith (1993) also discussed the posterior cumulant relations in Bayesian
inference assuming the exponential family forms either on the likelihood
or on the prior. They all mentioned that analytical Bayesian computa-
tions without the assumption of normality, either on likelihood function
or on prior distribution, are very difficult and needed investigation.

In this paper, we consider the likelihood functions of random samples
from the following two different types of truncation parameter distribu-
tions:

Type I truncation parameter density

pl(I1|91) = hl(xl)/k1(01), a < 91 <z < b, (18.1.1)

Type II truncation parameter density

p2($2|92) = hg(l‘g)/kQ(ag), a<xo <0y <b, (18.1.2)

where hi(z1) and ho(z2) are positive, continuous and integrable over
(01,b) and (a,8s), respectively, for 6;, i = 1,2, in the interval (a,b),
—00o<a<b<oo.

In the first part of this paper, we find the exact analytical expressions
of posterior moments for the two different truncation parameter likeli-
hood functions with arbitrary prior distributions. In Section 18.2, the
explicit forms for posterior moments are derived by using the sufficient
statistics for these truncation parameter distributions. In particular,
the explicit expressions of posterior mean and variance are given, re-
spectively, for these two truncation parameter distribution models. In
Section 18.3, two examples representing the two different truncation pa-
rameter distribution models are discussed to illustrate the obtained re-
sults.

Next, suppose that (X, 0) is a random vector in which the conditional
distribution of X given 6 is f(x|6) and 6 has a mixing (prior) distribution
G(#), then the mixture (marginal) distribution of X is given by

falz) = / F(210)dG(6).

The original concept of identifiability means that there is a one-to-one
correspondence between the mixing distribution G and the mixture dis-
tribution fg; see Teicher (1961, 1963) for a general introduction. In
recent years, however, there are some other research works about the
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one-to-one correspondence between the mixing distribution G and the
posterior mean E(f|z), instead of the mixture distribution fg; most of
these papers have dealt with different distributions from the exponen-
tial distribution family. For example, see Korwar (1975), Cacoullos and
Papageorgiou (1984), Papageorgiou (1985), Cacoullos (1987), Kyriak-
oussis and Papageorgiou (1991), Arnold, Castillo, and Sarabia (1993),
Papageorgiou and Wesolowski (1997), and some others. Exception is the
paper by Gupta and Wesolowski (1997), who have established not only
the identifiability but also an explicit relationship between the mixing
distribution and the posterior mean for the uniform distribution.

In the second part of this paper, we consider the exponential distribu-
tion with location parameter 6 given by

f(z|0) = exp{—(z —6)} 0<f<z<oo. (18.1.3)

This exponential distribution with location (or threshold) parameter
arises in many areas of applications including reliability and life-testing,
survival analysis, and engineering problems; for example, see Balakrish-
nan and Basu (1995). In the literature, the location parameter is often
interpreted to be the minimum guaranteed life time.

We assume that the location parameter # has a continuous mixing
distribution dG(6) = g(6)d# on (0,0), so that the mixture distribution
of X is given by

fo(@) = f(z) = /O " o=@ g (p)dp. (18.1.4)

We then consider the identifiability of mixtures by posterior mean for the
exponential distribution in (18.1.3) with continuous mixing distributions.
In Section 18.4, an explicit relation between the mixing distribution G
and the general posterior mean E(w(#)|x), where w(0) is a differentiable
function, is derived and then the identifiability of the continuous mix-
ture by general posterior mean E(w(f)|z) is established. In particular,
an explicit expression for the mixing distribution in terms of the pos-
terior mean E(f|x) is presented. In Section 18.5, the gamma mixing
distribution family is used to demonstrate the identifiability results for
the exponential distribution (18.1.3) established in this paper.

18.2 Posterior Moments

Let y; = (x;1, . .., %) denote the independent and identically distributed
samples of size n from truncation parameter distributions p;(z;|6;), i =
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1,2, given by (18.1.1) and (18.1.2), respectively, then Ty = z;(;) and
Ty = wy(,) are sufficient statistics for 0;, ¢ = 1,2, respectively, where
r1(1) is the smallest order statistic from y; = (211,...,71,) and Ty,
the largest order statistic from y, = (x21,...,%2,). The conditional
density functions of 77 and T3 can be easily derived as follows [Arnold,
Balakrishnan, and Nagaraja (1992, p. 12)]:

S (t1]61) = n{1 — P1(t1]61)}" "pa (t1161)

n{ky(t1) " ha(t1)/{k1 (61)}"
= Hl(tl)/K1<91), a<0 <ty <b, (18.2.1)

n{Py(t2]61)}" ' pa(t2]02)
n{ka(t2)}" " ha(te) /{k2(02)}"
= Hg(tg)/KQ(og), a <ty <6y <b, (18.2.2)

fr, (t2]02)

and the second equalities in (18.2.1) and (18.2.2) are obtained by using
relations b
k1(01) :/ hl(l'l)dl'l
01

and
02

ko (02) = ha(z2)dxs,

a
respectively. Note that the conditional density functions of 77 and T,
are still type I and type II truncation parameter densities respectively.
It is assumed in this paper the truncation parameters 6;, 1 = 1,2, have
arbitrary prior distributions m;(6;) on (a,b) with m;(a) = 0 and m;(b) = 1,
respectively, then the marginal distributions of T3, ¢ = 1,2, are given by

fm(t1)=f1(t1)=/I{Hl(tl)/Kl(Hl)}dm(el), (18.2.3)

b
fra(t2) = fa(t2) :/t {Hy(ts)/ K2(62) Ydma(62). (18.2.4)

From these density functions (18.2.1)—(18.2.4), we are able to demon-
strate the explicit expressions of posterior moments in terms of the
marginal distributions of T;, ¢ = 1,2, respectively, for the two different
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truncation parameter likelihood functions with arbitrary prior distribu-
tions.

We first demonstrate the exact relations between the posterior means
of general functions g¢;(#;) and the marginal distributions f;(¢;), ¢ =
1,2, respectively, in Theorems 18.2.1 and 18.2.2, then we can easily give
the explicit expressions for posterior moments and posterior means and
variances in Corollaries 18.2.3-18.2.6.

THEOREM 18.2.1
For the type I truncation parameter distribution model, if g1(-) is differ-
entiable and

/1mwMUhmvmunwm@n<<m

then we have

E(g1(01) | 1)

J3t gh(s)){Hi(t1)/Hy(s1) }dFy (s1)
fi(th)

Jo gl (s [k (8) )" ha (1) /{1 (1)} o (s1) | dFy (s1)

fi(t1) ’

where fi(-) is given by (18.2.3) and F1(-) the corresponding cumulative
distribution function.

— B(g1(01) | ) = (1) -

= g1(t1) —

PROOF By Fubini’s theorem

then we obtain
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f 91(01) f1(ty | 01)dmy(601)
fi(t1)
Jit gl (s1){Hy(t1)/Hy(s1)}dFy(s1)
fi(t1) .

E(g1(01) [ t1) =

=gi1(t1) —

THEOREM 18.2.2
For the type II truncation parameter distribution model, if go2(-) is dif-
ferentiable and

b
/t b (32)] | {Ha(t2)/Ha(s2)}dFs(s5) < oo,

then we have

E(g2(02) | y2)
Ji2 gh(s2){ Ha(ta) / Ha(52) }dFy(s2)
fa(t2)
ftl; g5(s2)[{ka(ta)} T ha(ta)/{ka(s2)}" ' ho(s2)]dFa(s2)
)+ ,
fa(t2)

where fa(+) is given by (18.2.4) and Fy(-) the corresponding cumulative
distribution function.

= E(g2(02) | t2) = g2(t2) +

= ga(t2

PROOF [t is similar as the proof of Theorem 18.2.1 and omitted. |

COROLLARY 18.2.3
For the type I truncation parameter distribution model, we have

i rst T {Hy (1) / H (s1) }AF) (s1)

fi(th)
ffl rst T [{k(t)}" T ha(th) /{ka(s1)}" P ha(s1)]dFy (s1)
fit) ’

where fi(-) is given by (18.2.3) and F1(-) the corresponding cumulative
distribution function.

E07y1) = E(0"[t1) = t] —
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COROLLARY 18.2.4
For the type II truncation parameter distribution model, we have

N marte s e f rsy {Ha(ta)/Ha(s2)}dFy(s2)
E(05]y2) = E(63]t2) =15 + a(t)
e Jo 55 {ka(82) )" Vo (t2) /{a(52) 1"~ ha(s2)|dFa (s5)
o fa(t2) ’

where fa(+) is given by (18.2.4) and Fy(-) the corresponding cumulative
distribution function.

COROLLARY 18.2.5
For the type I truncation parameter distribution model, the posterior
mean and variance are given by, respectively,

B B ’U,l(tl)
E(@l‘yl) = E(é)l\tl) =11 — (tl) 3
_ 2t1uy (tr) —vi(t)  ui(ty)
var(01|y1) = var(01|t1) = F1(61) - f%(h) ’

where

[(h) = / H, (0)/Hy (1)} (s1),

’Ul(tl):/1251{H1(tl)/Hl(Sl)}dFl(Sl).

COROLLARY 18.2.6
For the type II truncation parameter distribution model, the posterior
mean and variance are given by, respectively,

E(02ly2) = E(0a]t2) = t2 + fQEtQ;
= _oa(ta) = 2taun(ty)  u3(ta)
vartGelyz) = varGalta) = =) )

where

b
s (t2) = / (Hy(t2)/ Hy(52) }dF(s2),
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vg(tg):/ 282{H2(t2)/H2<52)}dF2(SQ).

to

18.3 Examples

Example 1
Let 11, ..., T1, be independent and identically distributed according to
the truncated exponential distribution as follows

p1(x1]01) = dexp{—A(z1 —61)}, —oc0<b <z <00, A>0,

it is type I truncation parameter density with hy(z1) = e ™1, k1 (6;) =
e and Ty = min(z11,...,71,) is the sufficient statistic for 1. Then
we have by Corollary 18.2.3,

fil rst e A=)V R (1)
EO7|1t) =t7 — —==
( 1| 1) 1 fl (tl)

and when r = 1, the posterior mean is given by

fjl efn)\(tlfsl)dFl(Sl)
E0|t;) =t — —= ; 18.3.1
(Orlir) =1 fi(th) ( )
for the special case n = 1, X = 1, this result of (18.3.1) is exactly the
same as that given by Fox (1978). [l

Example 2
Let x21,...,22, be independent and identically distributed according to
the power function distribution as follows

p2(x2|2) = ozxg‘_l/Hg‘, 0< a0 <6y <00, >0,

it is type II truncation parameter density with ha(xs) = ozxg‘_l, ka(62) =
0% and Ty = max(xa1, ..., Tay) is the sufficient statistic for 0. Then we
have by Corollary 18.2.4,

Jip 5 (5255 )dFy(s2)
falt)

and when r = 1, the posterior mean is given by

E(0]t2) = t5 +

S8 55 ) dFa(sa).

E(02|t2) :t2+ f2(t2) ’

(18.3.2)
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for the special case n = 1, a = 1, this result of (18.8.2) is exactly the
same as that given by Fox (1978) for uniform distribution.

18.4 Identifiability by Posterior Mean

Before we present the main results about the identifiability by posterior
mean for the exponential distribution with location parameter, we will
introduce some results existing already in the literature which will be
very useful for the developments here.

LEMMA 18.4.1
For the exponential distribution in (18.1.3), we have

G(t) = F(t) + f(t), (18.4.1)

where f(t) is given by (18.1.4) and F(t) is the corresponding cumulative
distribution function.

PROOF This relation was obtained by Blum and Susarla (1981) and by
Prasad and Singh (1990). 1

LEMMA 18.4.2

For the exponential distribution in (18.1.3), if w(0) is a differentiable
function, then

Jo w'(s)e"es f(s)ds '

M(z) = E(w(0)|z) = w(z) — @) (18.4.2)
In particular, when w(f) =0,
m(z) = E(dlz) = o« — Jo e et F(s)ds (18.4.3)

f(@) ’
where f(x) is given by (18.1.4).

PROOF The expression in (18.4.2) is presented in Theorem 18.1a, and
the special case (18.4.3) was given earlier by Fox (1978). |

Next, we will present an explicit expression for the mixing distribu-
tion in terms of the general posterior mean M (x) for the exponential
distribution in the following theorem, and then the identifiability by the
general posterior mean is established.
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THEOREM 18.4.3
For the exponential distribution in (18.1.3), if the general posterior mean
M (x) is differentiable, then the mizing density function is given by

oMW (o M (t)dt
9 = O U — M) p{ e f w(t)—Mm}’ (1844)

where C' is the norming constant. Therefore, the mixing density is
uniquely determined by the general posterior mean.

PROOF From Lemma 18.4.2, we have
& f(x){w(x) — M(z)} = / W () f(3)ds.

By differentiating both sides, we obtain
fl@{w(@) = M(x)} = f(x){M'(z) - w(z) + M(2)}

/ J;,g)) w= | (w(ﬁ(j}m ‘1) i

fla) = Cexp{—“/m}

where C' is the norming constant. Then by Lemma 18.4.1, the mixing
density function is given by

and

which yields

g(t) = f(t) + f'(t)

_o MO _M@)dt
_wa—M@ep&+/w@—M®}

When w(f) = 6, M(z) = E(0|x) = m(z), we have the following
corollary.

COROLLARY 18.4.4
For the exponential distribution in (18.1.3), if the posterior mean m(x)
1s differentiable, then the mizing density is given by

git)y=C m’(t()t) exp {t+

(18.4.5)
t—m

m/(t)dt
t—m(t) } ’

where C' is the norming constant.
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Note that Gupta and Wesolowski (1997) obtained a similar expression
for the uniform distribution by considering the definition of posterior
mean directly. Our expressions are obtained by using the relationship
between the mixing distribution and the mixture distribution and the
relationship between the posterior mean and the mixture distribution.
Certainly, the procedure used here is easier to understand and also easy
to go through.

18.5 An Illustrative Example

Finally, we consider here discuss an example to illustrate the results
obtained in the last section. Suppose that the posterior mean m(x) is
given by
1
m(z)=1{1- T, x>0, a>0.
1+

Then by (18.4.5), we have

= t>0, a>0.

This is the gamma distribution which simply means that there is a
one-to-one relationship between the gamma mixing distribution family

and the posterior mean m(z) = (1 — 14—% x.
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Distributions of Random Volumes without
Using Integral Geometry Techniques

A. M. Mathai
McGill University, Montreal, Quebec, Canada

ABSTRACT The usual techniques available in the literature in de-
riving integer moments and distributions of random volumes of random
geometrical configurations are the integral geometry techniques. The
author has earlier introduced a method based on functions of matrix ar-
gument and Jacobians of matrix transformations and derived arbitrary
moments, not just integer moments, and the exact distributions of the
volume contents of random p-parallelotopes and p-simplices in Euclidean
n-space, p < n + 1, for the following situations: (1) all the points are
either inside a hypersphere of unit radius or have general distributions
associated with them such as generalized type-1 beta, type-2 beta or
Gaussian, (2) some points are uniformly distributed over the surface of
a hypersphere of radius 1 and the remaining have general distributions
as in (1). In all these derivations no result from integral geometry is
used. In the present paper the case when the points have some general
matrix-variate distributions as well as the case when some points are
restricted to the surface of a hypersphere and the remaining points have
general classes of distributions as in (1) will be considered. The exact
arbitrary moments and the exact distributions of the volume content of
a random parallelotope will be derived without using any result from in-
tegral geometry. The densities of random distances, areas and volumes
in several particular cases will be written in terms of Bessel, Whittaker,
and Gauss’ hypergeometric functions.

Keywords and phrases Random parallelotope, random simplex, ran-
dom content, moments, exact distribution, Jacobians, matrix transfor-
mations, uniform random points, type-1, type-2 and Gaussian random
points, matrix-variate distributions
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19.1 Introduction

Let O be the origin of a rectangular coordinate system in the Euclidean
n-space R". Let Pp,..., P, be r points in this system. Consider the
vectors O_Pl, ceey O_P,. for 7 < n. Let these vectors be linearly indepen-
dent. Then these ordered vectors can generate an r-parallelotope or an
r-simplex. If we consider r < n + 1 then the origin can be shifted to
one of the points and then the situation reduces to the one above. Let
V,n and A, ,, denote the r-contents or the volume contents of these
r-parallelotope and r-simplex respectively. Then V,, = r! A, ,. In-
teger moments of V, ,, thereby those of A, ,, are available in Miles
(1971) and the many references therein. Many results from integral
geometry are used in those papers in deriving these results. In the
present paper we will consider a method based on Jacobians of ma-
trix transformations and functions of matrix argument. For the vari-
ous types of matrix transformations and the associated Jacobians see
the recent book: Mathai (1997). By using the technique of Jacobians
of matrix transformations Mathai (1998) derived several results when
all the points are inside a hypersphere of radius 1 or have some gen-
eral matrix-variate distributions or independently and identically dis-
tributed with some general distributions associated with each point. In
a subsequent work the author has looked into the problem when some
of the points are uniformly distributed onver the surface of a hyper-
sphere thereby some of the vectors Oﬁh i1 =1,...,q, ¢ < r have unit
length, that is, HOjDZH =1, 4=1,...,q, and the remaining points have
general distributions associated with them. In the present paper these
results will be extended to cover the situation when the first ¢ vectors
0_151, ceey O_f—’q, g < r have lengths unities, these ¢ points are distributed
over the surface of the n-sphere but all points together have some gen-
eral distributions and the situations when the points are independently
distributed and having some general distributions.

Let X be arxn, r < n, matrix of real variables where let X;, the j-th
row of X represent the point P;, j = 1,...,7. When ¥ = XX’ where
X'’ denotes the transpose of X, has a mtrix-variate distribution one can
evaluate the moments and distributions of the volume content V, , of
the r-parallelotope. In terms of a determinant

Ven = |XX'|M2 = |Y|V/2, (19.1.1)
where Y = Y’ > 0 almost surely. In this case the rows of X need

not be independently distributed as long as Y has a tractable matrix-
variate distribution. For such an approach see the last chapters of Mathai
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(1997). Several classes of matrix-variate distributions are listed in the
book. Then when Y has a general matrix-variate distribution one can
evaluate arbitrary moments and the exact density of V,.,,. In the present
paper we consider general matrix-variate distributions as well as the
situation where the X;s are independently distributed, subject to the
restriction that some of the points are on the surface of an n-sphere of
radius 1. In order to tackle the situation when some of the random points
are restricted to the surface of an n-sphere various results on Jacobians
available in the literature are to be extended to cover such a situation.
Some of the results that we need, and which can be proved easily, will
be listed here as lemmas without proofs. All the variables appearing are
real unless stated otherwise. The parameters could be complex. Let

Q={-1<tjp<Lk=1,...,50<t+... +t,;<1}
wj={0<z <Lk=1,...,50<z+...+z <1}

and

wi={-1<tp<Lk=1,...4+. .. +t,;=1} (1912

wj} describes the surface of a j-sphere of radius unity. That is,

— 2 2
bj=41—t3 —.. 8 .

The integral over w is the inegral over the surface of a j-sphere of radius
unity and the associated differential element is

20—t — ... — 2, 7V 2dt L dty (19.1.3)

Type-1 Dirichlet integral is given in Lemma 19.1.1 and Lemmas 19.1.2,
19.1.3, 19.1.4 and 19.1.5 can be established with the help of the type-1
Dirichlet integral.

LEMMA 19.1.1

a;—1 aj—1 Nojp1—1 .
/ 2z (s =) dz ... dz;
w

F(al)...F(Oéj+1) .
= or R(ap >0, k=1,...,j+1
P(a1+...+aj+1) f ( k J

where N(-) denotes the real part of (-).
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LEMMA 19.1.2

LEMMA 19.1.3
The volume of an n-sphere of unit radius is ©™/? /T (% + 1), This follows
from Lemma 19.1.2 by taking v; = 0 and replacing j by n.

LEMMA 19.1.4
(t?l)‘sj1 .. (t?j)‘sff integrated over the surface of a j-sphere of unit radius
s given by

/* (2050 . (£2,)%dty . dtyy
w’.
J
= 2/ (2)% (82, )% L=t — =t % R dty L dt
w¥
J

C2{IH T (o)
ST (L4 0y

1
for R(6;1) > —3 k=1,...,5.

The result follows from first multiplying by the differential element over
the surface of a j-sphere and then from using Lemmas 19.1.2 and 19.1.1.

LEMMA 19.1.5

The surface area of an n-sphere of unit radius, 2r"/? /T(n/2), is available
from Lemma 19.1.4 by pulting 0;, =0, k=1,...,5 and then replacing
7 byn.

LEMMA 19.1.6
Type—2 Dirichlet integral is given by

/ 2T T (L 2y o zy) T ) dy L,
21>0,...,2, >0

F(Oq) ce F(Oén_;'_l)
Tlor + .+ and) for R(ay) >0, k B
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LEMMA 19.1.7

. o

/ 4(t?1)’“1...(t?j)”*“(l—kt?l+...+t?j) i
co<ltjp<oo, k=1 J

dtjy ... dt;;

{ i=1r(%+%‘k)}r(5g‘*’m7...77”-7%)

for R(6;) > R(j_y k) + 5. R(6;) > 0.

If Y = XX’ where some of the rows of X have Euclidean lengths
unity, the corresponding points are on the surface of an n-sphere, and
further the corresponding diagonal elements in Y are unities. Note that
Yisr xrand X is r x n, r < n. This requires modifications of the
Jacobians of matrix transformations when some of the diagonal elements
of the matrix are unities. These results are established by the author
and these will be stated as lemmas here.

LEMMA 19.1.8

Let Y = (yi5) be an r x r symmetric positive definite matriz of func-
tionally independent real variables with y11 =1= ... =yqq, ¢ <. Let
T be a lower triangular matriz with positive diagonal elements and of
functionally independent real variables. Then

Y =TT =

q

dy =293 [ 57 H It

Jj=2 Jj=q+1

where dY and dT denote the wedge pmducts of the differentials in' Y and
T respectively, with t;; = /1 — t?l —... ]g 1, J=2,...,q and if the
last q diagonal elements of Y are unities then

r—1
_ r—j+1 r—j
dy =21 Ht II #;7¢ar
j=r—q+1
with
=\/1—t§1—. 2, j=r—q+l..r-L

For the proof of the next result see Mathai (1997).
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LEMMA 19.1.9

Let X = (z;5) be anrxn, n > r, matriz of functionally independent real
variables, T be an v x v lower triangular matriz with positive diagonal
elements, Uy be an r X n semiorthonormal matriz, UyU{ = L., Uy be an
(n — 1) x n semiorthonormal matriz, UsUy = Ip,—., U U} = 0 and let

U= gl> be an n x n full orthonormal matrix with uy denoting the
2

k-th column of U. Then
X =T0; = dX =S [[ 57 p AT dU;
j=1

where
dU; = /\;:1 /\Z:j—&-l (duj)uk

and (duj) denoting the vector of differentials in uj.

The following lemma can be established by integrating et (XX ) di-
rectly over X as well as by using Lemma 19.1.9 and then equating the
two quantities, where tr(-) denotes the trace of the matrix (-).

LEMMA 19.1.10

(19.1.4)

In Lemma 19.1.9 let the first ¢ rows of X be such that 2221 z3 =
1,i=1,... gsothatt;; =1, t;; = \/1—t§1 I

Gi—1> J=2...,q
Then we have the following result:

LEMMA 19.1.11
In Lemma 9 let the first ¢ rows of X be such that > ,_,x3 =1, i =

17...,q SOthO,ttu:l, tjj:\/l—til—...—ﬁQ

Ji—1» J=2,...,q then

X =TU, = dX =cq [[t}7 ¢ dTdU;
j=1
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where T,T] =1, i =1,...,¢, T; = (ti1,ti2y -+, t4,0,...,0) and ¢ is a
constant.

By integrating e~*"(XX") over X, subject to the condition 3_p_, #%, =
1, : =1,...,q, directly over X as well as by using Lemma 19.1.11 we
can establish the following result:

LEMMA 19.1.12
The constant ¢ in Lemma 19.1.11 s unity.

19.2 Evaluation of Arbitrary Moments of the
Random Volumes

With the help of the above lemmas we are in a position to evaluate
arbitrary moments and the exact density of V, , for various types of
situations. As mentioned earlier when the r x r real symmetric positive
definite matrix Y has a matrix-variate distribution the problem becomes
simpler and the necessary mathematics is available in Mathai (1997). For
the sake of illustration we will consider two results on the distribution
of the volume content, [Y| = |[XX'| = V7, of the r-parallelotope in
n-space for the case when all the points are freely varying and for the
case when some of the points are restricted to be on the surface of an
n-sphere. Then we will focus at the situation where the rows of X,
where Y = X X', are independently distributed and having some general
distributions, and at the same time the first ¢ rows are restricted to be
of lengths unities.

19.2.1 Matrix-Variate Distributions for X
Let the joint density of X, where Y = X X', be given by

FYV) = f(XX') = ¢ |XX'|"e” (XX,

—1
Y=Y >0 Ra)> 247

19.2.1
2 5 (19.2.1)

where ¢ is the normalizing constant. Consider the transformation from
Lemma 19.1.9

X =T0,=dX = | [[ 57 | a7 dv;,

Jj=1
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and from Lemma 19.1.10
or nr/2
/ v, =277
T (3)
From the fact that the total probability is 1, that is , [, f(XX')dX =1,
we have

1= /X FIXXAX

r._nr/2 )
T, (3) Jr

27‘ nr/2 .
= H/ ”dtm H/ i )* T e “dtn

1<
But

[ i 2 1 — n—j+1
H/ (£5,)°7 = et”dtjj:THF<O‘+2>7
j=1"79 j=1

for R(a) > -5

H/ ?jdtij = 7TT(T_1)/4.

i<j

Substituting these back we have

_ )
ﬂ-nr/21"r (a T %) .

The general hth moment of the volume content of the r-parallelotope
in n-space, that is E|X X’|"/2, is available by replacing a by a + % and
then taking the ratio of the normalizing constants. This will be stated
as a therem

THEOREM 19.2.1

When the r x n matriz X representing the r random points Py, ..., P,
in m-space have a matriz-variate density as given in (19.2.1) then the
hth moment of the volume content of the r-parallelotope created by the
linearly independent vectors O_Pl7 ceey 073” where O denotes the origin,
s given by

Ly (o +25%)
T (a+3)
for R(h) > —n — 2R (). (19.2.2)

E(V,n)' = E|XX'|? =
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Now, let us examine the situation when the first ¢, ¢ < r, points are
on the surface of a hypersphere of radius 1. In this case the first ¢ vectors
have lengths unities. That is,

0P| =1, j=1,...,q. (19.2.3)

Suppose that the r x m, n > r, matrix, representing the » random
points, still has the matrix-variate density given in (19.2.1) subject to
the conditions in (19.2.3). Let the normalizing constant in this case be
denoted by ¢;. Then from Lemmas 19.1.9, 19.1.10 and 19.1.4 we have
the following: Let T; = (¢;1,...,t;,0,...,0) be the jth row of T. Then

1:/ F(XX"dX
X
dU / (2,)°+ 5 ATy
1(/ 1) H TT’—l
X H / (H‘ e~ JJdth H / %dtij

Jj=q+1 1<j=q+1
27”7.[.7””/2 o a(g=D) { H?:l T (OL + %‘H) }
=c —-e Ir 3 -
I (%) I (a+3)
y QT{q H r ( é + 1) A(r—a)(r+a=1)/4
Jj=q+1
27/2 T, (a4 1) nooro1
_ qn—4q 2 __
= c12% L (2) T (et 2) for R(a) > 5 + 5 n>r.

Now, the h-th moment of the volume content of the r-parallelotope in
n-space is available by replacing a by a + % and then taking the ratios
of the normalizing constants c;. This will be stated as a theorem.

THEOREM 19.2.2

Let the r random points Py, ..., P. in n-space represented by the r X n
matric X, n > r, have a joint density as given in (19.2.1) subject to
the condition that the first q points are on the surface of a hypersphere
of radius 1 or subject to the condition in (19.2.3) and let the points
be linearly independent. Then the hth moment of the volume content
of the r-parallelotope determined by the vectors O_}bl, PN O_]br, where O
indicates the origin, is given by
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L (a+257) T (a+3)
Lr(a+3) T9(atngt)
R(h) > —n — 2R(a). (19.2.4)

h
2 =

E(V,..)" = BIXX'

Similar procedure can be applied to derive the h-th arbitrary moments
of the volume contents of the r-parallelotopes when X, the matrix repre-
senting the r random points, has other types of matrix-variate distribu-
tions in the case of unrestricted points or in the case where some of the
points are restricted to be on a hypersphere. Observe that the volume
content of the r-simplex determined by the r points Py, ..., P., denoted
by A, is connected to the volume content of the r-parallelotope by the
relation 1

Ar,n = o
r.

A

Thus the moments of the volume contents of the r-simplices are available
from those of the r-parallelotopes and hence a separate discussion is not
necessary.

Before concluding this section let us examine the distribution of V%m
coming from Theorems 19.2.1 and 19.2.2. From (19.2.2), by replacing h
by 2h,

)h_FT(a—i-%-i-h) _ﬁr(our%'“jth)
L (a+3)

=EW!)E(ys) ... E(y))

where y1,...,y, are independent real gamma random variables with the
parameters (o + "3“,1), j = 1,...,r. Hence, structurally, V7, is
a product of r independent real gamma random variables. The exact
density of such a structure can be written in terms of a G-function of
the type Gi2(-), for the details see Mathai (1993). Let 2 = V2, and let

the density be denoted by fr(x). Then writing h = s — 1,

-1

i 0
fr(z) = Hr T (a i n—j+1) Gar (x}oﬂ-i”—g“, j=1,2,...,
j= 2

Particular cases can be written in terms of known elementary functions.
For example, for r =1,

T) . (19.2.5)

]. n
r)= ———x°T2 7™ )<z < . 19.2.6
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For r = 2 one can combine the gammas with the help of the duplication
formula for gamma functions, namely

Ixzz)zzw—%z%—lr(ar‘<z+-;). (19.2.7)

Then for r =2
I'(2a+n—1+2h)

222 +mn —1)
Thus u = 2z has a gamma density, denoted by f»(u) where

E(z") =

1
fa(u) = TZatn—1)

For r = 4 also one can combine the gammas two by two by using the
formula (19.2.7). Then

Bdrh)h = I'2a+n—1+h)I2a+n—3+h)
F2a+n—1I'2a+n—3)

Let v = 4z%. Then the density of v, denoted by f4(v), is given by the
following:
v

_ 2,0
falv) = F'2a+n—-1I'2a+n—3) 00’2 (v‘2a+"—172°‘+"—3) ’

This G-function can be simplified in terms of a Bessel function as follows:

u2etn=2emu, u > 0. (19.2.8)

-1

2 U2a+n—3 .
- K (20% 0(19.2.9
L e p— o prp— 2(”2)’ v>0(1929)

where K(+) is a Bessel function, see Mathai (1993, p. 130).

In the case when the first ¢ points are restricted to be on the surface
of a hypersphere of unit radius then the hAth moment is coming from
(19.2.4). That is,

[T (a+ 2= + h)
o=t (a+ % +h)

BVt =d

. ﬁr(a+—”‘§+1+h)
o F(a+%+h)

Jj=2

x H F(a+n;++h)
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where d is the normalizing constant such that the h-th moment is 1 when
h =0, ug,...,u, are independent real type-1 beta random variables with

the parameters (a + %ﬂ, %), j=2,....,qand vy,...,v,_4 are inde-

pendent real gamma random variables with the parameters
(v + %‘H,l), j =q+1,...,r. Then structurally V2, in this case

rn
is a product of the form wg...u4v;...v.—4. The exact density can be
written as a G-function of the type GT_1%_ (). Let y = V2, in (19.2.4)

qg—1,r—1 rn

and let the density of y be denoted by f,4(y). Then for the general r
and ¢, ¢ < r, the exact density of y is the following:

Ty g (e, )
— 541 qg—1,r= +i, )=2,..., ’
[T (o + “45) } T

fra(y) =
{

y > 0. (19.2.10)

Particular cases can be written up in terms of elementary functions. For
example, for ¢ = 1,7 = 2, y has a gamma density with the parameters

(a + "51 , 1). That is,

1
[ (a+254)

n—3
2T e,y > 0. (19.2.11)

f21(y) =

For ¢ = 2,7 = 2, y has a type—1 beta density with the parameters

(a + "771, %) That is,

n—3

I(a+n
(o+3 2(1—y)_%, O<y<1l

_ )
f2,2(y) - F(Oz+ nT_l)F(%)y

a+

(19.2.12)

For ¢ = 2,7 = 3 the density of y is equivalent to that of the density of a
product of a real type-1 beta random variable and a real gamma random
variable where the variables are independent. This can be worked out
by using the transformation of variables technique. This is also directly
available from the G-function representation in (19.2.10). A G-function
of the type G%g() can be written in terms of a Whittaker function W. (+)
by using the formula on page 130 of Mathai (1993), that is,

2,0 & Bty—1 —2/2
’ = 2 M/ z
G172 (z‘g, ) z e 1+ﬂ+2'y 2041527( )

In our case the parameters are « — a+ 5, 8 — a+ ”7_1, v — a+ "7_2
Substituting these the density is the following:
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I(a+2)

fs2y) = T(a+ 50T (at 52

(19.2.13)

For r = 3, ¢ = 3, that is, when all the three points are restricted to be on
the surface of a hypersphere then the density is equivalent to that of a
product of two independent real type-1 beta random variables and from
(19.2.10) the density reduces to the following:

I? (Oé + %) ~1,2,0 atg.aty
f3,3(y) - r (a + nT_l) r (a+ n?_l)y GQ,Q (y’a+nTil,a+nT72) .

This G-function can be written in terms of a Gauss’ hypergeometric
function by using the formula on page 130 of Mathai (1993), namely

, P11 —2)2
) =T

113
X 2F1 <2,272,1_Z>7 |Z|<1

Therefore the density in this case reduces to the following:

F2 (Oé+ﬂ) n 1
fas(y) = — 2 yerE (1 —y)?
[(a+27) T (a+252)T (3)
113
X oF (2,2,2,1y>, O<y<l. (19.2.14)

When r = 3 and ¢ = 1 the G-function in (19.2.10) reduces to the form
Gég() This form is already mentioned earlier, and this G-function can
be written in terms of a Bessel function by using the formula

B8 () =2 (o).

19.2.2 Type—1 Beta Distribution for X

Here we consider another matrix-variate distribution of the beta type.
Let the r x n,r < n matrix X have a matrix-variate density of the type

Fx(X) =k XX'|°) - XX')P~ "= (19.2.15)
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for O < XX’ < I where k is the normalizing constant, I is the identity
matrix and all the eigenvalues of X X’ are between 0 and 1. Let X = TU,
as in Section 19.2.1. Then the joint density of T" and Uy, denoted by
f(T,Uy), is given by
F(T,U0)dTdUy = K|TT'|*|1 - TT' )P~ { T (%)= ¢ dTdU.
j=1
Integrating out U; the density of T, denoted by fr(T), is therefore

23 . nj
. 7)1 - TP~ L[] (2) "= 3 ar.
7'(2) j=1

From the general result corresponding to Lemma 19.1.8 we have

fr(T)dT = k

T
jt+1

Y =TT =dy =2 S [[(3,) > pdT.
j=1

Then the density of Y, denoted by fy(Y), is available as
’VLT
L (3)

Integrating Y with the help of a real matrix-variate type-1 beta integral
and then substituting for k£ we have the density of Y given by

+,O<Y<L

Fr(Y) =k y|rres

L (a+8+2)

L (B) (a+ 2)
for O <Y <1, ye(a)>—g+%, R(H) >

The h-th moment of the r-content of the r-parallelotope, V, ., is avail-
able by integrating out over the density fx (X).

r+1

L (e

fr(Y) =

THEOREM 19.2.3

Let the r x n, r < n matrix representing the r linearly independent
random points in n-space have a matriz-variate density as in (19.2.15).
Then the hth moment of V., is given by

T, (a+28) T, (a+B+2)
Lo (a+%) Ty (a+ B+ )’
R(h) > —2R(a) —n+p—1.
(19.2.16)

E(V,.,)" = E|XX'|'? =
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If 3 = ZtL then the density in (19.2.15) is a matrix-variate Pareto
type. In this case also if all the points are freely varying then the hth
moment of the r-content of the r-parallelotope is available from (19.2.16)
by putting 5 = % But if some of the points are restricted to be on the
surface of the n-sphere then the range of integration for the individual
variables seems to be difficult to determine. From Lemma 19.1.8 note
that the Jacobian cannot be rewritten in terms of the determinant of Y
and hence integration with the help of matrix-variate integrals seems to
fail here.

Now we will consider a few cases when the rows of X are statisti-
cally independently distributed and having spherically symmetric distri-
butions. These cases in the general forms are discussed by the author
previously and hence the results will be listed here with the minimum
number of steps for the sake of completeness. Some special cases will be
enumerated in terms of hypergeometric functions which were not done
earlier.

19.2.3 The Case when the Rows of X are Independently
Distributed

Let X be the r x n, n > r matrix of real variables, T' the lower triangu-
lar matrix with positive diagonal elements and U; the semiorthonormal
matrix as defined before. Let X; = (xj1,....,2;,) be the jth row of X.
Then the representation
X =TUq,
gives
Xj =tirua) +tpue) + -+ Eug)

where u; is the i-th row of Uy, and therefore
2 2
XjX]/» =th+...+t,, 7=1....m
since u(i)u'(i) =1, u(i)u’(k) =0,i#k IfX;, j=1,...,r are statistically
independently distributed with the n-variate density of X; a function of

X ;X then the density is a function 0ft§1+. . .+t§j and {tj1,...,t5}, § =
1,...,r are independently distributed, and

E(V!,) = E|XX'|"? = B|TT'|"?

2r7an/2 " h4n—j
i T [ ATI@) 5 baeh o 2 ar
T(i) T | j=1

(19.2.17)
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where k. is the normalizing constant in the density of X and g;(X;X J’)
denotes the density of X;. If the first ¢ points are distributed indepen-
dently and uniformly over the surface of an n-sphere of unit radius then
g;(+) is a constant which gets absorbed in k, for j = 1,...,q. Then for
j = 1,...,q the integrals over the t;;’s are such that t;; = 1, ¢;; > 0,

tij = \/1 - (t?1 +...+ t]g 1). Then from Lemma 19.1.4 the integrals
over the j-sphere for j=2,...,q gives

¢ [pi-1(L F(h+n*j+1) { a F(h+n*j+1>}
H (2) 2 = gala=1)/4 7=l 2 )
j=2

r () - 0o (557

(19.2.18)

The remaining integrals and k, depend upon g;(-), j=q+1,...,r. We
will consider a few cases here.

Let the n-sphere be of radius unity. Out of the r independently dis-
tributed random points let the first ¢ be uniform over the surface and the
remaining 7 — ¢, ¢ < r be uniform inside the sphere. From the volume
and surface contents we have

_E) T+
k. = pym—— . (19.2.19)

From Lemma 19.1.2 the integral inside the j-sphere, j = ¢+1,...,r and
for t;; > 0, gives

r Fj_l % (n j+h+1)
H ar h )

Jj=q+1

2
= 19.2.20
yT (o 1) S

ar—a)(r+a— 1)/4H ot <n+hfj+1)

Combining the results from (19.2.17) to (19.2.20) we have the following:

THEOREM 19.2.4

When the r points Py,...,P. in R"™ are independently and uniformly
distributed in an n-sphere of unit radius such that Py, ..., P, are uniform
over the surface and Pyi1,..., P, are uniform inside the sphere, q <
r, then the h-th moment of the r-content V,, of the r-parallelotope
generated by the vectors O_Pl, N O_]br, where O indicates the center of
the sphere, is given by
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E(V},) = BIXX'|"?

:( n )T‘ql“r(”;h) Fr(zii)z

R e

for R(h) > —n+r — 1.

19.2.4 Type-1 Beta Distributed Independent Rows of X

Let X;,7 =1,...,q be uniform on the surface of an n-sphere of radius
unity and let X;,j = ¢+ 1,...,p have the densities

(X)) =d;(1 - X;XD)%, X;X) <1, R(B;) > —1. (19.2.21)

Then from Lemma 19.1.1

T (5;‘ + 2+ 1)
i= Wﬁjﬂ’ R(B;) > —L. (19.2.22)

From Lemma 19.1.2 the integrals over t;;’s, i > j, t;; > 0, i = ¢+
1,...,7, in the h-th moment of | X X'|'/2 gives the product

1o [T () s + )
2r—a 11 I (2 +1+5;)

Jj=q+1

Ar—a)(rtq-1)/4 T F(%"“) L(B; +1)

2 j=q+1 D (™t +1+5))

(19.2.23)

The normalizing constant in this case, again denoted by k., is

_ I (3) ILI rg+3+1) , (19.2.24)

- n/2 n/2 .
2agan/ i T 12T(B; + 1)

r

From (19.2.17) to (19.2.24) we have the following result:

THEOREM 19.2.5
When the r independent random points Py, ..., P. are such that the first
q of them are uniform over the surface of an n-sphere of radius unity
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and the remaining r — q points are type-1 beta distributed as in (19.2.21)
then the hth moment of the r content of the r-parallelotope created by
the vectors O_f-’l, . ,O_P,«, where O indicates the center of the sphere, is
given by

E(V},) = BEIXX'|"?

_e(m3h) M (3) H L(G+5+1)
e (3) 19 (57) T (8 + 2% +1)

for R(h) > —n+r—1, —n—2=-2R(5;), N(G;) > -1, j=q+1,...,7.

Jj=q+1

19.2.5 Type-2 Beta Distributed Independent Rows of X

Assume that the first ¢ points out of the r independently distributed
points are uniform over the surface of an n-sphere and the remaining
r — q have the densities

g;(X;) = m(1+ X, X)) (9F5) | Ra;) >0, j=q+1,...,r
XjXJ’» = x?l + ... —l—x?n.

From Lemma 19.1.7

[ (a;+3)
The integral over the ¢;;’s, in the h-th moment of | XX'|1/2, for j =

g+1,...,ris also available from Lemma 19.1.7 by replacing v; by %ﬂl

and d; by a; + 5§ for j = ¢+ 1,...,7 and then taking the product,
multiplied by the normalizing constant n; and observing that ¢;; > 0 for
all j. That is,

r n—j+h Cein
H 77J'/ (t?]’) 2 (1+L‘?1+...+t?j) (@i +3)qT;

Jj=q+1 T
r(r—a)(r+a-1)/4 H T (aj—5)T (%}m)
ro=anfrgr=a | L1 T(a; + 2)

(19.2.26)

Then from (19.2.17)—(19.2.19) and (19.2.24)—(19.2.26) we have the fol-
lowing result:
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THEOREM 19.2.6

Out of the r independently distributed random points Py, ..., P. in R™ if
the first ¢ are uniform over the surface of an n-sphere of unit radius and
the remaining r—q have the densities g;(X;), j = q+1,...,7 of (19.2.25)
then the hth moment of the r-content V,.,, of the r-parallelotope created
by the r vectors OPy,...,OP,, where O indicates the center of the sphere,
s given by

E(V!,) = BIXX'|"/?

n) o) [y T b)
“ T e L e

for —n+1r—1 < R(h) < R(2;), R(a;) >0, j=q+1,...,7.

19.2.6 Independently Gaussian Distributed Points

Out of the r independently distributed random points in R" if the first
q are uniform over an n-sphere of unit radius and the remaining r — ¢
have the densities

A/2
hj(Xj): Fn/ze ()\XX) X]‘:(Ijl,...,iﬂjn), — 00 < Zj <00,
j=q+1,....r, 7 <n (19.2.27)

then the integral over the t;;s, with ¢;; > 0, in the hth moment of
IXX'|V2 fori=q+1,...,7, j=1,. ngives

r

)\n/2 _ .

71'”/2 / / ;Jrh ei)\(tler'”th?j)dtjl C dtjj
J= q+1

A (r—q)n/2
_ () \—(r=a)(n+h) /2, (r—q)(r-+g—1)/4

™

1 - n—j+h+1
X5 IIr (2) . (19.2.28)

Jj=q+1

The integral over the surface of the n-sphere for the first ¢ points yields

['9(n/2) pala—1b/4 ﬁr <n+h—j+ 1)

2aan/2 Ta (nEh) 5 (19.2.29)
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and

r_nr/2
/dU1 = Min (19.2.30)
. (3)

From (19.2.28)—(19.2.30) we have the following;:

THEOREM 19.2.7

Consider r independently distributed random points Py,...,P. in R"™
where the first q of them are uniform over the surface of an n-sphere with
center O and radius unity and the remaining r — q have the Gaussian
densities given in (19.2.27). Then the hth moment of the r-content V,.,,
of the r-parallelotope created by the vectors Oﬁh e OP, is given by

E(V},) = BIXX'|"?

1 () (e

5) o
_A(rfq)h/QI‘q(”T‘Hl) T, () , R(hW) > —n+r—1.

Note that two gammas can be cancelled from E(an) above. Also ob-
serve that in the density of (19.2.27) we could have replaced A by A; for
each j still the procedure goes through.

19.2.7 Distributions of the r-Contents

The moment expression in Theorem 19.2.4 can be written in the following
form for E(VZ, )" = E(V,)*".

o T(y;+h) n j—1
EVi ) =a — 73 = j=2...,r
(Ven) gr(yj+5j+h) BTy g

(19.2.31)

where 0;, j =1,...,r is the sequence

1 2 qg—1 ¢q r—1

— =, — =+ 1,... 1

{2727 ) 2 72+7 ) 2 +}

and a is a normalizing constant which is available by putting h = 0 in
the gamma product and taking the reciprocal of the resulting quantity.
Hence the density of V2, can be written as a G-function of the form

-1,0 . — . .
G, _1,_; from where series representation is available, see the details
,
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of the procedure from Mathai (1993). The density can also be looked
upon as the density of a product of independent real type—1 beta random
variables.

In Theorem 19.2.5, that is the type-1 beta distributed case, if the
parameters (;’s are replaced by zeros then the hth moment of V%n
agrees with that in (19.2.31). Hence the hth moment of V3, in this case
can also be written as (19.2.31) with v;, j = 1,...,r remaining the same
whereas ¢;, j = 2,...,q remain the same but for j = ¢+ 1,...,r add
Bg+1, - - -, Or to the parameters in (19.2.31). Hence the density of Vin
in this case also is a G-function of the form G:j:gfl.

In Theorem 19.2.6 the hth moment of VZ, can be written in the
following form:

{500 +m {0 v -8 - )}

2 Yh _
E(V7,)" =b {IIZi T (o + 1)}

(19.2.32)

where b is the normalizing constant and v; = 5 — %,j = 2,...,7,
0j=1-aj, j=q+1,....m,p;=15, j=1,...,¢— 1. The density can
be evaluated as a G-function of the form G7_17"{. When evaluating
the series form, part of the function is coming from the residues corre-
sponding to the gammas I'(y; + k) and the remaining from the analytic
continuation or from the gammas I'(1 — d; — h), see the details from
Mathai (1993). Since the particular cases of this situation do not seem
to be available in the literature we will list a few cases here. Let z = V%m
in Theorem 19.2.6 and let the density of z be denoted by g, (2).
Forr=2, q=2

r(3) vt
(5 T )

E(z") =

Here 2z has a type-1 beta density with the parameters ("51, %) In this

case there is no type-2 distributed point. The density is given by

r(3)

n—3 1
277 (1-2)72,0<z<1. (19.2.33)
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The density is equivalent to that of the ratio z;/zo where z; and z,
are independently distributed real gamma variables with the parameters
”T’l and s respectively or the moment can also be looked upon as the
h-th moment of a type—2 beta random variable. Hence the density is the
following:

[ (a2 + 157

mz%ﬂ(l‘kz)i(aZ‘F%)’ 0<Z<OO
2

92,1(2) =
(19.2.34)

For r = 3, ¢ = 3 the density is equivalent to the density of a product of
two independent real type-1 beta random variables with the parameters
(”T*l, %) , (”772, 1) and the density coincides with the f33(y) given in

(2.14). For r = 3, ¢ = 2 the hth moment is of the form

L TE) r(ten (n
B = T T T )

This is equivalent to the hth moment of a product of independent real
random variables where one is a type-1 beta and the other is a type-2
beta. The hth moment can be simplified to the form

no_ 1 T (n=L T —
E(Zh) = 7(LEl ) ( 2 n+ h) (a3 h)
L(2H) Tas) (5 —-1+h)
There is one pole at h = —5 +1 and poles at h = —”T_l—y, v=0,1,...

for0<z<1landpolesat h=a3+v, v=0,1,... for z > 1. Evaluating
as the sum of the residues at these poles and then simplifying we have the
following density where o F;(-) denotes a Gauss’ hypergeometric function.

n—4

VAl (a3 + 2 —1) 22

n—3

n—1
93.2(2) =~ ;(22?21}(72”{;) M), 0<z<1  (19.2.35)
3T 5 )L \¥3 T3 —az—1
F(a3+%) “ 72(2)’ z>1
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and

2 2 2
For r = 3, ¢ = 1 the hth moment has the form

B(z") = [r (” 5 1) r (" 5 2) r(az)r(ag)] -

T (";1 + h) r (n 5 2y h) T(az — )T (as — h).

n—1 n—2 n 1
Y2(2) = 2% <a3+,a3+;a3+;—z>.

This can also be looked upon as the hth moment of a product of two
independent real type-2 random variables. Evaluating by the residue
calculus the density when the poles are simple, that is, for ay — ag #
+v, v =0,1,..., is the following:

93.1(2)
VAT (aa + 152 T (a5 + 15%) 2°7 01(2)
_gsd 27l (2 + 25T (g + 251) 2%52(2), 0<z<1
T (042 + ”T*I) I (ag + ”sz) (a3 — az)z=*2716;(2)
4T (a5 + 258 T (s + 252) T(as — ag)z =% 104(2), 2> 1

(19.2.36)
where
-1 2
sl=r(” r(Z ()T (a3),
2 2
n—2 n—2 1
01(2) = o1 (a2+ 5 st — ;2,Z>
n—1 n—1 3
— F .o
(52(2) 2 1(0&2‘1’ 9 ,Oég—f— 9 727'2)’
n—1 n—
53(2):2F1 (0424’ 9 7a2+ 9 ;O‘20‘3+1;>7
and
n—1 n—2 1
04(2) = o Fy (Oé3—|— 5 , Q3 + B) §043_042+1§Z>-

For r > 3 the poles of the integrand will be of higher order and hence
the density will involve psi and zeta functions. Hence more special cases
will not be listed here.
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In Theorem 19.2.7 the h-th moment of )\(T_‘J)V%n is of the form

E(\9V2 )h = ML T0s + 1)

== (19.2.37)
Hj:l F(‘gj + h)

where c¢ is the normalizing constant, v; = 5 — %, 7 =2,...,r and
d; = 5, j =1,...,¢ — 1. The density corresponding to (19.2.37) is
a G-function of the form G;j:gfl. Series representation of such a G-
function is also available from Mathai (1993). Several special cases of
this structure are already done in Section 19.2.1.

In all the above cases some of the special cases can be evaluated in
terms of elementary special functions as done in Section 19.2.1. For
general parameters the series forms of the densities will be of logarithmic
type involving psi and generalized zeta functions due to the presence of

poles of higher orders in the integrand.

References

1. Mathai, A. M. (1998). Random p-content of a p-parallelopote in
Euclidean n-space. Advances in Applied Probability 32(2), (to ap-
pear).

2. Mathai, A. M. (1997). Jacobians of Matriz Transformations and

Functions of Matriz Argument. World Scientific Publishing, New
York.

3. Mathai, A. M. (1993). A Handbook of Generalized Special Func-
tions for Statistical and Physical Sciences. Oxford University Press,
Oxford.

4. Miles, R. E. (1971). Isotropic random simplices. Advances in Ap-
plied Probability 3, 3563-382.

©2001 CRC PressLLC



PART IV

TIME SERIES, LINEAR, AND NON-LINEAR
MODELS

©2001 CRC PressLLC



20

Cointegration of Economic Time Series

T. W. Anderson
Stanford University, Stanford, CA

ABSTRACT Regression models and simultaneous equations models
are reviewed. The Limited Information Maximum Likelihood estimator
of a structural equation is a vector annihilated by a reduced rank re-
gression estimator of the reduced form. This estimator is based on the
canonical correlations and vectors of the dependent and independnt vari-
ables. Cointegated models are introduced as nonstationary autoregessive
processes having some stationary linear functions; the error-correction
form of the model has a coefficient matrix of lower rank. The reduced
rank regression estimator of this matrix is in part a superefficient estima-
tor. Its large-sample behavior and that of the likelihood ratio criterion
for testing rank are described.

Keywords and phrases Regression models, autoregressive processes,
simultaneous equations, reduced rank regression estimator, nonstation-
ary processes, error-correction form

20.1 Introduction

The purpose of this paper is to introduce the econometric techniques
suitable for analyzing cointegrated economic time series. The relevant
series may be nonstationary with some linear combinations being sta-
tionary. The observed series may display trends, inflation, and/or in-
creasing volatility, but some relations between them may hold constant.
Among the objectives is the estimation of these relations. The method-
ology is an extension of the techniques used in regression analysis and
for simultaneous equations models.

For background we review the basic ideas of regression analysis and the
single-equation methods for simultaneous equation models. The latter
are examples of “reduced rank regression,” which forms the basis for
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cointegration analysis. The models we treat are the simplest that show
the essential characteristics of cointegration; they are autoregressions of
order 1. The means are supposed to have been eliminated; no intercept
is included.

A method of detrending some nonstationary series is to difference the
series [Box and Jenkins (1971)]. A linear trend is eliminated by a single
differencing, for instance. The kind of nonstationary series considered in
this paper can be reduced to stationarity by one differencing. We look
for linear combinations of the observed variables which are stationary
without differencing.

A more detailed treatment is given in Anderson (1999). For a fuller
study see Johansen (1995) and Dhrymes (1998). The idea of cointegra-
tion was introduced by Granger (1981).

20.2 Regression Models

Possibly the most frequent statistical analysis in econometrics is regres-
sion analysis. The data for which this methodology is appropriate con-
sists of a set of p economic or dependent or endogenous variables observed
over time constituting a sequence of vectors Y; = (Y14,...,Y,)" and a
set of ¢ explanatory or independent or predetermined variables consti-
tuting a sequence of vectors Xy = (X1¢,...,Xq)’, t=1,2,...,T. The
explanatory variables may be noneconomic or exogenous variables or the
economic variables observed earlier in time.
A linear regression model is

Yt = BXt + Zt, (2021)
where Zy = (Z14,. .., Zy)" is a vector of unobserved random variables or
disturbances that are uncorrelated with X;, X;_1,.... In formal terms
the assumptions are £Z; = 0,

EZ,Z, =X 37, £Z,;X, = 0. (20.2.2)

The statistical analysis concerns B, the matrix of regression.

We observe Y, Xy, t =1,...,7. We shall assume £X; = 0. In
practice observations would be replaced by the observations minus the
respective sample means. For the sake of simplifying the exposition we
assume £X; = 0.

Define the sample covariance matrices

T
1
Syy = ;Yth, P XD, (20.2.3)
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T
1
Syx = 7 ;th;, pxq, (20.2.4)

T
1 !/
SXX = T ti - XtXty q Xq. (20.2.5)

The Least Squares Estimator of the matrix of regression coefficients is
B = SyxSyk. (20.2.6)

When the X;’s are nonstochastic, an element of B is a minimum variance
unbiased estimator of the corresponding element of B.
The residuals
7. =Y, - BX, (20.2.7)

are approximations to the unobserved disturbances Z;. The matrix
T
S,; = Z (Y; — BX;)(Y; - BX,) (20.2.8)

is an estimator of the covariance matrix Xz .

Statistical inference is carried out in terms of B and S 5. For example,
if the X;’s are nonstochastic, the variance of an element Bij of B is
Lol (Sy'x)jj» where (Sy)j; is the Js j th element of the inverse of
SXX This variance is estimated by Ts ! (lex)ﬂ

Whether X4,..., Xt are stochastic or nonbtochastic, the estimators
B and S, can be used. If Sy x — X xx, a positive definite matrix, the

asymptotic theory holds.

20.3 Simultaneous Equation Models

For many econometric purposes the regression model is too simple. An
example is the elementary market situation in which the observed price
and quantity of a good is a result of the behaviors of consumers and
producers; that is, the observed price and quantity are the equilibrium
solution of a demand schedule and a supply function.

The general (linear) simultaneous equations model is

AY,; = EX; + U, |A| # 0, (20.3.1)

where as before Y; is a vector of endogenous variables, X; a vector of
predetermined variables, and Uy is a vector of unobservable disturbances
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[Koopmans (1950)]. A component equation may describe the behavior
of some set of economic agents. For example, it might be the demand
function of consumers. The solution of (3.1) for Y, yields a regression
model (20.2.1), known as the reduced form. The relations between the
quantities in (20.2.1) and in (20.3.1) is

Z=AB, U, =AZ,. (20.3.2)

To make inferences about the parameters of the simultaneous equation
model, A, E, and Xyy = EU, U} we could first estimate the parameters
of the regression model and than solve 2 = AB for E and A. However,
to carry out this program requires some a prior knowledge of 2 and A;
that is, each structural equation must be identified.

As an over-simplified example, suppose that in an agricultural market
the demand equation for hogs, the first component equation of (20.3.1),
does not depend on the other endogenous variables and does not depend
on the predetermined variables; that is, the first row of E consists of Os
and the first row of A has p — 2 0s. The structural equation is

a1 (hog price) + a2 (hog quantity) = uq. (20.3.3)

The first row of 2 = AB can be written as

€q) = (0,0,...,0) = a1)B

B - Pig
:(all,alg,O...O)
Boi - Bpg
B ﬂh;]
= s . 20.3.4
(011, 012) [521 o Pag ( )
To solve (20.3.4) for (a1, a12) we need
Biis--- 0 ]
k el =1, 20.3.5
ran |:ﬂ213"'7ﬂ2q ( )
To use the sample equivalent of (20.3.4) for estimation of (a1, 12) we
want the estimator of
5117'~'a/81q:|
20.3.6
|:ﬁ21>~'-aﬁ2q ( )
to be of rank 1, say ~ ~
ﬁ11a~"aﬂ1q:|
= = . 20.3.7
{521,~~752q ( )
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Then the estimator of (a1, a12) is the solution to

(@11, 012) [g;g;ﬂ =0. (20.3.8)
The solution (@11, @12) is the Limited Information Maximum Likelihood
(LIML) Estimator [Anderson-Rubin (1949)]. It is the maximum likeli-
hood estimator using only the information in (20.3.4) when the U;s are
normally distributed. The estimator of the matrix (20.3.6) is a special
case of the reduced rank regression estimator, which will be explained
below.

20.4 Canonical Analysis and the Reduced Rank
Regression Estimator

It is enlightening to put the reduced rank regression estimator in terms
of a canonical analysis based on the regression model (20.2.1). We can
write an analysis of variance table for the random vector Y, the sample
vector Yy, and a linear combination of the sample vector ¢'Y,.

Analysis of Variance

R.V. Sample 'Y,
Effecct BXxxB' BSxxB' ¢BExxB'¢o
Error EZZ SZZ (ﬁlzzz(ﬁ
Total vy Syy ¢ Syy o

The sum of an effect variance and the corresponding error variance is
the total variance. The effect variance can be interpreted as the signal
variance and the error variance as the noise variance. Then
¢'BXxxB'¢p  signal
P, 50 ~ moise
We may ask for those linear combinations with the largest signal-to-
noise ratios; that is,

of ¢'Y5. (20.4.1)

'‘BX xxB’
m(gx W PT,0=1. (20.4.2)
zz
The maximizing ¢ satisfies
BEX)(Bld) =0X,,0, (20.4.3)
where 6 satisfies
|BzxxB/ — ezzz| =0. (20.4.4)

©2001 CRC PressLLC



Let the solutions to (20.4.4) be

Y

0 >0, >0,>0 (20.4.5)

and the corresponding solutions to (20.4.3) and ¢'Sz7¢ = 1 be

@1, Doy Dy ¢;; > 0. (20.4.6)
Then

$»;BXxxB'¢; = ¢;Xz2¢,0; = 0;, =7,
—0, 4] (20.4.7)

The rank of B is k if and only if 65 > 0 and
Op41=--=06,=0. (20.4.8)

In the sample a similar algebra can be carried out. The sample signal-
to-noise ratio is maximized by f'Y; for f satisfying

BSxxB'f=1S,,f, f'S,,f=1, (20.4.9)

for t satisfying . A
IBSxxB' —tS,,| =0. (20.4.10)

Let the solutions to (20.4.11) be

1 >ty > >t (p+qg<N), (20.4.11)
fi,fo,..., fp, f“ > 0. (20.4.12)

The Reduced Rank Regression estimator of B for prescribed rank k is
B, =S, ,F F,B, (20.4.13)

where
F, = (f,....f) (20.4.14)

Anderson (1951). The estimator By, is a maximum likelihood estimator
if the disturbances are normally distributed.
The equation (20.4.10) can be transformed to

‘Sxys;;SYX — T’QSX)(| =0, (20.4.15)
where r2 = t/(1 +t), and (20.4.9) can be transformed to

Sxys;%/SYX’? = T2SXx’$’. (20.4.16)
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Then the reduced rank regression estimator of B can be written as
Bk = SYXf‘lfll, (20.4.17)

where T'; = (F15---,9%) and ¥, is normalized as 4,Sxx%9; = 1 for
i=1,...k (r}>--->r2).
If the rank of B is k, then

¢;B =0, j=k+1,...,p. (20.4.18)

In particular, if £ = p — 1, ¢;,B = 0, and the maximum likelihood
estimator of ¢, is f, (or a multiple of it). The LIML estimator of a
structural equation is f, when the relevant part of the reduced form is
(20.2.1).

The likelihood ratio criterion for testing the hypothesis that rank B
is k is

p P
2logA=N Y log(l+t;)~N > (20.4.19)
j=k+1 j=k+1

[Anderson (1951)]. If the null hypothesis is true, 2log A <, X%p—k:)(q—k)'

20.5 Autoregressive Processes
Many sets of economic variables constitute autoregressive processes. In
(20.2.1) replace X; by Y:_1 to obtain

Yt == BYt,1 + Zt- (2051)

We have suppressed a constant term (intercept) in (20.5.1) as well as
exogenous variables. The model (20.5.1) defines a stationary process if
the roots \;, i=1,...,p, of

IB—XI|=0 (20.5.2)
satisfy |A;| < 1. Then
Y, = ZBszt,s7 (20.5.3)
s=0
and the covariance matrix of Y, is
vy = Z BSEZZB’S. (20.5.4)
s=0
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Given a sample Yo, Y1,..., Y, the least squares estimator of B is
(20.2.6) with Syx and Syx replaced by 7! Ethl Y:Y, ; and
T-! Zthl Y; 1Y, _,, respectively. The residuals and the estimator of
3,z are given by (20.2.7) and (20.2.8) with X; replaced by Y;_1. The
canonical analysis and reduced rank regression estimator By, are as de-
scribed in Section 20.4 with the obvious changes.

20.6 Nonstationary Models

A particular nonstationary model occurs when all the roots of |B—\I| =
0 are equal to 1. This is the case when B = 1. Then

Yt:thl'i_Zta t= ].,2,.... (2061)

The initial vector Y can be random or nonstochastic. For convenience
we assume that Yy = 0. Then

t—1
Y, = z Zis, t=1,2,..., (20.6.2)
s=0
t—1
EY\Y, =€) 7, ,Z =15z (20.6.3)
r,s=0

The model (20.6.1) defines a random walk. In another terminology we
say the {Y,} is integrated of order 1, denoted {Y;} € I(1). The sequence
{Z.} is integrated of order 0, denoted {Z;} € I(0). Note that the first
difference of Y,

AYt = Yt - Yt—l = Zt7 (2064)
hence {AY;} € I(0).
Differencing has been used in time series analysis for another model —
a model with a linear trend

that is, £Y; = a + Bt. Here

EAY, =a+ Bt —[a+B(t—1)]
=B (20.6.6)
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Since AY; has no trend, the differencing operation can be considered
as a detrending device. This is an important feature of the Box-Jenkins
time series analysis packages. The “error-correction form” of (20.5.1) is

AY, =IIY, 1 + Z, (20.6.7)

where
II=B-1 (20.6.8)

In the pure I(1) model IT = 0.

20.7 Cointegrated Models

Granger (1981) suggested that although many economic time series ap-
pear as I(1), linear combinations of these variables may be I(0); that
is, some relations between variables are stationary. He called models for
such variables “cointegrated.”

Suppose {Y:} € I(1). Consider a linear combination

WY =wBY; 1 +w'Zy. (20.7.1)
If w'B =W, then
WY, =Y +Ww'Z € I(1). (20.7.2)
If w'B =Xw, [A <1, then
WY, = 'Y 4+ Ww'Zy € 1(0). (20.7.3)
Let
wiB = \wj; (20.7.4)
that is
wi(B - \I) =0, (20.7.5)

where ); is a root of |[B — AI| = 0. Suppose |[A\;| <1, i=1,...,k X\ =
1, i=k+1,...,p. We can write |[B — A\I| =0 as
0=B-TI-O\-1I = \-1)I. (20.7.6)
Thus 0 is a characteristic root of II = B — I of multiplicity n = p — k
and there are k roots of IT different from 0. The rank of IT is k.
The model (20.5.1) in the error-correction form (20.6.7) is of the form

(20.2.1) with Y, replaced by AY,;, B replaced by IT, and X; replaced
by Y;_1. The least squares estimators of IT and X are

1 Z 1 Z -1
T / /
1 S NN A ( ;:1 YtlYt1> , (20.7.7)

t=1

©2001 CRC PressLLC



T T T
1 PN 1 L1 .
Spz=mgy Lly=7 ) AYAY ~TI- 3 YY) (I, (2078)
t—1 t=1

t=1

N

respectively, where Z. =Y, - BY,_; = AY, — f[Yt,l, t=1,...,T.
The reduced rank regression estimator of IT of rank k is

T
N . 1 A A
M, =8, PP = 2 3 AY, Y, I, (20.7.9)

t=1

where Fy is defined by (20.4.14) and f,...,f; are the solutions to
(20.4.9) with X, replaced by Y,_; and B by IT and I'y = (%,,...,%})
and 4q,...,%; are the solutions to (20.4.16) with Y, replaced by AY,
and X; by Y,;_; [Johansen (1988)]. Note that because we number the
roots in descending order, the n smaller roots of (20.4.10) estimate the
n characteristic roots of IT of 0, which correspond to the n characteristic
roots of B of 1.

The likelihood ratio criterion to test the null hypothesis that the rank
of IT is k is (20.4.9).

20.8 Asymptotic Distribution of Estimators and
Test Criterion

The behavior of the statistics in the cointegrated model is different from
that in the stationary model because of the random walk aspect. To
study the behavior we want to distinguish between the stationary and
nonstationary dimensions. Let

Q) = (wi,...,wg), Q, = (wk+1,...,wp), (20.8.1)

Q = (Q41,9Q2). The vectors w41, ...,w, correspond to the characteris-
tic roots 0 of IT (and 1 of B). Then

QI = (A; —1)Q, Q,I1 = 0. (20.8.2)

Define
Xy = )Yy, Wi = Q) Zy, (20.8.3)
Xy = QY Wy = Q57 (20.8.4)

X = (X1, X5,), Wy = (Wi, W5,)". Then
Xy =X, 1+ Wy, (20.8.5)

AXt = TX—tfl + Wt7 (2086)
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where ¥ = QB and Y = QTIQ 1 =¥ — L.

Define
1 T
San =7 ZAXtAXQ, (20.8.7)
t=1
1 T
Sa_ = 7 ZAXtXt_l, (20.8.8)
S = th X (20.8.9)

The least squares estimator of Y is ¥ = SA_S~™! and of ¥ is & = Y +1.
The reduced rank regression estimator of Y is Y = SA_G1 G/, where
G1=(g1,...,8x) and g; is a solution to

S_ASxASa-g=1°S__g, g'S__g=1. (20.8.10)
and 72 is a solution to
IS_ASAASA- —7?S__|=0. (20.8.11)

To describe the asymptotic distributions of the estimators we intro-
duce the vector Brownian motion process. Let Vi, Vs, ... be inde-
pendently identically distributed with £V, = 0, £V,V, = X. For
0 <wu <1 consider

[Tu] [Tu]

Z Z Vi, (20.8.12)

which converges in distribution to N(0,uX) (Central Limit Theorem).
([Tu] denotes the integer part of Tw.) Then for 0 < w < u < 1
/TS v, — 1/vT) YV, converges in distribution  to
N(0,(u — w)X) and is asymptotically independent of (20.8.12). The
sequences satisfy a “tightness condition.” We write

7 S ViBV(u), 0<u<l (20.8.13)
t=1

(The sequence {T~2V,;} converges weakly to {V(u)}.) If & = I, we
term V (u) the standard Brownian motion. For more detail see Johansen
(1995), Appendix B.7, for example.

Consider the least squares estimator of ¥. Let ¥ = (¥, ¥y), where
W, has k columns, and similarly partition ¥, Y, and T. Then
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T(¥y — Wy)
—1

T(Ts - T») H/ AW ()W) (u U W (u)Wh(u) du| |
(20.8.14)

where W(u) = [W/(u), W)(u)]" is the Brownian motion process for
Y = Syw. Also VT(¥, — ®,) = V/T(T; — Y1) has a limiting normal
distribution with the covariance of the limiting distribution of v/T'(¢);; —
;) and VT (1 — i) being o [(X22.)~1];;. Note that the elements of
W — ¥ = Y — Y that involves the stationary part of X (¢) are normalized
by VT and have the usual kind of asymptotic normal distribution, but
the part corresponding to the nonstationary part is normalized by T v,
is a superefficient estimator. The effect of the covariance of Xo; growing
is to make the estimator more accurate.

The least squares estimators of B and IT are B = (€2/)"'%Q’ and
II = () 'Y, respectively. The asymptotic behavior of B and IT
can be derived from that of ¥ and Y.

If the rank of Y is k, then r? 20, i =k+1,...,p. In fact
diy1 = Tr%_H, NS TTZ have a limiting distribution, which is the
distribution of the p — k roots of

1 1
‘/ Bg(u)dB’z(u)/ dBa (v) By (v / Bo(u) Bl (u) du| = 0
0 0 (20.8.15)
[Johansen (1988)]. Then the limiting distribution of the test criterion
—2log A is the distribution of

tr /O 1 dBs(v) B (v) { /0 1 B (u)B)(u) du}

This distribution may be compared to the limiting X%p_ )2 for the sta-
tionary process.

The asymptotic behavior of the larger roots of (20.8.11) depends mainly
on the stationary part of X;, which satisfies

-1

1
/ By (u) dBj(u). (20.8.16)
0

AXy = Y11Xp, 1 + Wi (20.8.17)
The k larger roots of (20.8.11) converge in probability to the roots of
T3 Y, - A2 Y, 23 =0, (20.8.18)
where &1 =% Wi =il @), and
Sie = B — S (2%, TSR (20.8.19)
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Let the roots of (20.8.18) be p?,...,p7. Then limiting distribution of
VT(s2 = p?),...,VT(s? — p?) has been given by Anderson (1999); it is
too complicated to give here.

Let the solutions to

TuZ! Yy, =P (CuS Yo+ SHa)y, NE v =1
(20.8.20)
be ¥11,- -+, Y1k, and define T'y1 = (7444,...,71%)- Then the solution to
(20.8.10) for 72 = r? is an estimator of (v4;,0)', i=1,...,k.
To describe the statistical behavior of the characteristic vectors corre-
sponding to the larger roots it will be convenient to normalize them
differently. Note that the reduced rank regression estimator Y, =

Sa-G1G) can be written equivalently as
Y =Sa GG} (GG, (20.8.21)
where G; = (G4, G%;)". Then G;G]}' estimates (I,0)’, and

TGyG % Uol W (1) W) (u) du]_l x /Olwz(u) AW ,(u),

(20.8.22)
where Wi () L
U
W(u) = [W;(u)} ok (20.8.23)
Wia(u) = Wi(u) — 2520 (3225) W (u). (20.8.24)

Note that this estimator is super-efficient; the error is of the order of
1/T.
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21

On Some Power Properties of
Goodness-of-Fit Tests in Time Series
Analysis

Efstathios Paparoditis
University of Cyprus, Nicosia, Cyprus

ABSTRACT The power properties of a goodness-of-fit test for time
series models are investigated. The test statistic is an Ly functional of the
smoothed difference between the sample spectral density (periodogram)
rescaled by the hypothesized spectral density and the expected value of
this ratio under the null hypothesis. Different classes of local alternatives
are considered and comparisons of the test proposed to some known
goodness-of-fit tests in time series analysis are made.

Keywords and phrases Goodness-of-fit, local alternatives, periodo-
gram, spectral density, time series models

21.1 Testing Spectral Density Fits

Testing the fit of a time series model is an important diagnostic step
in time series analysis. In this paper some power properties of general
goodness-of-fit tests are investigated, i.e., of tests which can be applied
when no a priori information is available about the kind of departure of
the true correlation structure from that postulated under the null.

The class of stochastic processes {X;,t € Z} considered satisfies the
following assumption.

(A1) X, =372 wjer where g = 1, 3302 [j|'V*Hyy] <
oo for some B > 0 and {e;} is a sequence of independent identically
distributed random variables with mean zero, positive variance o2 and
Eef < .

A way to describe the autocorrelation structure of such a process is
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by means of its spectral density function f defined by

f) =0o22m)7Y i e~ M2 for A € [—m, 7.

j=—00

Let F be the set of spectral densities of the class of stochastic processes
described in (A1) and let F C F such that

F = {f : f is first order Lipschitz continuous and R i?f ]f()\) > O}.
cl0,m

Assume that observations X7, Xo, ..., X7 of such a process are available

and that a model fy from this class has been selected to describe the

dependence structure of {X;}. We are then interested in testing the

hypothesis

Hy: f=fo against Hi: f# fo.

In order to make the presentation self-contained we initially briefly
discuss the idea underlying the test proposed by Paparoditis (1997) and
summarize some basic results. Consider the space (Lo[—m, 7], < -, - >),
with the definition < f, g >= (2m)~! [T f(2)g(x)dz of the inner prod-
uct. Denote by I(\) the sample spectral density (periodogram) given
by

1 | Bt

I\) = QW—T’ t—zl Xte*”t’ (21.1.1)

Usually the periodogram is calculated at the Fourier frequencies A\; =

2nj /T, j=—-N,—N+1,...,N —1,N where N = [(T'—1)/2] and [ - |
denotes integer part.

Consider the rescaled periodogram statistic Q7 (-) given by

0V
o)

It is well known (cf. Priestley (1981), p. 418) that if f € F then
E[Qr(N)] = ¢(\) + O(log(T)T~1) uniformly in A where

Qr(N) -1

=0 under Hy
= -1 (21.1.2)
fo() # 0 under H;.

The idea used to test the goodness-of-fit of the spectral density function
fo is to estimate the function ¢(-) nonparametrically using the observ-
able random variables Q7();), j = —N,—N +1,..., N and to compare
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the result obtained with the zero function, i.e., the (asymptotically) ex-
pected form of ¢(-) under Hy. To be more specific, denote by ¢x(-) the
nonparametric (kernel) estimator of ¢(-) given by

@) == 3 Ku(A=A)Qr(A) (21.1.3)

where Kp,(-) = h™'K(-/h). Here

(A2) K(-) is a bounded, symmetric and nonnegative kernel with
compact support [—m, 7] satisfying (2r) ! [ K(z)dx = 1.

Furthermore, we assume that
(A3) The bandwidth h satisfies hT° — 1 for some 0 < § < 1.

The statistic used to test the null hypothesis that f = fj is then based
on the Lo norm of g, (), i.e.,

™ 2
Srn :Th1/2/ {qh(A)} dA. (21.1.4)

Note that §n(\) is a mean square consistent estimator of () since un-
der the assumption made and by standard arguments (cf. for instance,
Priestley (1981( we have that

and

Var[g,(\)] = O(T~*h™1).

Thus we expect under Hj a small value of g5 (), i.e., a large value of
S5, will argue against the null hypothesis. More precisely, the following
theorem has been established in Paparoditis (1997).

THEOREM 21.1.1
Assume (A1)-(A3) and let &, ~ N(0,0?).

(i)  Under Hy and as T — oo,

£<W) — N(0,1),

pn(K) = 22| K |2, (21.1.5)

where
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o(K) = +/c?(K) and

- |

i K(u)K(u+x)du}2dm. (21.1.6)

—T

(i)  Under Hy and if f is the true spectral density, then as T — oo,

2
Tflhfl/QST_,h — 27eri — 1H in probability,
0
where || - || denotes the Lo norm in Lo[—m, 7).

Note that the asymptotic null distribution of Sz, does not depend on
any unknown parameters or functionals of the process. Modified appro-
priately, the above test can be also applied to test the hypothesis that
f belongs to a finite dimensional parametric class of spectral densities,
i.e., that

Hy: feFo against H;:fd&Fe

where

Fo ={f(-,0) and 6 € ® C RP}.

Briefly, let @ be an estimator of 8. The test statistic used to test the
composite hypothesis is given by

Srn(0) = Th'/? /ﬂ {gh(A,é)}Qd/\ (21.1.7)
where
in(\,0) = 1 ZN: K,L(A—Aj)(sz—l). (21.1.8)
T j=—N f()‘]'a 0)

It has been shown that if 8 is a V/T-consistent estimator of 0, like
the maximum likelihood or the Whittle estimator, then under the null

hypothesis St,(0) = S74(00) + op(1) where 8y € © is the true pa-
rameter vector; cf. Paparoditis (1997). That is, the (asymptotic) null
distribution of the test statistic S’T’h(é) is not affected if the unknown
parameter vector 8 is replaced by a v/T-consistent estimator, i.e., this
distribution is identical to that of testing a simple hypothesis given in

Theorem (21.1.1) (i). However, the limiting behavior of St,(0) under
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the alternative depends on the particular method applied to obtain the
parameter estimator @, i.e., in this case we have

T71h71/25T7h( — 27 — IH in probability

I
as T — oo, where 8% € @ is the minimizer of the distance function
used to obtain the estimator . To give an example, if 6 is the Whittle
estimator then

o =g g [ oo+ i

cf. Dzhaparidze (1986). In the following we confine ourselves to the case
of testing a full specified hypothesis in order to simplify calculations and
to discuss the power properties of the St test. For more details on
testing a composite hypothesis see Paparoditis (1997).

21.2 Local Power Considerations

As Theorem (21.1.1) shows the test based on St is a consistent test,
i.e., a test which has power against any alternative having spectral den-
sity f € F such that f # fo. Furthermore, the power of the test is a
function of the Ly distance between the true spectral density f and the
hypothesized density fy and approaches unity as T — oco. Apart from
these general properties, however, a more informative analysis of the
power behavior of St} can be made by means of local power consider-
ations. The idea is to consider a sequence of stochastic process denoted
by {Xr1+,t € Z}ren with a corresponding sequence of spectral densities
{fr(\}ren, fr € F that converge to the null density fy as the sample
size T increases. The interest here is focused on the maximal rate at
which fr is allowed to converge to fy such that the power of the test is
bounded away from the significance level and from unity.

To be more specific, let {Xo+,t € Z} be the process under the null
hypothesis with spectral density fy. Consider the sequence of stochastic
processes {Xr¢,t € Z}ren defined by

Xry = E: Y75 Xo,t—j (21.2.1)

j=—o00

where the sequence {¢r;,j € Z}ren satisfies
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oo

> e,

j=—00

<C

and the constant C' does not depend on T'. Since the process {Xr .}
is obtained by applying a linear filter to the process {Xo .} its spectral
density is given by

fr(A) = fo(A) [¥p(N)]? (21.2.2)
where -
2
WrNPE = | 3 wrgep{-in| - (21.2.3)
j=—00

In particular, if ¢r ; = do; with do; Kronecker’s delta, we have X7, =
Xo,+ and, therefore, the case of the null hypothesis. Assume that the
sequence {¢r ;,j € Z} is such that

*

‘\I/T(/\)‘2 =1+ cTw( ) + o(erbr) (21.2.4)

T
where ¢ and by are real valued and positive sequences approaching zero
as T — 0o, A* is a fixed frequency and the o(crbr) term is uniformly in
A. Furthermore, w(-) is assumed to be a twice continuously differentiable
and bounded function. Under these assumptions sup, ||¥r(M\)[?—1| — 0
as T — o0, the spectral density fr(-) of the process {Xp,} is given by

*

Fr) = oN[1 + erw( - )] + olerbr) (21.25)
and
fr(\)
re[—m,x | fo(N) B 1’ — 0 asT —oo0.

Using this approach different classes of local alternatives can be con-
sidered. For instance if we choose by = 1 we are in the case of the
so-called Pitman alternatives where the local alternatives approach fo(+)
at the rate ¢p. Depending on the particular form of w(-) these depar-
tures can be thought as being of more global nature in the sense that
they not become centered around any particular frequency as the sample
increases. On the contrary, if the sequence by is also allowed to approach
zero as T — oo then the departure of fr from the hypothesized spectral
density fy becomes more and more centered around the frequency A\* as
T increases. This is the class of sharp peak local alternatives introduced
by Rosenblatt (1975) in the context of density testing based on a sample
of i.i.d. data; see also Ghosh and Huang (1991). The following theorem
characterizes the behavior of the St ), test statistic for the class of local
alternatives given in (21.2.5).
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THEOREM 21.2.1
Assume that the true spectral density fr satisfies (21.2.5( and that the
assumptions of Theorem (21.1.1) are fulfilled.

(i) Ifbr =1 and cp = T~ ?%%/% then as T — oo,

= N(% 1),

where v = 27||w||? and up(K) and 02(K) are given in (21.1.5( and
(21.1.6( respectively.

(i5) Ifer =T7" and by =T~ for somen >0 and v > 0 such that

o(Bre B

§/2 = 1-2n—x and v <0,

then the conclusion of Part (i) of the theorem is true.

PROOF Note first that by definition we have that X7 ; = Z a7 jE¢—j
j=—00

where {ar;,j € Z} is an absolute summable sequence. JBy Theorem
10.3.1 of Brockwell and Davis (1991) we then have for j = 1,2,..., N
that Ir(A\;) = fr(X;)U; + Rr(X;) where Ip(-) denotes the periodogram
of a reahzatlon of length T' of the process {X;r}, U; is a sequence of
independent standard exponential distributed random variables and the
remainder satisfies maxy, cjo,-] E|Rr();)]* = O(T~"). Substituting this
expression for Ip()A;) in Sy we get after some algebra that

- " fr(A)) 2
Srp =T lhl/z/_w{j_E_:NKh (A=A )fo( )(U]——l)} A

Ly [ { Z Kh(AAj)(f%((ii)) —1)}2d)\ + op(1)

j=—N

=Lir + Loy + op(1)

with an obvious notation fot Ly p and Lo p. Since sup, |fr(A)/fo(A) —
1] — 0 we get that

Ll,T = T 1]7,1/2/ { Z Kh )\ )\ 1)}2dA + Op(l)

and by Lemma 8.3 of Paparoditis (1997) we have that
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b N 2
L(T—th/ { Kh(/\—/\j)(Uj—n} d)\—,uh> = N(0,0%).
N

—r
Furthermore, using (21.2.5( we get for the term Lo o that

T

™ 2
Lag = GTH'? / [ Ea = w)te = X0) for)de} a

—T —T

+o(bpc2Th'/?)

™ 2
= ch%Thlp/ { K(uww(y — uhb}l)du} dy

—T —T

s

+o(bpcThY/?).

Now, if by = 1 then Lo p — f: w?(\)d\ in probability provided cr =
T=1/2+9/4 For by = T~7 the conditions §/2 = 1 —2n —~ and hb;' — 0
should be satisfied in order for the same convergence to be true. |l

21.3 Comparisons

Recall that the St test is based on the property that if the postu-
lated model is correct then the (asymptotic) expected value of the ratio
between the sample spectral density (periodogram) and the postulated
spectral density equals one. Thus the proposed test statistic measures
how close is the rescaled periodogram I(A)/fo()) to the (sample) spec-
tral density of a white noise process. An alternative way to evaluate the
basic statistic I(\)/fo(A) for testing purposes is by using the cumulative
ratio

_ [T I
Gr(zx) 7/0 fO(A)d)" (21.3.1)

The null hypothesis that f = fo can then be tested using the normed
difference Gr(7m) — 7Gr(w) where the variable T varies in the interval
[0,1]. In particular, a statistic useful for testing this null hypothesis is
given by

Cr = (271-2)_1T/1{G’T(7‘7T) - TGT(W)}QdT, (21.3.2)
0

see Dzhaparidze (1986). Note that if { X, } satisfies assumption (A1) then
the process (7(7) = (7v/2) " 'WT(Gr(77) — TG (n( converges weakly to
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the Brownian Bridge U(7), 0 < 7 < 1, Dzhaparidze (1986), Proposition
5.1. Thus

L(Cr) = £(/01 UQ(T)dT>. (21.3.3)

Note that the asymptotic null distribution of the C'r test is identical to
that of the Cramér-von Mises test based on the integrated squared dif-
ference between the standardized sample spectral distribution function
and the standardized spectral distribution function of the model under
Hy; cf. Anderson (1993).

For the class of local alternatives discussed in this paper the asymp-
totic behavior of the Cr test is established in the following theorem; cf.
Dzhaparidze (1986).

THEOREM 21.3.1
Assume that (A1) is fulfilled and that the true spectral density fr satisfies
(21.2.5(.

(i) Ifbr =1 and cp =T~ Y2, then as T — oo,

L(Cr) = c(/ol(U(THQ(T(?dT),

where for T € [0,1]

1 TT s
O(r) = E[/ w()\)d/\—T/O w()\)d)\].
(i) If by = T~ for some v > 0 and ¢y = T™", n > 0 such that

n -+~ = 1/2 then the concluson of Part (i) of the theorem is true.

Part (i) of the above theorem has been established by Dzhaparidze
(1986), Proposition 5.2, while part (ii) is proved along the same lines.

Theorem (21.3.1) shows that for both classes of local alternatives con-
sidered the Cp test is v/T-consistent, i.e., it has a non trivial power for
local deviations approaching the null at a rate as fast as 7-2/2. Now,
compare this with the asymptotic power of the St , test stated in The-
orem (21.2.1).

Consider first the class of sharp peak alternatives. For this class of
local alternatives and for a suitable choice of §, the St test can be
made more powerful than the Cp test. To see this consider the points
(0,7,7n) in the set

A={(6n7):6>01n>07>0,0/2=1-v-2n,
v<d and v >§/2}.
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For (&,m,v) € A we then have

11 0 1
n+y=5+50 - 3) >3
i.e., the St test is more powerful than the Cr test since it detects local
alternatives converging to the null at a rate faster that 7—1/2.

Consider next the class of Pitman alternatives. Since for § > 0 we
have T7~1/2+9/4 > T=1/2 the Sy, test detects alternatives approaching
the spectral density fy at a rate smaller than the ‘parametric’ rate 7-1/2.
Note that for § = 1/5 which is the asymptotically optimal rate for choos-
ing 0 in the sense of minimizing the mean square error of estimating ¢(-),
we have T—1/2+9/4 — 7—-9/20 which is slightly smaller than 7~'/2. Thus
it seems that a price have to be paid for using a nonparametric kernel es-
timator in St p, i.e., for smoothing locally the ratio I(X)/fo()\) to obtain
dn(A) instead of integrating this ratio as this is the case of the statistic
Gr(rm). However, this is not entirely true. As we will see, despite its
V/T-consistency the Cr test can have even for the class of Pitman alter-
natives very low power in detecting deviations from the null if they are
due to nonvanishing autocorrelation at high lags. In this case the St
test appears to be more powerful. To understand this statement consider
first the following proposition which gives a comparable representation
of both statistics under the null hypothesis.

PROPOSITION 21.3.2
Assume that the process {X:} satisfies assumption (A1) and that the null
hypothesis is true. Then

T-1
T 1 7%(s
Cr = = *%0(4) + op(1). (21.3.4)

2
T = s? o]

If (A2) is also fulfilled, then

T-1 1 T 9 :}/\2(8)
St = 477Th1/2; (% /_Tr K(u) cos(uhs)du) EJ? + op(1),
(21.3.5)
~ 1 T—s . .
where Vo(s) = T ), | eierys is the sample autocovariance at lag s

based on the i.i.d. series €1,€9,...,&7.

PROOF Suppose that f = fy. By Lemma 1 of Dzhaparidze (1986),
p 301, we have that I(\)/fo(A\) = 2mI.(\)/o? + RT()\:)r/fO(/\) where
VT maxo<r<r |[Rr(N)| = op(1) and I.(\) = (27T)~* 3 ,_, &1 exp{it}
is the periodogram of the series €1, €5, ...,e7. Since fy € F it follows for
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every 7 € [0,1] that GT(TTF) =2r0;2% [ I:(A)dX + op(T~'/?). Substi-

tuting I.(\) = (27)~ zf__lm%( ) cos(Ah) we get

1 /. i sin(rms) , —1/2
Gr(rm) = — (307 + 23 ZHE24 () + op(T1V2),

Oc s=1 §
Therefore,
T 1, = sin(77s) 2
Cr = — (2§ 4 ) d 1
= 27T2/0 s=1 502 ¥e(s)) dr + op(1)
T-1 ~2
T 1 52(s)
==y = + op(1
2 — 52 a? p(L)

S

To obtain the asymptotic expression for the St statistic note first that
by substituting the relation I(\;)/fo();) = 2m1()\;)/02+Rr(N;)/ fo(A;)
we get

N

Srp = / { 3 Ku(A -\ ( Jels 71>}2d)\
j=—N s=—T+1 o2
2 :{jiNK”(A W e
Q\T/E _7;{ iv:NKh(A—)\J>(27r];§)\y) 1)}

=M+ My + M3 T
with an obvious notation for M; 7, i = 1,2, 3. Now, since Jmax |Rr(N)| =

op(T~Y/2) we get My = op(h'/?) while using Lemma 8.4 of Paparodi-
tis (1997) we conclude that Ms 1 = op(1). Furthermore,

H

Vh <« 9:(5) 2
Ml,T—— { Z Kn(h =) > 2 cos(yh) b dx + op(1)

s=1 Oe

where the second term on the right hand side of the above expression is
due to the fact that 4. (0) —o2 = O(T~'/?) and that for an i.i.d. sequence
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Cov (e (81), Y (s2(= ds;.5,0(T1); cf. Brockwell and Davis (1991). In
particular, and using these relations we have

TS w02 )V = opor

T
=

and

> 52 (0)
x{ 3 Kh()\—)\j)( = —1)}d>\
N
=27 'h'/?0p(T"?)0p(T"?)
= Op(h'/?).

Approximating the Riemann sum by the corresponding integral and us-
ing the symmetry of K(-) and a trigonometric identity for cos(sA — suh)
we finally get that

M = 4Th1/2/ {

!

~ (% _T; K (A — ) cos(zs dx) (5) }

1

w
Il

op(1)
= 4Th'/? /_T; { § 27r / K (u) cos(sA — suh)du) Jels )}

+OP(1)

ml\)

= 4Th!'/? /_: { j_ll (% _: K(u) cos(suh)du) cos(sA) 7 (5) }2d)\
+op(1)

= 4xTh'/? Z / K(u cos(suh)du) %(S) +op(1)
s=1

Us

where the last equality follows by the orthogonality properties of cos(-).
|

The important aspect of Proposition (21.3.2) is that both statistics
considered can be expressed (asymptotically) as a weighted sum of the
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squared error autocorrelations . (s)/o2, s =1,2,...,7 —1. (Note that
- (s)/02? is not exactly the sample autocorrelation based on €1, g, .. ., e7
since in the denominator the true variance of the error process 02 = 7. (0)
is used instead of its estimator 7.(0)). Now, the weighting sequence of
the Cr test is just 1/s? while that of St is < K(-),cos(sh-) >2, i.e.,
it depends on the particular kernel K and the smoothing bandwidth A
used.

By the severe downweight of the squared autocorrelations 4. (s)/o? at
high lags appearing in the series representation of the Cp statistic we
might expect that this test will have low power if the departure from the
null is due to significant autocorrelation at high lags.

To proceed with the Pitman alternatives, and if the true spectral den-
sity equals

Fr) = o1+ T7Y2w(0) + o(112)

we have by Theorem (21.3.1) that L(Cr) — fo Q(r(3dr). Tt
follows then that in this case
oo
(Z;
L(Cr) — L(Z i ”J ) (21.3.6)
Jj=1

where the Z; are independent N (0,1) distributed and p; = v/2 fol Qr
sin(jn7)dr, Shorack and Wellner (1986). Thus local deviations to the
null contribute to the test statistic by means of the components uj,
j = 1,2,.... Note that the components pu; are related as follows to
the function w(-) appearing in the local alternatives considered. Using
integration by parts and the definition of Q(7) we get

\f/ ) sin(jnr)dr
\f

_]7T

I
= ﬁ/o cos(jnr)w(nT)dr.

COS(]WT)dQ( )

Recall that

k(j) = 271'/0 cos(jrT)w(nT)dr = 2 /07r cos(JA)w(A)dA
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is the autocavariance at lag j of w(-) if the real-valued function w(-) is
a spectral density, i.e., if w(-) is nonnegative and symmetric on [—, 7]
and f[ﬂrnr] w(A)d\ < oo; cf. Brockwell and Davis (1991).

Now, if the deviations from the null are due to significant values of p;
for j > 2 we expect a lower power of the Cr test due to the downweight-
ing of these components in the above series representation of this test.
In fact equation (21.3.6( enable us to relate the power behavior of the
Cr test to that of the Cramér-von Mises test in testing hypothesis on
the distribution function in the context of independent samples and to
reproduce several of the results obtained there, see Eubank and LaRic-
cia (1992). For instance, and using arguments similar to those presented
there, we get

inf lim P(CT > (T,

lwl[2=1T—o0

Jr() = RO +T2u(() = a
where cr , denotes the a-quantile of the distribution of C7 and
P(AIfr() = fo(-) (1 +T7?w(-(

the probability of the event A under the assumption that the true spec-
tral density is given by fr(-) = fo(-)(1 + T~'/2w(-(. Losely speaking,
this shows that if the deviation from the null is placed at a sufficiently
high value of 1, the power of the Cr test can degenerate to its level.
In contrast to the St test the power of the Cr test is, therefore, not a
monotone increasing function of ||w||.

We conclude the comparison between both test by means of a small
simulation experiment. Series of length 7" = 128 from the process X; =
gt + 0e;—, have been generated where e, ~ N(0,02) with 02 = 1/(1 +
6?) and = 0.4. The null hypothesis is Hy : f = 1/(27), i.e., the
hypothesis that the observed series is a white noise sequence. Several
values of ¢ have been used in order to study the power behavior of both
tests for different alternatives. Note that Var(X;) = 1 and that the
autocorrelation function of the process under the alternative is given by
BE(X:Xi1s) = 06540/(1+62) for s € N, i.e., the value of q corresponds to
the lag of the autocorrelation which causes the departure from the null.

The proportion of rejections in 1000 samples are reported in Table
21.1 for two different values of the level o. The critical values of the Cr
test were taken from Shorack and Wellner (1986) while those of the St
test have been calculated using the bootstrap procedure proposed by
Paparoditis (1997) based on 1000 bootstrap samples. The later test has
been applied using the Bartlett-Priestley kernel and two different values
of the smoothing bandwidth h. The Srj test has been also applied
using a cross-validation criterion to select the smoothing parameter h.
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TABLE 21.1
Proportion of rejections in 1000 samples of the hypothesis of white
noise

a = 0.05 a = 0.10
q=20 g=1 q=23 q=6 q=0 g=1 q=23 q=6
cr 0.046 0.984  0.205  0.101 0.088 0.993  0.397  0.187
S p* 0.051 0.932  0.612  0.362 0.110 0.983  0.821  0.592
ST,k
h = 0.08 0.045 0.622 0.511 0.323 0.095 0.830 0.734 0.540
h =0.12 0.047 0.815 0.639 0.241 0.091 0.940 0.839 0.435

In particular, and following Beltrao and Bloomfield (1987) we select h
as the minimizer of the function

% > {logrs() + ri(?ij) }

Jj=1

where J(A;) = I(XA;)/fo(A)),

Fi00) =T ST Kn(hy = A/ fo(As)

seNj

and Nj = {s : =N < s < N and j — s # £jmodN}. That is, 7_;(-)
is the kernel estimator of f(-)/fo(-) when we delete the jth point. The
St.h test applied with a data driven bandwidth selection rule is denoted
by ST,h* .

The results of Table 21.1 confirm our asymptotic analysis. As it is
seen the tests maintain the level and the Cr test outperforms the St
test for ¢ = 1. Recall that for this value of ¢ the departure from the
null is caused by a nonvanishing first order autocorrelation. However,
the power of the C'r test drops off drastically for the values ¢ = 3 and
q = 6 since for these values of ¢ the departure from the null is due to a
significant autocorrelation at higher lags, e.g., lag 3 and 6 respectively.
For these values of ¢ the St test clearly outperforms the Cr test and
its power drops more gradually as ¢ increases.

Acknowledgements The author is grateful to the referee for his helpful
comments.
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22

Linear Constraints in a Linear Model

Somesh Das Gupta
Indian Statistical Institute, Calcutta, India

ABSTRACT 1t is shown by geometric arguments that the reduction
of a linear model pn = E(Y) = A0 by the linear constraints L'6 = 0 can
be equivalently obtained by considering the linear constraints L6 = 0,
where the columns of L; span the space M N L, M and L being the
column spaces of A" and L, respectively. If ¢ = dim(M N L) is zero, then
the model is unchanged by the linear constraints. It is not necessary to
assume that the rows of L'6 are linearly estimable, to start with. It may
be noted that even when all the rows of L’6 are not linearly estimable,
there may exist some linear combinations of the rows of L’# which are
linearly estimable.

Keywords and phrases Linear models, linear constraints, effective-
ness of linear constraints

22.1 Introduction

Consider the linear model

EY = pu = A6, (22.1.1)
where A : n X m is a known matrix of rank r, and § € R™, along with
the linear constraints given by

L'o =0, (22.1.2)
where L : m X s is a known matrix of rank s.

The constrained linear model has been considered by Rao (1973), and
Wang and Chao (1994), in particular. The algebraic treatment presented
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by the above authors fails to clarify the role or impact of the constraints
adequately. Rao (1973) has posed the reduced model, combining (22.1.1)
and (22.1.2), as

w=AMr, T € RY, (22.1.3)

where M : m X ¢ is a matrix of rank ¢ = m — s such that L'M = 0.
Although the problem of identifiability of # can be resolved by consider-
ing A-equivalence (i.e. 61 and 6, are equivalent, if A0; = Afs), it is not
clear how the impact of (22.1.2) is reflected in (22.1.3).

Usually the rows of L'6 are assumed to be linearly estimable. An
equivalent assumption is A' C D, or the inverse image of A(D) on R™ is
D, where

D={0eR":L'0=0}={0eR™:0=Mr, T € R}, (22.1.4)

N={0eR": A0 =0} (22.1.5)

As a consequence of this assumption, it is possible to express the reduced
model given by

pweEVy={pneR":u=A60,L'0 =0} (22.1.6)

as u € V = C(A), the column space of A, along with pLlV;, where V;
is a subspace of V satisfying V; = C(B),E(B'Y) = L'§. The above
assumption ensures the existence of such a matrix B.

In case all or some of the rows of L6 are not linearly estimable, it is not
apparently possible to get such a simple reduction. It is seen that (22.1.3)
leads to a similar specification; however, the relationship between )
and L cannot be clearly revealed through (22.1.3). We shall present a
geometric description of the role or impact of the linear constraints, and
relate V; to L geometrically.
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22.2 Geometric Interpretation of the Role of the
Linear Constraints

Let

M=C(A), L=C(L), My =MnL, (22.2.1)

t=dim(MnNL), (22.2.2)

and Mg be the orthogonal complement of M; in M. It is clear that
0 <t < min(s,r). We assume r > 0,s > 0 excluding the trivial cases.
Our main result is given as follows.

THEOREM 22.2.1

(a) If t =0,
{neR":p=A0, 0LL} ={peR": p=A0, 6 € M} 22.2.3)
:{HGR":p:AO,QGRm}( -
(b) If 0 <t <s, then dim (Vo) =r—t >r—s, and
(e R p=A0, 0LLY = {p €R" - pp= A0, 0 € Mo}, )

={peR":p=A40, 0L M;}
(c) If t = s, then dim (Vo) =r — s, M1 =L, and

{peR" :n=A0, 01 L} ={peR": up= A0, 6 € My} (22.2.5)

Note 1

If t = 0, the model p = A0,0 € R™, is unchanged by the linear con-
straints L'0 = 0. We call this case “ineffective”. In this case, no non-
trivial linear combination of L6 is linearly estimable. If 0 < t < s,
some of the rows of L' are not linearly estimable. But there exist some
linear combinations of the rows of L'6 which are linearly estimable. We
call this case “partially effective”, since the reduction in the model by
the constraints 6 1L is also accomplished by the constraint 6 1 My, M,
being a proper vector subspace of £; note that dim (Vo) =r—t > r —s,
s being the rank of L. If t = s, the resulting reduction in the model
cannot be accomplished by the constraint 6 1 £, for any proper vector
subspace £ of £; note that dim (Vy) = r —s. We call this case “fully
effective”.
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Following Rao (1973) it may be seen that

t = rank (A) + rank (L) — rank (A":L), (22.2.6)

and

rank(AM) =r —t, (22.2.7)

where M is defined in (22.1.3). Note that t > 0if m <r+s
The above theorem is proved using the following lemmas.

LEMMA 22.2.2

MNL={#eR": 0 M, 0LPu(D)}, (22.2.8)

where Py is the operator (or the symmetric idempotent matriz) corre-
sponding to the orthogonal projection on M, and D is given in (22.1.4).

PROOF First note that any vector d € R™ can be expressed as d = a+,
a € M,y € N. Moreover, Py(d) = a. For a non-zero vector ag

aEMNLES ageEM, gD & ap € M, agLPp(d) for all d € D,
(22.2.9)

since d — Py(d) € N and ap € M < apLN. |

Lemma 22.2.2 simply states that Pp(D) = My, the orthogonal com-
plement of M; in M. The following lemma is an easy consequence of
the fact that d — Pap(d) € N for any d € R™.

LEMMA 22.2.3
For any vector subspace D in R™

{peR” : u=A40,0 e D} ={ueR"”: up= A0, 6 € Py(D)}
(22.2.10)

Under the linear constraints L'6 = 0 the effective domain of 6 is D.
The following lemmas give descriptions of the structure of the set D,
which are of interest on their own. The vector space spanned by a set of
vectors U;’s is denoted by S{U/s}.
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LEMMA 22.2.4
Suppose MUL =L, i.e LC M. Then

D=ModN, (22.2.11)

where My is the orthogonal complement of L (or My) in M.

PROOF First note that any vector § € N or any vector § € Mg satisfies
L' = 0. Next note that dim(D) = m — s, and dim(Mo ®N) = (r —
Y+ (m—r)=m-s). |

LEMMA 22.2.5
Suppose 0 < t < min(r,s). Then

D=S8{oj 1+ 0+ BN, (22.2.12)

where {of,1,...,07} is an orthonormal basis of Mo, 7;’s are specific
vectors in a vector subspace N1 of N of dimension s —t, and Ny is the
orthogonal complement of N1 in N.

PROOF Let {af,...,af,...,a’} be an orthonormal basis of M so that
{af,...,aj}isabasisof My = MNL, and {of,...,af, axr1+Ye41,- - -,
as + s} is a basis of £, where «;’s are in M and ~;’s are in N.

S S

Suppose Zdﬂi = 0 for some d;’s. Then Zdi(ai +vi) = Zdiai,
t+1 t+1 t+1
which belongs to M;. By the choice of the above basis of L, it follows
S S
that Z d;a; = 0. Consequently, Z di(a; + ;) = 0, which implies that

t+1 ot
d;’s are all 0. Hence ;’s are linearly independent.
Write

U= (af,....a7), Uy =(a; 1,...,070), V.= (Veg1s---17s)-

Then
(Oét+1; e ,OLS) = U101 + UQCQ

for some matrices C7 and Cy. It can be checked that the columns of
U, —V(V'V) ey,
are orthogonal to each of the vectors in the above basis of £. Write

~VVV)TIC = (V-0
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It is easy to see that the vectors {a},; +77y1,.-., ) +7,} are linearly
independent.

Let N> be the orthogonal complement of S{~;y1,...,7s} = N1 in N.
Then dim(N2) = (m — 1) — (s — ¢), and N> is orthogonal to £, as well
as to S{aj 1 + {41, .-y + 7). This yields the desired result, since

dim (D)=m—-—s={(m—r)—(s—t)} + (r—1).
I

PROOF OF THE THEOREM The theorem essentially follows from Lemma
22.2.2 and Lemma 22.2.3 or from Lemmas 22.2.3-22.2.5, as shown below.
(a) Tt is clear from Lemma 22.2.3 that the reduced model can be
expressed as
{peR": p= A0, 6 € Py(D)},

where Py((D) = My, the orthogonal complement of M N L in M. By
Lemma 22.2.2, dimPp(D) = r. Thus My = M. Lemma 22.2.3 now
yields the result.

(b) 0 <t < s. Let {l1,...,ls} be a basis of L such that {l1,...,l;} is
a basis of M1 = M N L. Write

Li=(.. 1), Ly = (lys1...1s).

Then
L'0=0 & L10=0, L,0=0.

Let D; and Dy be the sets of § € R™ for which Lj6 = 0 and L0 = 0,
respectively. Note that C(L;) C M and C(L2) N M = {0}. By Lemmas
22.2.4 and 22.2.5, we find that

Pm(D1) = Mo, Pm(D2) = M.
It is easy to check that
PM(Dl N DQ) = PM(Dl) n PM(DQ) = Mo.

To see the above, note that it follows from the structure of Dy and Do,
described in (22.2.11) and (22.2.12), that given o € Ppy(D1) N Pap(D2)
there exists a 6 € Dy N Dy for which Py (0) = .

This yields the result.

(c) If t = s, My = L. Lemma 22.2.3 yields the result. It can also be
seen from Lemma 22.2.4 that Py(D) = M,.
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Note 2

Rao (1973) and Wang and Chao (1994) have considered the problem
of minimizing (Y — A0)'(Y — Af) using Lagrange multipliers for the
constraints L' = 0. It is possible to find constraints Lj6 = 0 and
L%0 = 0 such that C(Ly) € M, C(L2) N M = {0}, and

L'0=0 < L0 =0, Ly6 =0.

Using the structure of Ly, as given in the proof of Lemma 4, it can be
seen that the value of Af, 6 being a solution of the normal equations
with the constraints L}6 = 0, is the same as Af where 6 is a solution of
normal equations with constraints L} = 0 and L56 = 0, or equivalently
L'6 = 0. This is the algebraic aspect of our result.

Note 3

Roy (1958) considered only the linear hypothesis Hy : L'6 = 0 such that
the rows of L6 are all linearly estimable. He called such a hypothesis
“testable”. However, it is not necessary to make this distinction. If the
constraints L' = 0 are ineffective then the hypothesis Hy is vacuous.
On the other hand, if L'6# = 0 is partially effective, then Hj is equivalent
to L0 = 0 where C(L1) = M N L.

Note 4

The results presented in this note merely gives geometric description
of the role of the linear constraints, and apparently provide no help
in the calculations needed for relevant statistical inference. Given a
linear parametric function 1’6, we generally check whether I’ is linearly
estimable from the simple or patterned structure of the design matrix

A. Otherwise, one has to resort to the sweep-out method on (A”:l) to
find out whether [ € C(A"). We can also use the structure of A or the
sweep-out method to find the value of ¢, and in case 0 < ¢t < s, we can
also get a basis of M N L. This, in turn, will avoid solving the normal
equations with Lagrange multipliers.

Note 5
Eaton et al. (1969) have considered the following model

{peR™: Tu= 253, B €RP}, (22.2.13)

where T : m x n and S : m X p are known matrices; they have intro-
duced this model as a generalization of the classical linear model. With
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reference to the constrained linear model considered in this note, it can
be seen that there exist linear transformations

T:peR* -0 M, S:BcR"™" —0ec M,

such that (22.2.15) holds. As a matter of fact, (22.2.15) is equivalent to
€ V1 @ Vs, where V; is a known vector subspace of R"™ and Vs is a
known proper vector subspace of the orthogonal complement of V; in R™.
It can be seen that any linear model can be expressed in the above form,
and (22.2.15) cannot be considered as a generalization of the classical
linear model.

Note 6
Suppose E(Y) = A and Cov(Y) = X, which is singular of rank ¢, and
known except for a scale multiple. Without any loss of generality we

may assume that
Z o OQIq 0
10 0

| q A q
NRIEKS
then the model reduces to E(Y1) = A0, Cov(Y7) = szq, Yo = As0. A
solution of Y5 = A6 can be expressed as 0y + 7, where 6 is a particular

solution and As7 = 0. Write Y|* =Y; — A16p. Then the model reduces
further to

Let

E(Yy) = Ay7, Cou(Yy) = 0?1, AaT =0.

This is a linear model with linear constraints.
Lastly, we present three simple examples to illustrate our result.

Example 1
M1 = 91+02, Mo = 2(91+92), 917 02 in R. Let the constraint be 91792 =0.
The model is unaffected by the constraint. 0

Example 2
w1 = 01 + 02, puo = 03 + 045 0;’s are in R. Let the constraints be
0, = 0, = 03 = 0. Note that 6,605,603 are not linearly estimable, but
01 4+ 05 is. We get the some reduction of the model by the constraint
01+ 65 =0.

©2001 CRC PressLLC



Example 3
Consider the block-treatment experiment with the additive model

/J,ij:’}/+T7;+,8j; izl,...,t; ]:1,,b
Then it is well known that the constraints Z’Ti =0, Z B; = 0 do not

@ J
change the model. One can check that no non-trivial linear combination
of Z 7; and Z B3; is linearly estimable. I
i J
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M-methods in Generalized Nonlinear
Models

Antonio I. Sanhueza and Pranab K. Sen
Universidad de La Frontera, Temuco, Chile
University of North Carolina, Chapel Hill, NC

ABSTRACT In generalized nonlinear (regression) models (GNLM),
maximum likelihood (ML) or quasi-likelihood (QL) methods based sta-
tistical inference procedures are generally not robust against outliers or
error contamination. In fact, nonrobustness is more likely to be com-
pounded by the choice of link functions as needed for GNLM’s. For this
reason, robust procedures based on appropriate M-statistics are consid-
ered here. Our proposed M-estimators and M-tests, formulated along the
lines of generalized least squares procedures, are relatively more robust
and their (asymptotic) properties are studied.

Keywords and phrases Asymptotic normality, efficiency, estimating
equations, generalized additive models, M-estimators, M-tests, robust-
ness, uniform asymptotic linearity

23.1 Introduction

Let us consider the (univariate) nonlinear regression model
Yi=f(xi,8) +ei,i=1,..,n (23.1.1)

where Y; are the observable random variables (r.v.), x; = (z1;, a2, ...,
Tm;)' are known regression constants, 3 = (031, 82, ..., Bp)" is a vector
of unknown parameters, f(,) is a (nonlinear) function (of 3) of spec-
ified form; and the errors e; are assumed to be independent r.v.s with
mean 0, but not necessarily identically distributed. We assume that the
distribution of Y; is in the exponential family with density:

9v: (Y, 0:,¢) = c(y, 0:) exp{(y 0: — b(6:))/a(d)}, i = 1,...,m,  (23.1.2)
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where ¢ (> 0) is a nuisance scale parameter, the 6; are the parameters
of interest, and the functional forms of a(-),b(-) and ¢(-) are assumed to
be known. In this context, the mean and variance of Y; are easily shown
[see McCullagh and Nelder (1989, pp. 28-29)] to be:

pi = EY; =V(0;) = pi(6;) (23.1.3)

VarY; = a(¢) (0/00;)1i(0;) = a(p) vi(pi(6;)). (23.1.4)
In that way, we let:
b'(0:) = f(xi, B)
and say that Y; follows a generalized nonlinear model (GNLM). Hence,
the variance of Y; is given by:

VarY; = a(¢) vi(f(xi, B)),

which remains the same for all i = 1,...,n
If we let f be a monotone differentiable function, such that:

f(xi,8) = [(xiB),

the r.v. Y; follows the generalized linear model (GLM) introduced by
Nelder and Wedderburn (1972). Also, when

f(xi,8,Z:) = f(xiB) + Zhj(Zij)
=1

where the h; are smooth (possibly nonlinear) functions dependent only
upon the coordinate Z;; of the auxiliary explanatory vector Z;, we note
that Y; follows the generalized additive model (GAM) [Hastie and Tib-
shirani (1990)].

In the context of the exponential family, the estimating equation for
the maximum likelihood estimator (MLE) 3, in model (23.1.1) is the
form:

n

> e ﬁ))w f(xi, B,)) E5(xi.8) = 0. (23.1.5)

im vil

where fﬁ(xi, B) = (0/9B) f(xi, B3), which are exactly of the form of the
weighted least square equations for model (23.1.1). Thus, we can use
the iteratively reweighted least square (IRWLS) procedure to implement
maximum likelihood estimation of 3.

We may define the expected value and variance of Y; as in (23.1.2)
and (23.1.3), respectively, where v;(+) in (23.1.3) have known form and ¢
is a possibly unknown positive scalar constant, but we make no specific
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assumption on the distribution of Y;. In this context, we can make use of
the quasilikelihood (QL) approach [Wedderburn (1974) and McCullagh
(1983)], and see that the QL equations for estimating 3 in (23.1.1) are
the same as given in (23.1.4). This allows us to incorporate those cases
where the functional form of the variance of the response variable is
known, though it may depend on the parameters of interest in the model.

Incorporating the ML and QL equations, we formulate suitable M-
estimators of 3, and study their (asymptotic) properties (including con-
sistency and asymptotic normality). M-tests are also considered for
testing suitable hypotheses on 8. Two computational algorithms for M-
estimators based on Newton-Rapson and Fisher’s scoring methods are
presented. In Section 2, preliminary definitions and regularity conditions
are presented. Section 3 deals with the asymptotic distribution theory
of M-estimators of 3, and in this respect, a uniform asymptotic linearity
result on M-statistics (in the regression parameter) is presented in detail.
Section 4 is devoted to related M-tests, and two iterative computational
methods are considered.

23.2 Definitions and Assumptions

Considering that the density function of ¥; in (23.1.1) given by (23.1.2)
leads to weighted least square, we define an M-estimator of 3 as the
minimization:

5 Nt 1 S e ' c p}
B = Arg mm{; A (o 8))] (Y, — f(x:,8)) : B€®CR

(23.2.1)

where h(-) is a real valued function, and © is a compact subset of RP.

Assuming that the variance function in the equation (23.2.1) is fixed
and 9(z) = (0/0z)h?(z), we have that the estimating equation for the
minimization in (23.2.1) is given by:

fj A(xi, i, B,) =0 (23.2.2)
i1
where
1
Ax, Y, 8) = hlo(F(xs, B))] V(Y; — f(xs, B)) fﬁ(xiﬁ)- (23.2.3)

In particular, if we let h(z) = z, we have the ML and QL equations for
estimating 3 as given by (23.1.4). In the conventional setup of robust
methods [Huber (1981), Hampel et al. (1985), Jureckovd and Sen (1996),
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and others], we will primarily use bounded and monotone functions h(-);
the so called Huber-score function corresponds to

1 .
_} #* if |z] <k
h(z) { Ul =0t it )el > & (23.2.4)

for suitable chosen k (0 < k < 00). Whenever the errors e; in (23.1.1)
have a symmetric distribution, we may choose k as a suitable percentile
point of this law (say the 90th or 95th percentile), and let h be as in
(23.2.4). However, whenever the errors may not have a symmetric law,
we choose two values k1 and ko (k1 < 0 < ko), and let

hz) =3 {kalz—B1}2 if 2 < ki (< 0)
{kolz — 22]}7 if 2 > ko (> 0),

where ki and ko are chosen so that Ey(Y; — f(x;,8)) = 0. This can
always be made if the distribution of e; is known up to a scalar factor
(that may depend on x!(3).

We make the following sets of regularity assumptions concerning (A)
the score function v, (B) the function f(-), and (C) the functions k1 () and
ko (+), where

ki(xi, 8) = 1/h[v(f(xi, B))], (23.2.5)
and , ,
ka(zi, B) = " [v(f(x[”( )(ivé)f)(] B (23.2.6)
[A1]:

1 is nonconstant, absolutely continuous and differentiable with respect

to G.

[A2]: Let e =Y — f(z,0),
(i) Ev?(e) < 0o, and E1)(e) =

(i) B/ ()"

< oo for some 0 < § <1, and E¢’(e) = v (£ 0)

[A3]:
() tims o B{Sup 1, [60 = 7l B+ A)) — (Y — fx, )|} =0

(ii) lims_o E{SupHAHgé‘i/}'(Y —f(x,B8+A)) —¢'(Y - f(x, 6))‘} =0
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[B1]:
f(x, B) is continuous and twice differentiable with respect to 8 € O,
where O is a compact subset of RP.

[B2]:
(i) limy,— o %I‘ln(ﬂ) =T1(3), where

n

1 i
i (8) = Z{mfﬁ(xmﬁ) fﬁ(xmﬁ)},

=1

and T'1(8) is a positive definite matrix.
(ii) limy,— 0o %1—‘2”(,8) =T2(3), where

T2, (B) = g{]m%(xu B) fb(xi, B)},

and I'5(3) is a positive definite matrix.

(()1;1) mam{W’zﬂm f,tB(Xi’ B) (T2,(8))~ ! fﬁ(xi, B)} —0,asn —

[B3]:
() tims o Supy 51,0/, )1 (x, B+ A) (9/064)f(x, B+ &)~

(0/08;)f(x, B)0/0Pk)f(x, B)| = 0; k =1,.... p.

()Y o Supy 1| (92/00; 000 (o B+ ) ~(2/05; 051) f (x, B)| =
0forj, k=1,..., p._

[C:
(i) lims o SupHAH<6‘ k1(x, B+ A) — ki(x, ,8)‘ = 0, uniformly in x.

(i) lims_o SupHA||<6’k2(x, B+ A)— kg(x,ﬁ)’ = 0, uniformly in x.

23.3 Asymptotic Results

In the first result we shall prove the uniform asymptotic linearity on
M-statistics given in the following theorem.
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THEOREM 23.3.1
Under the conditions [A1]-[A3], [B1]-[B3], and [C] we have that:

5"P||t||ch% ;{Mxm,ﬁ +n7E ) — A, Y B)} + L T1(8) 8

= o0,(1) (23.3.1)

as n — 0o, where A\(x;,Y;, 3) was defined in (23.2.3).

PROOF We consider the jth element of the vector A(x;,Y;, 3) denoted
for

v
hlv(f(xi, B))]

where fp,(x;,8) = (0/96;) f(xi, B).

By using linear Taylor expansion, we have:

)\j(xi7}/i7ﬁ) = 1/}(5/7 - f(xlvﬁ)) fﬁ] (XiaIB)Lj = 17 cy Dy

)\j(Xi,Ym B+nz t) — \j(x;,Y;, B)
P

Z a/aﬁk le}/l)lB)}

k=1

iS]

Z {(0/05)> xz,m,m\’ﬁ) (0/0%)N (xi, Yis B},

where

(0/0Bk) A (xi, Y3, B)

= k1 (xs, B) {¢(Yi — f(x:,8)) (8°/08k 055) f (xi, B)
— '(Y; — f(xi,8)) f3;(xi, B) fa,,(xi, B)}

— ka(xi, B) Y (Y — f(x:,8)) f,(%i, B) f5,. (%, 8)

and kq(x;,8) and ko(x;,3) are given in (23.2.4) and (23.2.5), respec-
tively.
Then for each j = 1,...,p we have that:
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ht
— Vn

+ % ;;{tk Ao B)] I (Xivﬂ)fﬁk(xiyﬂ)}‘

—=) = \j(x:,Yi,8)}

1 P ht
< SuthHSC’ﬁ 1:1/; t{(0/0BK)N(x:,Ys, B+ \/ﬁ)

—(0/0Bk)\j (xi, Vi, ﬂ)}‘

+WM§EZZMW%>WMW}

i=1 k=1

n
1=

S el o VS S iy
+TL Z;kzﬂtk h[v(f(xz, /6))] fﬁg( 15 ﬂ)fﬁk( ) ﬂ) >

where

ht
SupH H<C’ Zztk{ 0/0Bk)A i(xi,Y:, B+ %)

i=1 k=1
~(0/05)A (x:. Vi, B}

ht
<3023 sy [0 ¥ T

~(@/0B)N (. Ve, B)|

Now, based on conditons [A3] (i)—(ii), [B3] (i)—(ii), and [C3] (i)—(ii)
we may prove that:

ht
vn
—~(0/06)X(x:,Yi, B} — 0, Vi<,

{SupH ||<C’ (0/0Bk)Nj (%4, Y5, B+ —=)

and
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E{Suthch‘% SO 1 A{(0/08k) N (xi, Yz, B+ %)

i=1 k=1

—(0/051)A (x:. Y B} |} — 0.

Also,
n p
VaT{Sup||tH<C’ % ZZtk{ d/0B)\; (xi, Yi, B+ \h/;l)
- i=1 k=1
~(0/080)7(x:, Y, B} }
h
70 Z(Var{z SupH H<C‘ d/0Bk)\; (x4, Vi, ﬂ+7:7)
(3/3ﬂk) (x;,Y;, B) ‘})
< C2 K/n — 0.
Therefore:

n

Lsy ht
Sup <l 2o 2 Bl0/080 (xe. Vi B+ 22)
i=1 k=1
_(a/aﬁk)/\j(xi%,ﬂ)}‘ = 0p(1). (23.3.2)

In addition, we may have,

RN

SPccl 2 2= OB (x5
B ol o VAR S N
o 2 2 R ) 7 O s ki )

= Supy, H<C‘ ZZ{MD (Yi — f(xi, 8)) [k1 (x4, 8)

=1 k=1
(32/351@ 9B;) f(xi, B)
_kQ(Xin) f(xin)) fﬁj (Xi7 ,8) ka (Xi’ /8)]}
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_%ZZ{tkkl(xz,ﬁ)[dJ(Y f(xi,8)) =]

S
Il
-
=~
Il
N

+CZ’ka1 xi, B) [ (Yi — f(x:,8)) — 7]
Xfﬁj(xivﬂ) fﬁk(xi’ /6)‘

which by using the Markov WLNN and conditions [A2] (i)—(ii) yields:

LS (Y i B) [l (x:,8) (6%/00 06, (xi, B)
i=1
—ka(xi,B) I8, (xi, B) f5,(xi; B)]} = 0,(1),

and

*Z{kjl X, B Y f(xlvﬁ))_’}/]fﬁj(xiv /@) fgk(X“ﬁ)}ZOP(l)

Thus:
1 n p
<l m;t’“ 0/0B)A; (%, i, B)
n p
’y J—
+E ;’;tk m fﬁj (Xiv /B)fﬁk(xm /6) == Op(l),

(23.3.3)

Therefore, from (23.3.2) and (23.3.3) we may conclude that:
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SupH H<C‘ Z{A (xs, Y, ﬂJr ) = Aj(xi, Y5, B) }

NG

fy Zztk X,, ﬁ))] fﬁj(xin)fﬁk(XiMB) = OP(1)7 j=1..,p.

i=1 k=1

We may now consider the following theorem:

THEOREM 23.3.2
Under the conditions [A1]-[A3], [B1]-[B3], and [C] there exists a se-
quence (3,, of solutions of (23.2.2) such that:

(23.3.4)

n

B, =B+ nflv ( % L(B8) 7 Y Axi, Vi, B) +0p(n7%). (2335

i=1

PROOF From Theorem 1.3.1 we have that the system of equations:

Z)\j(Xin’ﬁ +nTit)=0

i=1

has a root ¢,, that lies in HtH < C with probability exceeding 1 — € for
n > ng. Then B, = B+n"2 t, is a solution of the equations in (23.2.2)
satisfying:

P(Hn%(,@}n—ﬁ)H <C)>1—c¢for n>np.

Inserting t — n2 (3, — B) in (23.3.1), we have that the expression in
(23.3.4). |

In the following theorem we shall prove the asymptotic normality.
THEOREM 23.3.3

li]lnder the conditions [A1], [A2] (i)-(ii), [B1], [B2] (i)-(ii), we have
that:

% Z Ax;,Y:,8) — Np(0, Uﬁ, I'2(8)), asn — o (23.3.6)
i=1
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PROOF We consider an arbitrary linear compound:

Zn:A (xi,Y3,8), ne€R,

i=1

3
sl

and have that:

Zy \/‘ Z h Xl,,@))] (Y; - f(xi7 /8))77 fﬁ x;, 3 chz iy

where
_ oy ulx)

i = Un ho(f(xi, B))]
Z ¢(Y f XZ7 UI/J VU X'L

Then by using the Hajek-Sidak Central Limit Theorem, we may show
that Z; converges in law to a normal distribution, as n — oco. In order
to use this Theorem we need to verify the regularity condition about c;,
which is given by

ntflf)'(xiv 6)7

and

n
2 2
max c-; E cc. — 0
1SZSTL Tll/ - - nv
1=

as n — 0o, and it can be reformulated by requiring that as n — oo,

¢ u(x;) L t
sup | max 7 mfﬁ()% B) fg(Xz’, B)n/n F2n(ﬁ)77:|

neERP 1<i<n

— 0.

Now, in view of the Courant’s Theorem, we have that:

t u(x;) t t
TISEUE}I; {77 W2[o(f (xs, B))] fp}(xz‘, B) fg(Xz‘, B)n / n' T2 (B) 77}
)

A S R
- hl{hQ[v(f(xi, 8))]
_uxi) e e
= hQ[U(f(XZ‘7 ,8))] f[@( i ﬁ) (I‘Zn(ﬁ)) fﬂ( is /8);

so this condition is reduced to the condition [B2] (iii) (Noether’s condi-
tion). Thus, we conclude that:

£5(0x:, B) £5(x:, B) (T2n(8)) '}

n

Z: /13" e ]E — N(0, 1), asn — oo

i=1
and by using the Cramer-Wold Theorem and condition [B2] (ii) we may
prove the expression in (23.3.6). |
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COROLLARY 23.3.4
Under the conditions [A1]-[A3], [B1]-[B3],

Vvn(B,-B) — N, (0, 7202 TTY(B) Ta(B) F;l(ﬁ)) (23.3.7)

PROOF From Theorem 1.3.2 we have that:

V(B = B) = (G TaB) " 2= DA YiB) + 0y(1)

Then from Theorem 1.3.3 and the Slutsky Theorem we may have the
expression in (23.3.7). |

COROLLARY 23.3.5
Under the conditions [A1]-[A3], [B1]-[B3],

f‘_% n (/Bn - 16) - NP (07 Ip>7 (23'3'8)
where
P =5726% (CTan(B,)) " (- TanlB,) (; Tun(B))7 (2889

and 4 and 6,(% are consistent estimators of v and O’i, respectively.

PROOF Using expression (23.3.7) and the Slutsky Theorem we have the
expression in (23.3.8). |

COROLLARY 23.3.6
Under the conditions [A1]-[A3], [B1]-[B3],

n(B,-B)T" (B, -8 —x; (23.3.10)

PROOF By using expression (23.3.8) and the Cochran Theorem, we
prove the expression in (23.3.10). |

We may use (23.3.10) to provide a confidence set for 3. Let B, (a) =

{B:n(B,-PB)T"1(B, -B8) < Xp.o}» where X2 is the upper 100%a
point of the chi-square distribution with p degrees of freedom. Then,
P{B € B,(a)/B} — 1 — «, as n increases.

©2001 CRC PressLLC



23.4 Test of Significance and Computational
Algorithm

23.4.1 Subhypothesis Testing

Let us consider the partition of 3 as

(5)
B
where 3, is a vector of r x 1 and 3, is a vector of (p — r) x 1. We want

to test the hypothesis H, : 3y = 0 vs Hy : B; # 0.
From (23.3.9) we can write I' = 4,2 63) 3, where

$ = (- T0n(B,)) ™ (5 Tan(B,)) (- Tra(B,)) 7

== (Vi = f(xi,8,)),
=1
and N
7= YUY~ fxi )

We can also partition 21 as:

. Vll V12

= ( V2l y22
and use the Cochran theorem to prove that:

n (Bnl - /31)t (’AY;Q 63&)71 vt (/énl -B) — x3~
Then, for testing the null hypothesis we can define the Wald-type M-test
as:
W=n (Bnl)t (:}/772 5—51)71 Vll Bnl

which under H, follows (asymptotically) a x? distribution.

23.4.2 Nonlinear Hypothesis Testing

Let us consider the nonlinear hypothesis

H,:a(B)=0 vs Hy:a(B) #0

where a is a real valued (nonlinear) function (of 3). By using Corollary
1.3.5 and the delta method we have that:

{ag(B,) T ag(B,)} 2 n* (a(B,) —a(B)) — N(0, 1),
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where ag (B) = (0/9B)a(B). Also, by using the Cochran theorem:

n (a(B,) - a(8))' {a3(8,) T ag(B,)} " (a(B,) —a(B)) — X3

Then, for testing the null hypothesis we can use the Wald-type M-test:
W =n(a(B,)" {aj3(8,) T ag(8,)} " (a(B,))

which under H, follows a x3.

23.4.3 Computational Algorithm

In order to solve the equations in (23.2.2), we propose two iterative

- (0
methods based on the Taylor expansion around some initial guess ,6; )
We define the following matrices:

= Zw(YZ - f(Xi,,@)) kl(XiHB) fﬁ(Xi,ﬂ),

W(B) = Diag(ki(x1,8), ..., k1(xn, B)),
W1(B) = Diag(d((Y1 — f(x1,8))

xka(x1,8), s W((Ye = [ (X0, B))k2(Xn, B)),
W2 (B) = Diag(¢'((Y1 (Xl,ﬁ))

xk1(x1, 8)s s ¥ (Yo = f (%0, B)) k1(xn, B))

(f/@ Xla 7 7fﬂ(xn’ﬁ))t’
(VY1 = f(x1,8)), s (Yo = f(xn,3)))

t

( Xa /6) =
U(B) = A(B) - X'(B) [W1(B) = W2(B)] X(B)  and
V(B) = X'(B)W(B) X (B).

The first method is similar to the Newton-Raphson procedure, which is
given by:

(ORI
{ B, =B
S0+ (l) (l) @ ~ ) @
B, =0, UGB} XN, ) W(B, ) U(Y — f(x,8,)).
We can replace U(8) by its expected value,

EU(B) = = V(B),
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and propose the following algorithm:

B =Bue
B =B+ vy x @) wis,)

X\II(Y - f(xa BS)))a

where

0 _ LN v e 40
g fn;wm fxi B)).

This procedure is similar to the Fisher-scoring method.
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24

Extensions of a Variation of the
Isoperimetric Problem

Herman Chernoff
Harvard University, Cambridge, MA

ABSTRACT A problem in the efficient storage of noisy information
in two dimensional space leads to a gaussian variation of the classical
Isoperimetric Problem. In this variation the area and perimeter are
modified by the bivariate normal distribution. This problem corresponds
to the efficient storage of the noisy information with one bit; i.e. dividing
the plane into two sets. The extension considered here corresponds to
dividing the plane into n sets. For Example 3 bits of storage corresponds
ton = 8.

Keywords and phrases Bivariate normal distribution, inequality,
isoperimetric problem, information retrieval, information storage

24.1 Introduction

Since this symposium was organized in honor of Professor Theophilos
Cacoullos, it seemed appropriate to resurrect a dormant problem which
gave rise to an inequality which he generalized, and he and his students
studied in considerable detail.

This inequality, which I published in Chernoff (1981), and was an
example of a more general result published independently by Brascomb
and Lieb by Lieb in 1976, states that if X is normally distributed with
mean 0 and variance 1, g(x) is absolutely continuous, and the variance
of g(X) is finite, then E[g/(X)]? > Var[g(X)]. The proof I offered was
rather trivial after considerable effort was expended in demonstrating
that g(X) could be expanded in Hermite polynomials.

At the time I had derived the inequality, I had two visitors at MIT.
They were Louis H. Y. Chen and Theo Cacoullos. I complained to them
that the derivation did not seem appropriate and that there must be a
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better approach. Both Chen and Cacoullos accepted my challenge after
leaving MIT and independently derived very interesting different gen-
eralizations using different approaches. The bibliography lists a couple
of the earlier papers by Cacoullos and Chen. Incidentally, I am almost
convinced, that had I the patience to do the scholarly labor, some form
of the inequality could be found in the nineteenth century literature.
My object here is to describe the original context from which I came
across the inequality, a problem in information retrieval, and how it
leads to a variation of the classical isoperimetric problem. Since my
retirement, I have had the urge to clean up some problems that I came
across in the past and never seemed to have the time to address. One of
these is an extension of the variation of the isoperimetric problem.

24.2 Information Retrieval Problem

Around 1973 T attended a lecture on information retrieval in which a
problem posed by the FBI fingerprint files was mentioned. It was claimed
that the FBI has a library of about 40 million sets of fingerprints, that
30 thousand sets of fingerprints arrive daily, and that each set must be
compared with those in the file to see if the subject is already repre-
sented there, possibly under another name. The task was said to be
accomplished with the help of 15 thousand clerks.

At that time attempts were being made to use computers to automate
the process of storing and retrieving the relevant information in the
fingerprints. I spoke with some of the people at NIST who were supposed
to be leaders in the research effort leading to automation and found
that their attempts were rather ad hoc and that a serious theoretical
framework was lacking. In particular, the role of measurement error was
not properly factored into any theoretical approach.

When I discovered that the FBI had files on 5 thousand subjects where
two sets of fingerprints were kept for each subject, that seemed to be an
excellent source of information on measurement error. My attempts to
gain access to those files were discouraged. This led me to terminate my
research in this area where the major issues seemed to be measurement
error and the high dimensionality of the data. My major publication in
this area is Chernoff (1980)
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24.3 Information Retrieval without Measurement
Error

In the case where there is no measurement error, there is an effective
method of storing large amounts of high dimensional data called hash
coding. To explain this valuable method, consider the problem of setting
up a library of n = 50 million distinct entries, each represented by a
variable X consisting of m = 100 binary digits. The object is to store
this information efficiently so as to be able to determine whether a target
Y coincides with an X in the library.

One possible approach is to set up a storage space consisting of 2 =
2100 Jocations, each identified by a distinct 100 digit address. Than we
put each X in the location with address X. When Y is presented one
need only go to the location with address Y to see if it is occupied or
not. The problem with this approach is that a storage device with 2100
addresses is much too large to be practical.

The alternative hash coding approach is to use a storage device with
2n = 100 million locations, each of which can hold a hundred digit num-
ber. Select some random uniformly distributed real numbers, 1,73, ...,
on (0,1). Construct a hashing function f(x,r) which assigns a location
from 1 to 2n for each x and r. The hashing function should be selected
to be sensitive to changes in the components of x, and more or less
uniformly distributed.

The library is constructed as follows. First X; goes into location
f(X1,71). Having assigned locations for X1, Xs, ..., Xk, put 241 into
location f(Xj41,71) if it is empty. If it is not empty, try f(Xg41,72),
f(Xkt1,73), ... until an empty location is found to hold Xj41.

To determine whether Y is in the library,we need to compare Y with
the contents of f(Y,r1), f(Y,r2),... until a match or an empty location
is found.

When the library is constructed, most of the locations f(X;,r) will
be empty at first, but as the library fills up, one would expect to find
occupied locations about half the time. Then we would have, on the
average, about 2 tries to find an empty location. Similarly in matching
the target Y, we will have to search, on the average, about 2 times before
finding an empty spot if Y is not in the library. If it should turn out
that the cost of storage is very high, we need not use 2n locations. Using
1.5n locations would be adequate, but our method would require more
comparisons in constructing the library and searching for matches to the
target. Thus the relative costs of computing and storage space determine
what is a good balance.

The main shortcoming with this approach, and which makes it inap-
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plicable to the fingerprint problem, is that if X consists of many com-
ponents subject to measurement error, hash coding will not work.

24.4 Useful Information in a Variable

Chernoff introduced some relevant measures of the useful information in
a variable. The specific choices need not be discussed here, but some
characteristics should be mentioned in connection with a few examples.

Example 1
Sex

If half of the subjects are of each sex, and the determination of sex is
accurate, then knowledge of the sex contributes one useful bit of informa-
tion. This is in the sense that if the files were divided according to sex,
then the knowledge of the sex would reduce the search by a factor of 2.
If, however, the probability of error in determining sex is 0.02, the listing
of sex would contribute only 1/4 of a bit of useful information according
to one of the measures. This substantial loss of useful information is an
important indication of the potential danger of using ad hoc approaches
without the benefit of theory. [l

Example 2
Normal Errors

Suppose that X is an attribute measured by Z = X + Y where Y is
the measurement error. First we compare two observations on Z for the
same X.

Let X be normally distributed with mean 0 and variance 1,i.e. £L(X) =
N(0,1). Let Z; = X +Y; and Z = X + Y2 where X,Y; and Y5 are
independently distributed with means 0 and variances 1, o and 2.
Then

L(Zy — Zy) = N(0,207) (24.4.1)

indicating how close two measurements on the same subject will differ.
Now let us compare two observation Z for different subjects. Here
Zy=X1+Y: and Zy = X5+ Y5 for independent X1, X5, Y7 and Ys, and

L(Zy — Z5) = N(0,2 + 20?%) (24.4.2)

It is clear that for small ¢ Z carries a great deal of information for
determining matches. ]
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24.5 Allocation of Storage Space

If the measurement of X in the example of the preceeding section does
not carry much useful information, we may not wish to devote much
storage space for it. In particular, suppose that we wish to allocate only
one bit of storage space in Example 2. Then symmetry considerations
suggest the use of the sign of Z as the stored indicator of Z. In other
words, we use Z* =1 for Z < 0, and Z* =0 for Z > 0.

Suppose now that we have two different and independent variables, X,
and X5 which are normally distributed with means 0 and variances 1,
and subject to independent measurement errors Y; and Y, with variance
o?. If we want to devote two bits of storage space to the resulting
observations Z; and Zs, it would be sensible to use the signs of Z; and
Zs.

Going one step further in conservatism, suppose we wish to use only
one bit of storage space for the vector Z = (Z1,Zs). How should we
divide the two dimensional Euclidean space R? into two parts where
Z* =1 and 0 respectively so as to maximize the useful information in
the reduced variable Z*7

My first reaction to this question, conditioned by experience as a
statistician, was to conjecture that with two observations, we should be
able to squeeze out more useful information than with one observation.
However, several attempts at improvement failed, and I changed my con-
jecture to the reverse, i.e. that one could not improve over discarding
Z5 and letting Z* =1 or 0 depending on the sign of Z;.

24.6 The Isoperimetric Problem

Stated formally, the optimization problem of the last section involves
two, observations, Z(M) = X + Y® and Z? = X + Y® where X =
(X1, X2), YO = (Yl(l),YQ(l)) and Y? = (}/'1(2),1/'2(2)). The components
of X,Y and Y@ are all independent and normally distributed with
means 0 and variances 1, 02 and o2 respectively. For various measures
of useful information, the optimality condition for small o2 requires

P(XeR)=1/2 (24.6.1)

as a first order effect and that P(Z®) € R,Z(® > R) be minimal as a
second order effect.
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Since

P(Z®M e R, Z® 5 R) ~ 2\/70

(z1)p(x2)/dx? + dad  (24.6.2)

where OR is the boundary of R, and ¢ is the standard normal density,
our optimization problem is that of minimizing

(z1)p(22)/da? + dx3 (24.6.3)

¢
oR

L= )
OR

subject to the condition

A= / ¢(£L’1)¢($2)d$1d$2 = 1/2 (24.6.4)
R

This is a variation of the standard isoperimetric problem where both
area and perimeter are modified by the bivariate normal density.

An attempt, to prove that the region R which minimizes L subject to
a given value of A between 0 and 1 consists of a half space, required the
derivation of the inequality generalized by Cacoullos and Chen. Later, a
more basic, and as yet unpublished, derivation was obtained by Beckner
and Jerison, using an inequality due to Borell.

As indicated earlier, this solution of the isoperimetric problem im-
plies that the asymptotic (as o — 0) solution of our storage problem is
equivalent to discarding Zs and reporting the sign of 7.

24.7 Extensions

Suppose now that we are allowed more storage space for recording Z. It
seems perfectly reasonable to use two bits of storage space by reporting
the signs of Z; and Z>. But what if we are allowed still more storage
space? For three bits of storage space we have to divide R into 8 regions
of equal probability, so that the integrated density along the boundaries
is minimal.

We might even consider using a fractional number of bits of storage
space by dividing R into 3 regions of equal probability with minimal
integrated density along the boundaries. So let us consider how to mini-
mize L, the integrated density along the boundaries of n regions of equal
probability for n greater than 2. We introduce several conjectures of in-
creasing complexity which are supported on the grounds of the symmetry
inherent in the standard bivariate normal distribution.
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Conjecture 1
n rays.

Let the n regions consist of those divided by the equally spaced rays
from the origin. Here

L= n/OO ?(0)p(x)dx = ng(0)/2 = 0.1997n. (24.7.1)
0

Conjecture 2
(n — 1) circles.

If we have n regions separated by n — 1 circles centered at the origin,
we note that the probability outside a circle of radius r is

2

PX}+X3>r?)=e /2 (24.7.2)

and the integrated density along the circle is

1
omr—e /2, (24.7.3)
2w
Thus, if the radii are rq,79,...,7,_1, we need
=12 (24.7.4)
n
and
= i i
L= 1——)4/—2log(l — —
D= oy -2test - )
1 n—1
L=—3 +2log(n/j)
j=1
~ 0.443n

Calculations show that n rays is preferable to (n — 1) circles for all
values of n.

Conjecture 3
Circle with m of n regions inside.

In more detail, this third conjecture involves m partial rays from the
origin to a circle of radius r centered at the origin, and n — m partial
rays from the circle to infinity outside. Two exceptional versions of this
conjecture are when m = 1 and n — 1. If m = 1 there is no partial ray
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inside the circle. If m = n — 1 there is no partial ray outside the circle.
For this conjecture we have

e /2 =1—-m/n (24.7.5)
and

L= refr2/2+m1(m1)¢(0)(<1>(r)71/2)+(n—m)1(m <n—1)¢(0)(1—2(r))
(24.7.6)
where @ is the standard normal c.d.f. and 1(-) is the characteristic
function.
Calculations for low values of n indicate that the best choice of m
varies with n and does better than Conjecture 1 for n4. In fact, for
1 <m < n—1, we may write

L=A(r)+nB(r) (24.7.7)

A(r) = e~ /2 (24.7.8)

B(r) = ¢(0){(1 — e " /2)(®(r) —1/2) + e 7 /(1 — B(r))}.  (24.7.9)

Since B(r) achieves its minimum at r = 0.913 where exp(—r?/2) =
0.659, A(r) = 0.602 and B(r) = 0.0909, it follows that for large n we
would like to have m = 0.341n, and we would get

L ~ 0.602 + 0.0909n (24.7.10)

which crosses n¢(0)/2 at n = 5.5. However, for n = 5, a circle with
m = 1 does slightly better than 5 rays.

A more general conjecture which depends on symmetry is the following
one.

Conjecture 4
Several circles with several regions in each ring.

More precisely, we take s circles with centers at the origin and radii
ry < re < ... < rs. We select positive integers mi,mao,...,msy1 and
have m; regions in the interior of the first circle, m; regions in the
annulus between the (i — 1)-st and the i-th circles for 2 < i < s, and
finally msy1 regions outside the i-th circle.

Taking r9 = 0 and rs41 = oo, we have, for 1 <i <'s,
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—r2/2 _ Mgl T Mipa + ..+ Mt
n

e

s+1

L= e 24 60) Y mat(mal)[@(r) — @(ri-1)].

=1

If all m;1,
L= A(r) + nB(r) (24.7.11)
where
Alr) =Y re il (24.7.12)
and
s+1
B(r) = Z[¢(Ti—1) — o(r)][®(ri) — P(ri-1)]- (24.7.13)
i=1

Minimizing B(r) for several values of s, we obtain the following Table
24.1. This table, presenting approximations, ignoring the constraints
that the m; are integers not necessarily exceeding one, suggests that the
break even choices of n, when one should shift from one value of s to the
next, are approximately those given by Table 24.2.

In conclusion, we have not presented a formal proof that Conjecture
4 resolves the extension of the variation of the isoperimetric problem to
the case of n regions for n2. We have not addressed the more general
problem where the observed data are multivariate of dimension greater
than 2. However, we now have some appreciation of what there is to
gain in increased efficiency of information storage for the bivariate case.
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TABLE 24.1

A(r)
B(r)

rl
r2
r3
r4
rH
r6
r7
r8

mi/n
ma/n
ms/n
ma/n
ms/n
me/n
mr/n
ms/n
me/n

s=0 s=1

0.0000 0.6018
0.1994 0.0909

0.9133

0.3410
0.6590

TABLE 24.2
Break even values of n for shifting s

s 0-1

Ns
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1.1036
0.0590

0.6501
1.2340

0.1905
0.3425
0.4670

51.2

1.5756
0.0437

0.5221
0.9314
1.4247

0.1274
0.2245
0.2856
0.3625

1-2 2-3 3—-4 4-8
5.5 15.7  30.8

114.9

2.0364
0.0347

0.4432
0.7706
1.1116
1.5583

0.0935
0.1633
0.2040
0.2422
0.2970

3.8370
0.0191

0.2923
0.4919
0.6721
0.8500
1.0367
1.2453
1.4998
1.8682

0.0418
0.0721
0.0882
0.1010
0.1125
0.1238
0.1358
0.1501
0.1747



25

On Finding A Single Positive Unit In
Group Testing

Milton Sobel
University of California, Santa Barbara, CA

ABSTRACT For the group-testing situation with the total number N
of units being infinite, a simple non-optimal procedure is proposed and
is shown to be highly efficient compared to the optimal procedure.

Keywords and phrases Group testing, DH procedure, efficiency, ro-
bustness, Bayesian procedure

25.1 Introduction

In group testing, the total number IV of units may be finite or infinite, but
it is usually assumed that the units all have a common probability p > 0
of being positive (previously called defective or unsatisfactory) and ¢ =
1 — p of being negative (previously called nondefective or satisfactory).
Any number x of units can be included in a single test but there are only
two possible outcomes:

e all z units are negative,

e at least 1 of the z limits is positive.

We do not know which units are positive or how many are positive
unless = 1. This positive/negative terminology gives us a wider scope
in applications since the positive units may be the ones we would rather
not find or they may be the ones we are trying to find. The problem in
this paper is to find a single positive unit, assuming N = oo, so that (with
p > 0) the probability is unity that it exists. For the two settings we
consider: (1) ¢ is known and (2) ¢ is given by the Uniform(0,1) prior, the
first one has already appeared in the literature, but not the second. We
also wish to define a very simple (nonyoptimal) procedure (called DH
for doubling and halving), and see how it compares with the optimal
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procedure in each of these two settings. The efficiency of a procedure is
defined by comparing its expected number of tests required to that of
the optimal procedure. The DH procedure does quite well in the first
setting, reaching 94.22% efficiency (for some ¢ values), but in the second
setting, it does much better with a (Bayesian) efficiency of 99.6%. This
is a remarkable result for a procedure so easy to implement.

25.2 Description of Procedures, Numerical Results

For the first setting with (¢ < 1 known) a procedure (denoted by R}) was
conjectured in Kumar and Sobel (1971) to be optimal and this conjecture
was proved for N = oo in Hwang (1974) and then generalized for a finite
N problem in Garey and Hwang (1973) and Hwang (1974). In Table
25.1 below we give the expectation and variance (of the number of tests
required) for the optimal procedure for ¢ = .50(.05).95,.99. The DH
procedure (also given in Table 25.1) is defined as follows:

Procedure DH: Start, by testing 1 unit and keep on doubling the size
of the next test as long as the results are negative. Then, test half of the
positive set. Then, select the half that is positive either by direct test or
by inference and continue to use halving until a positive unit is found.

The Procedure DH is easy to implement and does not use ¢ for carrying
it out, only for evaluating its performance. At ¢ = .618034 = (v/5—1)/2
the efficiency of the DH procedure reaches a maximum of over 94%.

For the second setting with ¢ < 1 unknown, we propose a Bayesian
procedure denoted by Rg. It also starts by testing 1 unit and we use
the posterior estimate ¢ after each negative test result together with the
value of z from Kumar and Sobel (1971, p. 825), assuming that ¢ is
the true value of q. The same table, extended to x = 100, appears in
Sobel and Groll (1959, Table VII). The reduction part of the procedure
R% is based on the current values of m (size of the positive set) and s
(the number of units shown to be negative); the current value of u (the
number of units shown to be positive) is of course zero. Hence, except for
the fact that u = 0 we have the same (F-situation) as in the procedure
RM of Sobel and Groll (1966) and we use the tables and diagrams of
that paper to complete the problem. The result is the nested procedure
R,

Obviously once we have a positive set, there is no need to do any
“mixing” of binomial units with subsets of a positive set, since we only
want to find one positive unit. Hence, we restrict our attention to nested
procedures. Since the procedure R} in Kumar and Sobel (1971) and
RM in Sobel and Groll (1966) are both optimal, we claim that the
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new procedure R(l) is also optimal in the Bayesian sense, i.e., that it
minimizes the Bayes average of the expected number of tests requlred
to find a single positive unit. Since the first part of the procedure R

is open-ended, it was necessary to cut it off after 20 attempts to ﬁnd a
positive subset; at this point, the probability is .999982 that a positive
set would have been found and the contribution to the expected total
number of tests is only in the fourth decimal place (as seen by the last
column of Table 25.2).

Table 25.2 gives numerical results only for procedure Rgg; comparisons
with procedure Rpy will be made later after some formulas are derived
for the latter procedure in the next section. In Table 25.1, the symbol
T (resp., T') denotes the number of tests from the first part (resp., from
both parts), of procedure Rpg. The optimal procedure R described in
Kumar and Sobel (1971) takes a common test size x; until a positive
set (of size 1) is found. After that, it follows the F-algorithm described
in Sobel and Groll (1959) and Kumar and Sobel (1971) with boundary
condition F(1) = 0. For ¢ = .99, 1 = 69 by Sobel and Groll (1959,
Table VII). For m = 69, x5 = 32; for m = 32 and m = 37, x5 = 16. All
other values can be obtained front Table IVA or Figure 4 of Sobel and
Groll (1959). In Table 25.2 the symbol T; denotes the test on which the
first positive set was found, §;; is the posterior estimate of g just before
T}, and §o; is the same just after 7j. It is important to note that the
results in the last column get close to 3 but still remain under 3; for an
explanation, see Section 25.4 below. The entry in the j-th row of the
last column of Table 25.2 is formed by the accumulation

J
(col. 10, entry j) Z a + (col. 9,entry «)](col. 5,entry )
a=1

(25.2.1)

and the limiting result in col. 10 is the desired E{T\Rgg}. Its exact
value (less than 3) is not known.

One property that was seen to hold in Sobel and Groll (1966) was that
for any positive set of size m = 2% 4+ 8 with 0 < 8 < 2% and u = 0,
the maximum size (col. 8 in Table 25.2) of the next test set is 2*~1 for
29 <m < 3.2 ! and it is m — 2° for the remaining values of m. Thus,
for £ = 0 and m = 10,11,12,13,14 and 15, the maximum test size for
the next test is 4,4,4,5,6 and 7, respectively. This property was used in
the second part of Procedure Rig since it is inherent in procedure R(!)
in Sobel and Groll (1966). To illustrate how this was used in calcula-
tions for Table 25.2, consider the row j = 11 where m = 208, a = 7,
B = 80. Since m > 3-2% = 192, the maximum 2-value for the next test is
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TABLE 25.1
Comparison of Procedure Ry with the optimal procedure R'; for known g-values

* For X = 1 (res. 2) the variance is 4.236068 (resp. 1.000000). Discontinuities in the Var(T|R';) can occur
whenever the common X | changes, but they do not occur for E(T|R'}).
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TABLE 25.2 W
New Bayesian Procedure R1g for finding a single positive unit
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m — 2% = 80. For the contribution to the 2¢ part (col. 9 of Table 25.2),
the values of x = 77,78, 79, and 80 give respectively 7.655462, 7.651099,
7.66280, and 7.663130. The minimum of these is at x = 78 and that was
used in Table 25.2.

25.3 Some Formulas for Procedure Rpy

Using 77 for the number of tests needed to find a positive set under
Procedure Rpj, we note that (before using the prior)

E{T1|Rpu}
=1-q+2(a—¢*)+3(¢" —¢") +-

=3 " ¢®D. (25.3.1)
=0

For the total number of tests under Procedure Rpy we have the simple
relation

T =2T, — 1. (25.3.2)

For the variance we used the fact that

E{T}|Rpy}
=11-q)—q+2%(q—¢*)+3*(® —¢") + -

(25 + 1)g® V), (25.3.3)
=0
that 02(Ty) = ET? —[E(T})]? can be obtained from (25.3.1) and (25.3.3)
and hence by (25.3.2)

o*(T|Rpy) = 40*(T1|Rpn). (25.3.4)

Unlike the optimal procedure RSB), where we only approximated

E{T |R§g}, the procedure Rpy now gives us two exact results. If we
integrate the right side of (25.3.1) with respect to the Uniform prior on
[0, 1], we obtain
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E{T\\R—-DH}=1+1/2+1/4+1/84---=2  (25.3.5)

and from (25.3.2) we obtain our first (exact) result for procedure Rppy
E{T\Rpu}=3. (25.3.6)

For the variance of T', we start by using (25.3.2) on each coefficient in
(25.3.1), obtaining

E{T?|Rpu} =1*(1 — q) + 3*(a — a®) + 5*(¢* — ¢")

+72(¢" = ¢ + - - (25.3.7)
oo .
=148 jg* Y (25.3.8)
j=1

and upon integration with respect to the Uniform prior

E{T?|Rpu}=1+8) j/2. (25.3.9)

j=1

Introducing a generating function parameter /! in the summation
in (25.3.8) we obtain, after first integrating from ¢ = 0 to ¢ = 1 and then
differentiating we respect to ¢ (and setting ¢t = 1)

E{T?|Rpu}=1+8 [;lt {Qt—t}]t=1

(22t>2]t_1 —17.

This gives us our second (exact) result by using (25.3.6) for procedure
Rpu

=1+38 [ (25.3.10)

o?(T|Rpy) = 17— 3* =8, (25.3.11)
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25.4 The Greedy Procedure Rq

At the end of Section 25.2, we described the maximum test size and how
it was used in procedure R%. It can be noted that this maximum was
used in 16 of the 20 rows of Table 25.2 (m is in Col. 3 and z is in Col. 8).
Suppose we used the maximum test size throughout the second part of
our procedure (without changing the first part as in Rig), what results
are obtained; denote this new procedure as Rg. Columns 1 through 6
of Table 25.2 are unchanged. Moreover since the value of z (in Col. 8)
changes only for rows 5, 6, 10 and 11, the first four rows are exactly the
same. Starting with row 5, the entries for rows 5, 10, 15 and 20 in Col.
10 become

1 Col. 10 = E{T|R¢}

3 2.400251
10 2.918631
15 2.982125
20 2.988644

Thus, we note that this gives an even better bound for the optimal
procedure Rgg and if we compute its efficiency we obtain 99.98%. As
with the optimal procedure Rgg, this procedure R also does not give
an exact precise value for an answer.

25.5 Conclusions

We now see why the value 3 was important to note in Table 25.2. If
Procedure Rgg is (Bayesian) optimal, then E{T|RSB)} has to be less
than the exact answer 3 for procedure R — DH, i.e., the value 3 is an
upper bound for the optimal Bayes procedure Rgg. Comparing these
two expectations, we obtain the spectacular result

Efficiency (Rpm) > 2.988/3 = 99.6%, (25.5.1)
a remarkably good result for a procedure that is easy to implement and
not fully adaptive. The procedure Rg has an even higher efficiency

(99.98%) but does not yield simple expressions to approximate E{T}
for the optimal procedure.
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25.6 Changing the Prior with Procedure Rpy

In an attempt to obtain an explicit formula for E{T}, we restrict our
attention to procedure Rpy and consider the beta distribution f(q) =
Cq® (1 — q)P~! as a generalization of the Uniform(0,1) prior. By the
same methods as used above we have

E{T|Rpu}
o0 1
:c§:@¢7n/‘Q{X21Mw4u4qW*wq (25.6.1)
j=1 0
o) 1 . ;
=C> (25— 1)/ (¢ Y — @Y1 — P Ldg (25.6.2)
=1 0
p-1 ~
(B—1 . 1 1
= —1) 2j—1) | = —
Cﬁﬂ( )< i >g;(] ){W—L+a+i—1 23+a+i—1}
(25.6.3)
p-1 ~ ,
-1 j—1 (2j+1)
= 4 25.6.4
Cz:o( < >;{2J1+a+2—1 2l +a+i—1 (25.6.4)
p-1 ~
(B—1 2
= -1) —. 25.6.
Cﬁﬁ )<i >}Jm+a+i—1 (25.6.5)

The first double sum in (25.6.4) telescopes and sums to C~! = L)L)
and we obtain

E{T|Rpm}
oo p-—1 ﬂ . .
=1+2 _1)¢ - I -
%70222; )(i )%+a+i—1 (25.6.6)
=1 + 202/ x2]+0471(1 — x)ﬁ*ldx (2567)
i — 0

=142

(25.6.8)

Ta+p) s (o +27)
() E:Ha+ﬁ+wy

Computations based on (25.6.8) show that if we increase « (i.e., make the
positive units scarcer) then the value of E{T} increases, but if we keep

j=1

©2001 CRC PressLLC



the expectation «/(a + () fixed and increase the variance by replacing
(o, B) by say, (2a,23), then the value of E{T} decreases. The following
short table illustrates this pattern.

Known Prior Density Exp. Var. E{T|Rpru}
a = (= 1, Uniform(0,1) 1/2 1/2 3.000000
a=p6=2,6q(1—q) 1/2 1/20 2.586995
a=p=3,30¢(1 — q)? 1/2 1/28 2.468845
a=4,8=1,4¢ 4/5 2/75 4.862089
a=8,8=272¢(1-q) 4/5 4/275 4.127280
a=9, 6=1,9¢° 9/10 9/1100 7.145056
a=18, 3=2,342¢""(1 —q) 9/10 9/2100 6.369355
a=99, 3=1,99¢% 99/100 | 99/101 10™* 12.394409
a =198, 3 =2, 39402¢"°7(1 — ¢) | 99/100 | 99/201 10~* 12.522018

25.7 Robustness of Procedure Rpy for ¢ Known

Suppose you assumed (or were told) that ¢ = .80, but the correct value
is .90. Using the optimal procedure R} for ¢ known, your common test
group size would be z; = 3 and the probability of a positive subset is
1—(.9)3 = .271, so that E{T} = 1/.271 = 3.6900137. For the 2¢ part
of the procedure [using the table in Kumar and Sobel (1971)], you need
an average of

24q—2¢3
1—¢3

so that the total E{T|R}} = 9.011070.

For the procedure Rp g from Table 25.1 with ¢ = .90 we obtain 3.52652
for E{T1} and 5.705303 for E{T'}. Note that the value of ¢ is not used
in implementing the procedure, only for its evaluation. Hence, with
an incorrect value of ¢ you could be using an optimal procedure and
operating at 63.3% efficiency. In other words, the procedure Rpy is
robust against wrong information about the value of q.

Suppose now that ¢ = .90 again but you assume (or are told) that
q = .99. Then the test group size under the optimal procedure is 1 = 69,
the probability of a positive set is 1 — (.9)% = .999304 and E{Ty|R}} =
1.000697. For the second part of the procedure, [using Kumar and Sobel
(1971)], you need an average

E{T3|R,} = { } = 5.321033, (25.7.1)
q=.9

59
E{Ty|R,} = [7 + 1qq69] — 7.001998, (25.7.2)
- q=.9
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so that the total E{T|R}} = 8.002695.

For procedure Rpp, E{T} is the same as before, namely, 5.705303.
Here, with the optimal procedure R} you operate with 71.3% efficiency.
Thus, from the viewpoint of robustness against wrong information about
the g-value, the procedure Rpy is more robust “in both directions” than
procedure R} for ¢ known.

Since the optimal Bayes solution R% is similar to Rpy we don’t ex-
pect the same results when using a prior for g and the posterior estimates
of g after every test, i.e., we expect the optimal Bayes solution Rgg to
also be robust in both direction.

Acknowledgements Thanks are due to Professor Anton Boneh (Tech-
nion, Haifa, Israel) for recently pointing out to me that he studied (in
a private communication) a modified and somewhat generalized form
of Procedure Rpy above for the goal of finding all the defectives in a
group-testing model with NV given items (with p and ¢ = 1—p unknown);
he calls it the “DOD Policy” for Double or Divide. The results in his
study also show robustness and proximity to optimality as in the present
paper, where we look for only one single defective (or positive) unit.
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Testing Hypotheses on Variances in the
Presence of Correlations

A. M. Mathai and P. G. Moschopoulos
McGill University, Montreal, Quebec, Canada
The University of Texas at El Paso, El Paso, TX

ABSTRACT The classical technique of testing the hypothesis of equal-
ity of variances in a bivariate normal population, when the population
correlation is nonzero, is to construct linear functions of the variables so
that the correlation between these linear functions is zero under the null
hypothesis. Then the problem reduces to testing the hypothesis that the
correlation of these linear functions is zero. In this paper we show that
an extension of the technique to a p-variate normal when p > 3 is not
possible. Thus we consider the likelihood ratio principle for the problem.
We also consider the likelihood ratio test for several variations of the hy-
pothesis. Both the exact null and nonnull moments and distributions of
these test statistics are discussed in this paper.

Keywords and phrases Likelihood ratio, bivariate normal, multivari-
ate normal, Lauricella function, Type-2 beta integral, gamma function

26.1 Bivariate Normal Population

Let X, with X’ = (z1,...,2p), have a p-variate nonsingular normal
distribution, that is, X ~ N,(u, ), £ > 0. For p = 2 let the covariance
matrix
s[4 o)
g102p0 g5

The hypothesis of interest is Hy : 02 = o2 where p # 0. For conve-
nience let 1 = z and xo = y. An ingeneous technique used by Pitman
(1939) is to consider the linear functions

u=zxz+y and v=2x—y
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Then the covariance between u and v is
Cov(u,v) = Var(x) — Var(y) = o7 — o3

which is zero under Hy and thus the correlation between u and v is
zero under Hy. Then, the hypothesis of equality of the two variances
is equivalent to the hypothesis that the correlation between u and v is
zero. Testing can be achieved by using the well known distribution of
the sample correlation between u and wv.

As it has been shown by Morgan (1939), for p = 2 the likelihood
ratio principle also leads to u and v above. The maximum likelihood
estimate for the population mean vector y is the corresponding sample
mean vector. Let L(f1) be the likelihood function at this estimate fi.

L(f) = (2m)0/2 | £ |7 N/2 ¢ hul=S),
where S is the sample sum of products matrix
S = (sij), sij = Sy (wan — Ta) (w0 — T5)

with z;; denoting the k-th observation on the i-th component of X. For
the general parameter space it is known that
(27.‘_)pr/26pr/2

| S/N |N/2

For p =2, under Hy let L be Lg. Then,

max(L) =

1
2:20:023:02[p ’1’] and | %o |= (02) | R |= (62)2(1 — p?)

OlnLy o tr(R71S)  tr(R1S)
352 =0 = gy = Ny~ N (26.1.1)

where R is the estimate of R. Taking the derivative of In Ly with respect
to p, equating to zero and solving for ¢o? and p we have

. 2512 .o 511+ S22
p=—"— and G, = ——.

511 + S22 2N

Substituting these back the A-criterion is given by, denoting A>/N = z,

2

5= )\Q/N _ $11522 — S72
— - -
(811 + 822)% — 457,

Here we reject Hy for small values of z.
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But note that if we had used the Pitman approach then we would
have started with u = x1 + 2 and v = 1 — x2. Let g denote the sample
correlation between v and v. Then

SN (u; — @) (v — D)
\/Zz  (ui —u)? Zij\;1<vi —0)?

S (@1 — 1) + (w20 — B2)][(w1 — 31) — (221 — T2)]

B \/Z?Ll[(xli — 71) + (22 — )2 0 (w15 — 71) — (w25 — 72))2

S11 — 822 S11 — S22

V(811 + S22 + 2512) (811 + S22 — 2812) /(511 + 522)% — 452,

Consider
l_g? =1 (511 — 822)2 _ 4[s11892 — 835
(511 + 522)2 — 4sT5]  [(s11 + 522)? — 457,
=4z = 4\,

Thus both procedures lead to the same t-test, based on g; see also
Cacoullos (2000) for the corresponding F-test.

It is not possible to extend the Pitman-Morgan procedure to the case
p = 3. Consider the linear functions

UL = a1x1 + asTo + azxs and ug = byxy + boxo + b3zs

where X' = (z1,29,23) and X ~ N3(u,X),¥ > 0. The covariance
between u; and us is then

Cov(uy,ug) = arbiVar(zy) + agbaVar(za) + agbsVar(xs)

+ agb1Cov

)
+ a1b2Cov(z1, x2) + a1b3Cov(z1, T3)
x1,T2) + agbzCov(xa, x3)
(

(
(
(
+ azbyCov(xy,x3) + azbaCov (s, x3).

Let Hy : 02 = 03 = 03. Even under Hy, since the various correlations are
arbitrary, if Cov(uy,ue) = 0, the following equations are to be satisfied.

a1by + agbs +azbz =0
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aibs +asby =0
ai1bs +asby =0
a2b3 + a3b2 =0.

The last three equations are in matrix notation

by b3 O
(a1,a2,a3) | br 0 b3 | =(0,0,0).
0 by by

For a non-null solution for (a1, as,az) we must have the determinant

ba b3 O
bp 0 b3|=0.
0 b1 b

Then at least one of by, by, bs is zero. Thus at most two variables can
enter into u; and us and hence the technique cannot work for p > 3.

26.2 Modifying the Hypothesis

In the general p-variate normal the difficulties arise due to the fact that
the population correlations are unequal. If the population correlations
are equal, that is, p;; = p for all i # 7, then the problem becomes
simpler. Let us modify the hypothesis to the following form :

Hy: of=---=0,=0" py=p foralliandj, i#j

where 02 and p are unknown. Then it is not difficult to show that under
Hy we can construct two linear functions which are uncorrelated. For
example for p = 3, consider

p p—1
uzZmi and v:in—(p—l)xp.
1 1

The correlation between u and v is zero under the above Hy and then
the sample correlation between u and v can be used as a test statistic.
Here the likelihood ratio procedure also works. Under H, we have :

1 p e p
s =o?R R=|" Low
p oo oeee 1
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| S = (a®)P(1=p)P ' [1+ (p—1)p]

and

-1 1
Y TSl -1
1+ (p—2)p —p —p
—p l+(p—=2)p - —p
—.p —.p o 14+(p—2)p

The maximum likelihood estimate of o2 is as given in (26.1.1), that is,

2 r(Rilis) 26.2.1
o Np (26.2.1)
Let
a b . b
1 b a . b
YT=A=]. . .
b b a
Then

Al = (a—b)" a+ (p— 1.

Differentiating the log-likelihood with respect to a and b and equating
to zero we have :

—b, _ —tr(S) =0, (26.2.2)
a—b  a+(p—1b

~N(p—1
]\i(pA ), N —) s =0. (26.2.3)
a—>b a+( oy

where N is the sample size. From (26.2.2) and (26.2.3) we get

a+(p—1)b= (26.2.4)

tr(S) + X214 i

and
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~ N -1
a—b= L(p —Dtr(S) — > (sy). (26.2.5)
) 1]
Therefore,
. N NP(p—1)P~1pr
|EO|71 — |A| — (p ) p

[(p — D)tr(S) — 3054 i) PV [er(S) + 30,4 si]
(26.2.6)

Then from (26.2.6), observing that the maximum of L in the whole
parameter space is proportional to | S | we have

oy )\2/N _ | S ‘
pP(p— 1P~ [(p — Dtr(S) — Biggsi]P~L[tr(S) + Biggsij]

(26.2.7)

We note that the modified hypothesis agrees with the hypothesis of
equality of variances and equality of covariances considered by Wilks
(1946). The method used by Wilks to derive the null moments is quite
lengthy. Here we will consider a simple alternative method of deriving
the null and nonnull moments of u. The nonnull moments as well as the
following procedures do not seem to be available in the literature.

26.3 Nonnull Moments
Let

5]
[(p — 1)1}1‘(5) — Eng Sij]p_l [tI“(S) + Zi¢j8ij] ’

ﬁ+h,PT+1 e-%tr(z*ls)

E(u)= 5|2 - e
(u ) / [(p—DbT(S)—Zigysi5] P " [0(S)+8isysis]" 272 Tp(2) 23
5>0

ds

for a general ¥, n = N — 1, where, for example,

P (0) = 7 ()T (a - ;) T <a _ p;l) Ra) > %,
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where R(-) denotes the real part of (-). Replace 2 by S which will get
rid of all factors containing 2. Replace two of the factors by equivalent

integrals.

1
[(p - 1)tr(S) — 213&] Sij](l’*l)h

1 / (p-1)h—1 —2[(p—Dtr(S)—Tix; si5]

= T e 73 %] de,

Ll(p = 1A Jaso

for R(h) > 0.
1
h
[tr(S) + Zizj sij]
1 / h=1 —y[tr(S)+Tix; sis

= — y e i#i %l dy, for R(h) > 0.

£ Jyso "

The exponent in E (uh) reduces to the following, excluding —1/2:

tr (271S) + 2 [(p — 1)tr(S) — Biry sij] +y [tr(S) + Dizgj 545

tr (2715) + [y + (p — l)z]tr(S) + (y — I)Ei;ﬁ] Sij

tr (5718) + tr(AS) = tr ((Z71 4+ A) 9),

where
y+((—1z y—x y—a
. y—z y+ -1z
: . y—x
y—z y—z y+(p-1z

Integral over S, along with T, (%) |2 yields,

AT ) T (5 40)

: |1+ Ap|(8Eh)
Ty (5) 2% Ty (%)

I3

(26.3.1)
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Now we examine the factor |I + AZ|7(%H’). One can write

1 ... 1
A = prl+(y—=x)

1 ... 1

Note that since J is symmetric there exists an orthonormal matrix @
which will reduce J to its canonical form. The eigenvalues of J are
p,0,...,0. Hence

p O 0
0 0 0
QJQ =
0 0 0
Then
prl+(y—=z)J = prQQ + (y—2)QQ'JQQ’
and

O O

|I+AE|:’I+[py g}vj{() pJ;I]V" V=Q3Q.

py O v | Py @ vin Vi | | vupy pyVie
O O ~l o o Vor Vas | o) O

and
O O V11 ViQ _ O O
O pxl Vor Voo | | paVar paVay |-
Now,
0]
‘I+[’g/ O]V’:anpy-
Therefore

|+ A¥| = (1 + vi1py) ’I'HM <sz S V21V12> ’ .
1+ v11py

Note that by expanding the following determinant in two different ways
we have
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(pz) (py)
1 1+v11py V12

Vor I+ pxVar

(pz)(py)

=11+ pxVoy —
‘ 2 1 +viipy

V21V12’

X _
= |I+pr22| |:1 — % Via (I+pr22) 1‘/21:| .

Hence
[T + AX| = |I 4 pxVaq {1 +y |:p'U11 — p2aVig (I + paVag) ™" V21} } .

Now we can integrate out y. That is,

1 * o 2 -1 ~(5+h)
T(h) /y_oy {1 +y {pvn —p“aVia (I + pxVas) Vm}} dy
r (%) —h { Via 1 } —h
= —="—(pv 1—px — (I + pxV; \% . (26.3.2
1—\(% +h) (pv11) D o (I + pxVa2) 21 ( )
Substituting

\% _
|I +p£CV22| |:]. — px ﬁ (I +pr22) ! V21]

= |1+ px (Vaz — Varviy' Vaa) |

The integral over x, denoted by J,, is of the following form:

1 oo
g, = / p(p=Dh-1
Ll(p—1A] Jo=o

X |I +pﬂ£“/‘22|7% |I + px (V22 — V211)1_11V12)|7h dx.

Let the eigenvalues of pVag be A1, ..., Ap—1 and that ofp(Vgg—Vglvﬁl Vi2)
be p1,...,pp—1 where A\;, p; > 0, 7 =1,...,p— 1 since pVay and
p(Vag — Vglvﬁl Vi2) are symmetric positive definite matrices. Then the
integral reduces to the form

_ 1 [T e-un 2. 2%
1= o= | (L4 M) (1 Kpoaa)]

X [(14 paz) - (14 pp_r2)] " dz (26.3.3)
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Put

T = i —dz = and 0 < z < 1.

z
1-2 (1-2)2

Then

1 /1 (p—1)h—1 (r—1)2—1
_ z 1—z) P03
oD ). (1-2)

[0 =22) (=X )] F [ = ph2) o (L= p2)] "z,
Ny=1=Xj, g =1—pj. (26.3.4)

Iz =

In order to write (26.3.4) as a Lauricella function we need a condition to
be satisfied by the coefficient of z in the various factors. Take any large
enough number a such that

a> max{A,..., Ap1, f1,--sfhp_1}-

Replace z by £ in (26.3.3). Then (26.3.4) becomes

a

1 ! .
J. = (p—Dh=1(1 _ \—D%-1
e AR Lt
* * -5 * * —h
x [(1=Ajz)--(1— )\pflz)] 21— piz)--(1— /~Lp71z)} dz,
. A W . .
j=1,....p—1. (26.3.5)

Then (26.3.5) can be written in terms of a Lauricella function Fp. From
formula (4.8.14) of Mathai (1993) we have

__1 L (p—1)3] noon |
Jw_a(p—l)h F[(p*l) (%+h)j| FD((p 1)h, 2,..., 2, h,...’ h7
(p=1) (%*h); e A s ) (26.3.6)

Now collecting all the factors we have the nonnull moment of wu,

m e B4R T3 Te-13
B =BT ) T (3 )
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XFD((p—l)h, ,...,g, h,...,h; (p—l)(ﬁ_'_h)’

2

|3

* * * *
Alseeos Apgy Hise-es /Lpl)

for R(h) > 2=2=1 where A}, wj are defined in (26.3.5), Fp is given in
(26.3.4) and vy; is available from (26.3.1).

26.4 Null Case
In the null case
2= (0*)P(1 = p)" " [1+ (p = 1)p]
and I + AY is a matrix with the diagonal elements
L+ 0?1+ (p— Dply +02(p —1)(1 = p)z

and the non-diagonal elements equal to —o?(1 — p)x + o2[1 + (p — 1)ply.
Then the determinant is given by

11+ AZ| = {1+ 0%p(1 — p)z}P {1+ o®p[L + (p — 1)ply}-
Now, the integral over z, evaluating with the help of a type-2 beta inte-

gral, yields

m /O°° 2 PDR1E 4 201 g D3 g
= [p(1 — p)o?]~ P~k Il(p—1)%] for (1) > "

Il(p— D(% + ) 2

Integrating y with the help of a type-2 beta integral yields

1 o 2 —(24h)
TR 1 1 -1 d

0 /O y'" {1+ po[l+ (p— Dply} 2" dy
I'(3) n
= n —1Dp]} " —=2— for R(h) > ——.
{po”[1+ (p — 1)pl} TE4h) o (h) > 3

Combining all the factors and observing that |X|" is cancelled we have

n
2

Ip(3+h)  Tllp—1)3] I'(3)
(3 Tl D(z +7)] (3 +h
p—1

2

Bl(p"u)"[Ho] =

~—

for R(h) > —g +
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Expanding I'[(p — 1)(3)] and I'[(p — 1)(§ + h)] with the help of the

multiplication formula for gamma functions, namely,
1—m _ 1 1 m — 1
Fmz)=02r) 2 m™ 2T |(z+—)---T|{z4+4—],
m m

and opening up I',(.) we have,

I'(*5
r(2 +

oo
2

B"|Ho] =

n— n —1
LWLt 4 h)---T(5 — B+ h)
n n —2
WI(G+ 555 +h) - T(5 + 25 +h)

where
v=(p— 1P pPu= /N

and ¢ is a normalizing constant such that E(v") = 1 when h = 0. From
the gamma structure in (4.2) it is easy to observe that the density of v
in particular cases can be easily written down. For example when

L2 —1+hn) n—11
=2 EW)=c—2 2~ ~ type-1 bet — = .
For p = 3, ) -
E(vh) _ F(% + h)F(% +a3+ h)

L(5 + T3+ 5 +h)
Combining the gammas with the help of the multiplication formula for
gamma functions of (4.1) with m = 2, we have

1 I'(n—2+4h)

Blo2)" = e T(n+h) ’

where ¢; is a normalizing constant. Then vE is a type-1 beta with the
parameters (n — 2,2). For p = 4, two gammas in the numerator of
(4.2) differ by an integer and hence the density is available in terms of
a psi function. For p = 5, combining the gammas with the help of the
multiplication formula we have

I'(n—242h)'(n — 44 2h)

B*) =c2 T(n+20)(n — L+ 2h)

Thus the density of v? can be evaluated in terms of a psi function since
the numerator gammas differ by an integer. For p > 6 the density can be
evaluated in terms of series involving psi and generalized zeta functions.
For details see Mathai (1993).
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From the gamma structure in (26.4.2) we can easily derive some ap-
proximations. To this end, replace h by nh = %(2h) or consider the
h-th moment of v™. Then expand each gamma by using the asymptotic
expansion of a gamma function, namely,

I'(z+a)~ V2t ae7, (26.4.3)

where |z] — oo and a is bounded. In (26.4.2), with & replaced by nh,
take z = n(1+ 2h)/2 and the remaining part in each gamma as a. Now,
expanding and simplifying the gammas we have

E(Un)h ~ (1 + 2h)-%(1’2+1?—4).

Consider the variable w = —In(v™). Then the moment generating func-
tion of w, taking h as the parameter, namely,

E(ehw) - FE (eh(flnv“))
= B(") ™" & (1 — 2h) 30 P,

Since the right side is the moment generating function of a chi-square
with v = £(p? 4+ p — 4) degrees of freedom we have

w R X?j. (26.4.4)

If better approximations are needed then we can use an extended version
of (26.4.3) which involves generalized Bernoulli polynomials. Then tak-
ing successive terms we can obtain w as a linear function of chi-square
variables with different degrees of freedom where the leading term is
that in (26.4.4). The approximation in (26.4.4) also agrees with the
large sample approximation for —21In .

26.5 The Conditional Hypothesis

We consider now the hypothesis

L2 2 _ 2
Hy:0y=05=...=0,

given that p;; = p. We call this the conditional hypothesis. Differen-
tiation with respect to 02,i = 1,...,p yields the following likelihood
equations :

N+C(p,p){—[1+(p—2)p] o — +~-~+81”H=0

7 0102 010p
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S S S _
N +c(p, p) {[1+(p2)p] —5+r pl+~'+”1]}0

P Op01 OpOp—1

where

1

c(p,p) = : (26.5.1)
(1 =p+ -1
Taking the sum of the above equations we have :
S1 Spp Sij
Npelpp) § [+ (-2 (B 4+ 22 ) 4230 S
Ul Up i< Uioj
(26.5.2)

Differentiating with respect to p we have:

S11 S Sij
Np(p—1)p— |(p—2) (024""4‘;5) -2y —L
1

[(p—2) —2(p—1)p]
(1=p+ (-1

S11 Spp Sij
X< (1 -2 — F e+ == ) =2 —_— 5 =
{( +(p )p)<0%+ +02> Py Uioj}

p i<j

+

From (26.5.2) and (26.5.3) we have

p—2 1 S11 Spp Sij
= — -2 — e ] )
P =1 Nplp—1) (v )(0% T 2 0

ag
p i<j K]

(26.5.4)

The equations (26.5.2), (26.5.3) and (26.5.4) are satisfied for

and
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In the general space

s11-8pp PP—1) =2 325 P~ [p+2 doic Tigl
NP pP (p—1)p1

b2

Under the null hypothesis, we had evaluated the estimate of |X| earlier.
That is,

p—1
Sol = |(p—1) tx(S) =2 sy

i<j

x tr(S)+2Zsij / [(Np)P(p — 1)P71].

1<J
Let
1 T2 - Tip
. rig 1 e Ty )
R= : , D = diag («/311,...,‘/51,1,)
Tpl  Tp2 1
1 - 1
J=1: , S=DRD.
1 - 1
Then )
p(p—1)— Qij =p? —tr(JR) =
i<j
P + 227‘@‘ = tI‘(JR)
i<j
p tx(S) = p tx(D?)
(p—1) tx(S) =2 si; = p tr(D?) — tr[(DJD)R).
i<j
tr(S)+2) si; = tr[(DJD)R].
i<j
Let
w= NP pP (p—1)P~ L \F (26.5.5)

where A is the likelihood ratio criterion. Then
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w0 D RURP IR
[p tr(D?) — tr(DJD)RP—[tr[(DJD)R]

In order to compute the A-th moment one can integrate over the density
of S. For convenience replace % by S and take the integral. Then

B (u"[Ho) = / (511 8pp)" [P — tr(JR) PO [ex(J R)]"
O Jsso [p te(D2) — tr{(DJD) R} P~ Dh[tr{(DID) R}

1S p-zf —tregts s
Zol% Tp(5)
where
1S|575 = D25~ |R|5™" = (s11---5pp)% 2 |R|F T

Then for large values of N we have —21In A = Xz%*l where X is available
from (26.5.5) and (26.5.6). The exact nonnull moments and the exact
distributions seem to be difficult to evaluate.
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Estimating the Smallest Scale Parameter:
Universal Domination Results

Stavros Kourouklis
University of Patras, Patras, Greece

ABSTRACT In this work universal domination results are obtained
for the problem of estimating the smallest of two scale parameters in
independent populations with monotone likelihood ratios. In particu-
lar, for estimating the smallest of two normal variances several estima-
tors universally dominating the minimum mean squared error estimator
based on the corresponding sample variance are derived.

Keywords and phrases Decision theory, universal domination,
ordered restricted inference, scale parameter, monotone likelihood ra-
tio

27.1 Introduction

Wald’s (1950) theory of statistical decisions is based on the assumption
of a particular and fully specified loss. In practice, however, it is often
difficult to specify the loss function exactly. Besides, if an estimator 75
dominates another estimator 77 with respect to a loss L; there is no
guarantee in general that T will still be better than T} under a different
loss Ly. Hwang (1985) proposed the criterion of universal domination
(u-domination) as a means of studying how robust the superiority of one
estimator over another is with respect to the loss function. This criterion
was further developed by Brown and Hwang (1989), whereas, earlier,
similar concepts were considered in a less formal manner by Cohen and
Sackrowitz (1970), Brown (1971) and Rukhin (1987).
For a scale parameter o > 0 Hwang’s (1985) criterion is defined as
follows. If
EL(|Ty/0 —1]) < EL(|T1/o —1]) (27.1.1)

for every nondecreasing function L(-) and every o > 0, and for a partic-
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ular L(-) the risk functions are not identical then T5 u-dominates 77 and
the latter is said to be u-inadmissible. If there does not exist estima-
tor that u-dominates T, then T} is called u-admissible. Hwang (1985)
showed that u-domination is equivalent to stochastic domination which
in our setup means that (27.1.1) holds iff

P(Ty/o—1|<¢)>P(Tifo—1]<c) Ye>0, 0>0 (27.1.2)

and for some ¢ > 0 the distribution functions are not identical.

Recently Kushary (1998) dealt with u-admissibility and u-inadmis-
sibility of equivariant estimators of the scale parameter in the one pa-
rameter gamma and the two parameter normal and exponential distri-
butions. Subsequently, Kourouklis (1999) extended these results to a
scale family of distributions with monotone likelihood ratio and to two
normal or two exponential distributions for estimating the ratio of the
respective scale parameters.

In this article we focus on ordered scale parameters. We refer to the
book by Robertson, Wright, and Dykstra (1988) for an excellent account
on order restricted inference. When o1, o9 are the variances of two nor-
mal populations and o1 < o9, Kushary and Cohen (1989) demonstrated
the u-inadmissibility of the standard estimator of o1, i.e. the minimum
mean squared error estimator of 1 based only on the sample variance
from the first population, in the equal sample sizes case by exhibiting a
u-dominating estimator which uses both sample variances.

In Section 27.2 we assume that o1 < oy are scale parameters of two
general independent populations with monotone likelihood ratios and
derive sufficient conditions for the u-inadmissibility of an arbitrary scale
equivariant estimator of o;. In particular, when oy < o0y are normal
variances we establish u-inadmissibility of the standard estimator of oy
for general sample sizes as well as u-inadmissibility of Kushary’s and Co-
hen’s (1989) estimator by deriving u-dominating estimators also based
on both sample variances. Then using also the sample means we de-
rive additional estimators of o; which u-dominate all the above ones.
Analogous results hold when o7 < o9 are the scale parameters of two
independent exponential populations but for the sake of brevity they will
not be presented here. Also, the results can easily be extended to more
than two populations.

27.2 Main Results

We start with some auxiliary results. Let X be a statistic such that
X /o has density f(z)I(x > 0) where o > 0 is an unknown scale param-
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eter. We assume that the family of distributions of X has the monotone
likelihood ratio property, i.e.,

flaz)
f(ea)

Our main results are based on the following lemmas.

is strictly increasing in x > 0 for every 0 < ¢; < cg.  (27.2.1)

LEMMA 27.2.1 [Iliopoulos and Kourouklis (2000)]
The function f(x) is continuous on (0,00), xf(x) is strictly increasing
and then strictly decreasing, and

lim xf( )= lim xf(z) = 0.

x—0 r—00

Lemma 27.2.1 ensures that z f(z) has a unique mode, which we denote
by ag.

LEMMA 27.2.2 [Kourouklis (1999)]
aX

Let G(a) = P <‘ — 1‘ < c) ,a > 0,¢c> 0. Then we have the follow-
o
mng.
(1) G(a) is strictly decreasing on (2/ag, o) for every ¢ > 0.
(i) If, in addition,
(z+y)flz+y) > (xr—y)f(x —y) whenever ag >z >y >0 (27.2.2)

then G(a) is strictly decreasing on (1/ag, 00) for every ¢ > 0.

PROOF (i) Let F(- be the distribution function of X/o. Then G(a)
7 (1 + c) (

LGl = F (2

1 1 1- 1-—
0 < ¢ < 1 we obtain G'(a) = — J;Cf( +c>+ 20f< C) which
a a a a

Since X takes on positive values, for ¢ >

> which is obviously strictly decreasing in a. For

is negative provided

1+cf(1+c)>1—cf(1—c)' (27.2.3)
a a a a

e 1
¢ < % < ap and thus (27.2.3) holds

Now for a > 2/ag we have
by Lemma 27.1.1.

1
(ii) Applying (27.2.2) with = = Y= 2, 0<ec<1,a>1/ag, we see
that (27.2.3) holds, and hence the result follows. I
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LEMMA 27.2.3

If fi(z) and fa(x) are positive, unimodal functions on (0,00) with modes
x1 and xo respectively (i.e., fi(x) is strictly increasing for 0 < © < x;
and strictly decreasing for x > x;, i = 1,2) and

fa(x)
fi(z)

is strictly increasing in x > 0 (27.2.4)
then To > x1.

PROOF Assume z3 < x1. Then on (z2, 1) f2(x) is decreasing and f;(x)

fa(z)
fi(x)

is increasing, so that

(27.2.4). |

is decreasing on (z2,21) which contradicts

Let now S;, i« = 1,2, be independent statistics such that S;/o; has
density g;(z)I(x > 0), where o and o9 are unknown positive parameters
with 01 < 9. We further assume that g;(x) satisfies (27.2.1). We will
study two classes of estimators of o1, namely C' = {aS; : a > 0} and
D = {¢(V)S1 : ¢ is a positive function }, where V' = S3/5;. The
first one is the class of scale equivariant estimators of o; based only on
S1. This class does not make use of the full data and, in effect, ignores
the information o; < o05. The second one is the class of equivariant
estimators under the group of transformations (S1,S53) — (aSi,aS2),
a > 0. Clearly, C' C D.

For v > 0 let g1 (z|v; 01,02) be the density of the conditional distribu-
tion of Sy /01 given V = v, i.e.

01
91(z[v; 91, 02) < 2g1(2)g2(—2v).
2
When o1 = oy we simply write g;(x|v). We observe that since the
gi(x)’s satisfy (27.2.1) so does g1 (z|v; 01,02). We denote by m(v; o1, 02)
the mode of zgy (z|v; o1, 02) but when o1 = g9 we just write m(v) (which
does not depend on oy, i = 1,2).

THEOREM 27.2.4

Let § = ¢(V)S1 be an estimator in the class D. Then we have the
following.

(i) 0 is u-dominated by 61 = min{p(V'),2/m(V)}S1 provided 61 # & with
positive probability.

(i) If for every v > 0 and 01 < 02 g1(x|v;01,02) satisfies (27.2.2) then
both & and 61 are u-dominated by 02 = min{¢(V),1/m(V)}S1 provided
0o # & with positive probability.
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PROOF (i) By Lemma 27.2.2(i), for every v > 0 the conditional proba-

bilit

S 2
P ([al — 1’ <V = v) is decreasing for ¢« > —— . Further-

o1 m(v; o1, 02)
more,

(Zaw)
zgi(alv;or,00) PG,
zg1(z|v) g2(zv)

is strictly increasing in = > 0 (unless 01 = 03) since go satisfies (27.2.1)
and o1 < 0y. Thus, Lemma 27.2.3 implies m(v;01,02) > m(v) and
consequently

pQQ &—4§CV:0>POMM&—4§0V=0
m(v) oy o1
(27.2.5)

2
if ¢(v) > ot Upon taking expectations on both sides of (27.2.5) we

P<511’§c>>P<51‘§c)
o1 01

P (¢(V) > m(2m> > 0.

By the equivalence of u-domination and stochastic domination (see
(27.1.1) and (27.1.2)) the result follows.

conclude that

provided

(ii) For the u-domination of § repeat the argument of part (i) using
Lemma 27.2.2(ii). Since §; = ¢1(V)S1 with ¢1(v) = min{¢(v),2/m(v)},
it is u-dominated by d; = min{¢; (v),1/m(v)}S; = 4.

REMARK Theorem 27.2.4 can be applied, in particular, to any estima-
tor § = aS; in the class C. |

We now consider independent random samples X1, ..., X,,,~N(u1,01)
and Y1,...,Y,, ~ N(ua,02), n; > 2, where all the parameters are un-
ni

known and o1 < o09. Set S; = Z (X,; fY)2 ~ olxil_l and Sy =
i=1
nao
Z (Y; — 7)2 ~ 02X5,_1 and note that (27.2.1) is satisfied for the den-
i=1
sities of S; /0y, i = 1,2. Also, in this case g1 (x|v; 01, 02) is the density of
ny + no — 2 2

2 "1+ (01/02)v
Kushary (1998, Lemma 2.1), satisfies (27.2.2) with ag = m(v;01,02) =

gamma distribution G which, as shown in
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n1+n2—2

14 (o1/02)v
error loss is

. The best estimator in the class C' with respect to squared

1
do = S 27.2.6
T ( )
Then the following result follows directly from Theorem 27.2.4.
THEOREM 27.2.5 oS S
(i) For ny > ny +4, 0y is u-dominated by 6; = min {50, M}
ny + Ng — 2

(ii) For ny > 3, do is u-dominated by

S1+ 5
8 = min < dp, ———2 4. 27.2.7
2 { e r— ( )
S1+ S
REMARK {3 = _o1tor is the umvu estimator of o1 when o1 = o9,

ny + no
so that do chooses t)etween 0o and 03 depending on which is the smallest
of the two. |

In the case that the samples sizes are equal, i.e. n; = ny, Kushary
and Cohen (1989) have shown that d¢ is u-dominated by

2(S1 +S2)}

3y 1 1) (27.2.8)

0xc = min {50,
provided ny > 6. The next theorem demonstrates that d k¢ is u-inadmis-
sible too.

THEOREM 27.2.6
Assume that ny = ng > 7. Then the estimator dxc in (27.2.8) is u-
dominated by the estimator 6o in (27.2.7).

1 2(1
PROOF Writing dxc = ¢(V)S, where ¢(V) = min 1+V) }

ni1 + 17 3(?11 +1)
and applying Theorem 27.2.4 we have that dx¢ is u-dominated by

5min{ 1 20+V) 14V }S
‘T ni+13ni+1) 2 —1) 7"

2(1+V) 1+V
3ni+1) " 2(ng—1)

54:min{ 1 _1+V }51:51.

Now for ny; > 7, and thus

n1—|—1’2(n1—1)
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In the above normal setup all the u-dominating estimators are based
only on the sample variances. We will next provide u-dominating es-
timators which, in addition, use the sample means. To this end , for
W, = nlyQ/Sl and Z; = n272/5'1, we consider the broader class
Dy = {¢(V,W1,Z1)S5; : ¢ is a positive function} of equivariant estima-
tors of o1 under the group of transformations

(X,Y,S1,8) — (+aX,+aY,a%S;,aSs),a > 0.

THEOREM 27.2.7
An estimator § = ¢(V, W1, Z1)S1 in the class Dy is u-dominated by

* . S1+ n1Y2 + Sy + n2?2
6" = min < 6,

ny + no

(which is also in Dy ) provided § # §* with positive probability.

PROOF Let L and K be independent Poisson random variables with
parameters nyu? /201 and nou3 /20, respectively. We may and will as-
sume that L and K are also independent of (X,S;,Y,S5). Then it is
easy to show that the conditional density of Si/o1 given V. = v, W7 =
wy, Z1 = 21, L =1, K =k is gamma

G<n1+n2—|—21+2k 2 )
2 ’1+’UJ1+(01/0’2)(’U+21)

ny +ng + 21 + 2k

which satisfies (27.2.2) with ag = see Kushar
(27.2.2) 0= TFwy + (orjon) o+ 21 \ Y
(1998, Lemma 2.1)). Hence, by Lemma 27.2.2(ii),
S1
Plla—-1|<c[V=v,Wy=u1,Z1=2,L=1,K =k
01

14wy + (01/02)(v+ 21)

. It foll that
n1+n2+21+2k OHOWS a

is strictly decreasing for a >

P(‘l+w1+v+2151

=1 <]V =0, W) =wy,
ni + ng o1

Zl :Zl,L:l,K:k)
Si
> Pl |¢(v,wy,21)— — 1| < |V =0, W) =wy,
o1

Zl = Z1, L= l, K= ]ﬂ) (27.2.9)
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l+w+v+ 2,

if ¢(v,wy,21) > ———— . Upon taking expectations on both
o 5 5

sides of (27.2.9) we obtain that P < — -1 < c) > P ( — -1 < c)
o1 01

provided

1+W1+V+ 272
P((ﬁ(V,Wl,Zl)> +Wi+V+Z

ni + no

) > 0. By virtue of (27.1.2) the

proof is now complete.

COROLLARY 27.2.8

(i) The estimator 0y = !
ni

+1

in (27.2.6) is u-dominated by

* . Sl Sl + 77,1Y2 + 52 + n2?2
6* = min , .
ny+1 ny + ng

(ii) The estimator 6o in (27.2.7) is u-dominated by

—2 —2
5* = min S Si+ 85  Si+mX + S5 +nY
! n+1"n +ny—2’ ni + na ’

(iti) For n1 = ma and nqy > 3 the estimator dxc in (27.2.8) is u-
dominated by

N . S 2(51 + 52) S+ TL1Y2 + Sy + 711?2
05 = min , , .
ni + 1 3(711 + 1) 2711

PROOF Immediate from Theorem 27.2.7. |

—2 —2
. . S14+mX + S+ nY
REMARK We recognize that the estimator ! ! mn 2 2~ that
N1+ N2
appears in Theorem 27.2.7 is the umvue of o; when o7 = o9 and

pr=ps=0. |

REMARK The estimators 0% and &5 also u-dominate 8. |
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28

On Sensitivity of Exponential Rate of
Convergence for the Maximum Likelihood
Estimator

James C. Fu
University of Manitoba, Winnipeg, Manitoba, Canada

ABSTRACT Maximum likelihood estimator derived from a paramet-
ric statistical model Mo = {R, Fy, 0 € O} is often favored by statisticians
as estimating and collecting the information for the unknown parameter
0. It has many large sample optimal properties. One of these optimal
properties is that the maximum likelihood estimator has an optimal ex-
ponential rate of convergence to the parameter 8 when the underlying
distribution @ is a member of the model Mp. Motivated by robust es-
timation, this article mainly studies the sensitivity of exponential rate
of convergence for the maximum likelihood estimator derived from the
parametric model Mo when the true underlying distribution @ departs
slightly from the model My. Applications of the results to exponential-
family and ¢-family of distributions are studied. As a byproduct, it shows
that the maximum likelihood estimator derived from the ¢-distribution
with 6 degrees of freedom is the best robust estimator in the sense of
local exponential rate with respect to all ¢-distributions.

Keywords and phrases t-distribution, robust estimation, maximum
likelihood estimate, rate of convergence, Bahadur bound, exponential
family, M-estimator, Cauchy distribution

28.1 Introduction

Let Mo = {R,Fy,0 € O} be a parametric statistical model, where
R = (—00, 00) is the sample space, © is parameter space, an open subset
of R, and for every 8 € ©, Fy is a probability distribution defined on
R. Let s = (x1,--,x,) be a sample of n independent identically dis-
tributed (i.i.d.) observations. The maximum likelihood estimator (mle)
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én(s) derived from the parametric model My is often favored by many
statisticians for estimating and collecting the information of the unknown
parameter 6. If the true underlying distribution @Q = Fjy is a member
of the statistical model Mo (the model is correctly specified), then the
mle has many large sample optimal properties, for example consistency,
asymptotic normality, and exponential rate of convergence. The con-
sistency of the mle has been studied by Cramér (1946), Wald (1949),
LeCam (1953, 1970), Bahadur (1967), and Pfanzagl (1973).

Under certain regularity conditions, the mle is asymptotically efficient
in the sense that it is asymptotically normally distributed with variance
achieving the Cramér-Rao lower bound; i.e.,

Vi, (s) — 0) 5 N(0,171(9)), (28.1.1)

where % stands for convergence in distribution, and I(#) is the Fisher
information of the underlying distribution Fy [see, for instance, Cramér
(1946) and Rao (1963)].

Recently, Bahadur (1967, 1971, 1980), Fu (1973, 1975, 1982), Rukhin
(1983), Steinebach (1978), Jureckova (1981), Kester (1981), Kester and
Kallenberg (1986), and Rubin and Rukhin (1983) study the exponential
rates of convergence for consistent estimators. They show that for any
consistent estimator T, (s),

1
lim inf — log P(|T,, — 0| > €|Fy) > —B(6,¢) (28.1.2)
n—oo N
and
1
lim inf lim inf — log P(|T,, — 6] > | Fy) > —1(0)/2, (28.1.3)
e—0 n—oo MNE

where B(6,¢) is given by

B(0,¢) = inf{K(Fy,Fy): |0 —0] > ¢}, (28.1.4)
0/
and
x° dF
log -2 )dF, , if F, F,
K(Fy, Fy) = _io(og ary )iy, i Fy << By (28.1.5)
0, otherwise,

is the Kullback-Leibler information of F,; with respect to Fy. The pos-
itive constant B(6,¢) is usually referred as the Bahadur bound. The
estimator which achieves the lower bound of (28.1.3) is called asymptot-
ically efficient in the Bahadur sense. It is well-known that for fixed ¢, the
mle achieves the Bahadur bound if and only if the underlying distribu-
tion is a member of an exponential family of distributions. The sufficient
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part was proved by Kester (1981) and the necessary part was proved by
Cheng and Fu (1986). For ¢ — 0, under very general conditions, the mle
is always locally optimal in the Bahadur sense that its exponential rate
achieves the lower bound of inequality (28.1.3).

All these large sample optimal properties of the mle require the as-
sumption that the true underlying distribution @ is a member of the
parametric model Mp. When this basic assumption is false (Q ¢ Mo),
what will happen to the mle 0,, derived from the wrongly specified model
Mo? The following questions are often asked:

(i) If the true underlying distribution @ does not belong to Mo, under
what conditions does the mle 6,, derived from the wrongly specified
model Mo still converge under Q7 If it does converge, what value
does it converge to? Does this converge exponentially?

(ii) How sensitive is the exponential rate of convergence of the mle
when the underlying distribution ) departs slightly from the wrong-
ly specified model Mp?

The main goal of this article is to answer some of the above questions.
It shows that if the underlying distribution @ is not too far away from
the wrongly specified model My then the mle 6, (s) derived from the
model My still converges to a value 8* whose corresponding distribution
Fy« € My is the closest to the underlying distribution @ in terms of the
Kullback-Leibler information. Further if the moment generating function
of the score function of the specified model Mo exists under Q (Q ¢
Mp), then not only the mle 6,(s) converges to §* but also converges
exponentially. This article is organized in the following way. Section 28.2
studies the main results mentioned above. In Section 28.3, exponential-
family and ¢-family of distributions are used to illustrate the main results.

28.2 Main Results

For each Fy € Mo, denote f(z|f) as its density function, [(f|z) =

log f(x|0), and 1(f|z) = (d/dh)'l(f)z), i = 1,---,m. For i = 1,

the function 1(V)(f|z) is referred as the score function. Given data

s = (T1, ,xpn), let 1,(0]s) = > log f(z;]0) be the log-likelihood func-
i=1

tion. For simplicity, if there is no special specification, from here on

the mle én(s) derived from the model My is assumed to be the unique
solution of the likelihood equation

1D (8]s) = 0. (28.2.1)
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Let g(x) be the density function of the underlying distribution Q. Fur-
ther, throughout this article, the underlying distribution @ is assumed to
be absolutely continuous with respect to (wrt) every Fy € Mo (Q < Fy)
and the Kullback-Leibler information of Q wrt Fy

K(Q, Fy) = /(log fq(ST;))q(x)dx < 00, (28.2.2)

satisfies the following conditions:

(i) the Kullback-Leibler information K(Q, Fy) is a convex function on
©.

(if) @* is the unique solution of the equation

EN(Q,Fp) = 2

@K(Q Fy) = 0. (28.2.3)

LEMMA 28.2.1
Given Q, if the Kullback-Leibler information of Q wrt Fy, K(Q, Fp),
satisfies (2.2) then

%Zl“)(em) - —KW(Q, Fy), (28.2.4)

i=1

in probability under Q@ as n — oo.

PROOF For given 6 € O, it follows form the condition (i) that

Egl® (0lz) = % Eol(0]a)

do
4,7 q(x)
- Cl@(_é (08 {505 )
= —KW(Q, Fy). (28.2.5)

The result of (28.2.5) is an immediate consequence of (28.2.2) and the
weak law of large numbers. This completes the proof. |

THEOREM 28.2.2

If the mazimum likelihood estimator én(s) is the unique solution of the
likelihood equation (28.2.1) and the Kullback-Leibler information
K(Q, Fp) satisfies conditions (i) and (i), then

én(s) 250, under Q, as n — oo, (28.2.6)
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where 0* is given by (ii) and

K(Q, Fo-) = inf K(Q, Fp). (28.2.7)

PROOF Since the Kullback-Leibler information K(Q, Fp) satisfies con-
ditions (i) and (ii), it follows that

>0, iff>6*,
KW(Q.Fp){ =0, if0=0", (28.2.8)
<0, ifo <o

Noting that the mle 0, (s) is the unique solution of the likelihood equation
(28.2.1). It follows that for every € > 0,

P(0,(s) — 0" > £|Q) = PV (6% + els) > 0|Q)
= P(% ;l(l)w* +el) > 0|Q) (28.2.9)

and

P(0n(s) = 0" < —£]Q) = P(IN (0" — ¢]s) < 0|Q)
= P(% zn:l“)(e* —elz;) < 0|Q).

i=1
(28.2.10)
For every ¢ > 0, there exists a > 0 such that

KY(Q,Fpeic)>6>0

and

P(0a(s) — 0" > €|Q)

= P(= Y 10" +elzy) > 0/Q)

S|

©
I
—

= P( 10" + ela;) + KD(Q, Fpry2) > KW(Q, Fo-42)|Q)

1

3=

< P( ID(0* +elz;) + KND(Q, Fpe o) > 6]Q). (28.2.11)

S|

1

«
Il
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Lemma 28.2.1 and inequality (28.2.11) yield that

P(0n(s) — 0" > €|Q) — 0, asn — oo. (28.2.12)
By the same token, it follows that
P(0,(s) — 0" < —|Q) — 0, asn — oo. (28.2.13)

Since € is an arbitrary constant, the result that én(s) converges to 6*
is an immediate consequence of the inequalities (28.2.12) and (28.2.13).
Furthermore, the result (28.2.7) is a direct conclusion of condition (ii)
and inequality (28.2.8). This completes the proof. |

If Q is not too far away from the specified model Mg in the sense that,
for every 6 € O, the moment generating function of the score function
1M(0]x) wrt Q,

n(t6, Q) = Eq exp{t!M (0]z)} < oo, (28.2.14)

exists in an interval t € (=4, 6), then the following theorem shows that
the mle 0,,(s) converges to 8* exponentially.

THEOREM 28.2.3

If the condition (28.2.14) holds for every 6 € © and 0,,(s) is the unique
solution of (28.2.1), the 0,(s) converges to 0% exponentially; i.e., for
every € > 0, there exists a positive constant 8 such that

1 A
lim —log P(|6, — 6| > €]|Q) = -8, (28.2.15)
where 0* satisfies (i) and (28.2.7), and the exponential rate 3 is given
by
8 = —logmax(p(e), p(—¢)), and p(xe) = inf n(t|0* £¢,Q). (28.2.16)
>

t<0

PROOF Without loss of generality, we assume 6* + & € ©. Since 6, (s)
is a unique solution of (28.2.1), it follows from the definition of 8* that

P(0,(s) > 0 +¢|Q) = PN (6" +¢ls) > 0|Q)

=P 10" +elzi) > 0|Q) (28.217)

i=1

and
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P(bn(s) < 0"~ €|Q) = PV (0" —els) < 0/Q)
=P _1W(0* —elzi) < 0]Q). (28.2.18)
1=1

The results follow immediately from Chernoff’s theorem [see Chernoff
(1952), Fu (1975)]. This completes the proof. |

Let 6,,(s) be an M-estimator with respect to (z,0). If exp{—V¥(x,0)}
is integrable and 6,,(s) is the unique solution of the equation

n n d
T (2;,0) = —W(z;,0) = 28.2.1
; (2,6) ;da (2:,6) =0, (28.2.19)

then the M-estimator én(s) can be viewed as the maximum likelihood
estimator derived from the model My = {R, Fy,0 € ©} where Fy has a
density function given by

f(z,0) = C(0) exp{—¥(x,0)} (28.2.20)
with -
c(9) = / exp{—(x, 0)}da.

Hence, all the above results for the mle can be extended to M-estimator.
It follows from Theorem 28.2.2 that

O, (s) 2 0%, (28.2.21)

as n — oo under ), where 6* is the unique solution of

C’(l)(ﬂ) 7 ) B
0 —/\I/ (2,0)dQ = 0. (28.2.22)
Further, if
£(t)0, Q) = Eg exp{—t¥M (z,6)} < oo (28.2.23)

exists in a neighborhood of zero, t € (-6, ), then it follows from Theo-
rem 28.2.2 that 0,,(s) converges to 8* exponentially with an exponential
rate given by

B = —logmax(p(e), p(—¢)) (28.2.24)

where

p(Le) = inf €O E)/CE L) (4% L2 Q). (28.2.25)
>
t<0
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It is worth mentioning that the least square estimator 9~n(s) for 6 can
also be viewed as mle wrt the statistical model Mp = {X, Ny, 6 € R},
where Ny is a normal distribution with location parameter 6. Under
very mild conditions, it can be shown that the least square estimator
én(s) converges to 8* and is asymptotically normally distributed, but it
does not converge to #* exponentially when the tail probability of the
underlying distribution @ tends to zero with a rate 1/2* (3 < a < 00), as
x — o0. More discussions about these will be given in the next section.

The condition that the mle is the unique solution of the likelihood
equation (28.2.1) is often required in most literature of studying the large
sample properties of maximum likelihood estimator. The main reason
for requiring this condition, technically speaking, is that the uniqueness
will make all the proofs much simpler and mathematically tractable.
With some modifications of the above proofs, all the main results can
be proved under the much weaker condition that the expected score
function /(M) (x|6) has a unique solution, i.e., mathematically it can be
stated that for every 6y € O, the equation

/ 1D (2|0)dFy, £ 0, (28.2.26)

has a unique solution in 6.

For example, in the case of Cauchy distribution with location param-
eter 6, the likelihood equation (2.1) has (2n —1) roots (real and complex
roots) but the equation

7 26— 60) s
/ 1D (2]0)dFy, = —(95990)29014 =0 (28.2.27)

has unique root at § = 6y. If the underlying distribution @ is a Cauchy
distribution, Perlman (1983) and Reeds (1985) proved that all the real
roots of the likelihood equation, except the mle (the global maximum),
tend to oo with probability one and the mle converges to 6y. Bai
and Fu (1986) proved a stronger result that the mle, in fact, converges
to Oy exponentially and is also locally efficient in the Bahadur sense of
Eq. (28.1.3).

28.3 Some Applications

Motivated by robust estimation, this section mainly studies the exponen-
tial rate of the mle when the underlying distribution @ departs slightly
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from the specified model. The statistical models considered in the fol-
lowing examples are respectively exponential families and families of
t-distributions with location parameter 6.

28.3.1 Exponential Model
Let us consider the following exponential model
Mo = {Fy : dFy = g(x) exp{a — C(0)}dz,0 € R}. (28.3.1)

The Kullback-Leibler information of the true underlying distribution @
with respect to a distribution Fy in the exponential model Mo can be
written as

K(QvFG):/RlOg dQ

—dQ = K(Q, Fo)+C(0)—C(0) —0EgX. (28.3.2)
dFy

The mle 6, (s) is a unique solution of the likelihood equation
T, — CH(9) =0, (28.3.3)

and it can be written as

On(s) = h(@n), (28.3.4)

where h(-) is the inverse function of CV(-). Tt is straightforward that
K (1)(Q, Fy) has a unique maximum at 6* where * is a unique solution
of

EoX —cW(g) =0, (28.3.5)

and it can be written as
0* = h(EgX). (28.3.6)
A straightforward application of our results, it yields that if
Eg exp{t(X —CM(9))} < o0 (28.3.7)

exists for t € (—6,), then the mle 6, (s) converges to 6* exponentially.
This yields a stronger result than the result of McCulloch (1988).

In view of the mathematical form of the mle 6, (s) derived from (28.3.3),
it follows that

P(0,(s) — 0% > ¢|Q) = P(X,, > C (0" +¢)|Q), (28.3.8)

hence, the mle én(s) converges to 6* exponentially if, and only if, the tail
probability of the underlying distribution @ tends to zero exponentially
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which is equivalent to that (28.3.7) exists in a neighborhood of ¢t = 0. If
the tail probability of the underlying distribution @ tends to zero with
a rate of 1/ (a > 3), then the generating function (28.3.7) does not
exist. If this is the case, then the mle én(s) remains convergence to 0* in
probability, and is asymptotically normally distributed. However, 0,, (s)
does not converge to §* exponentially. Summing up these evidences, we
could conclude that the mle 6,,(s) derived from the exponential model
(28.3.1) is nonrobust in the sense of exponential rate of convergence with
respect to the usual metric topology. More importantly, it shows that
the criterion of selecting the optimal consistent estimator based on the
exponential rate is more refined than the criterion based on the variance
of the asymptotic distribution.

28.3.2 Families of t-distributions with Location Parameter

For each d = 1,2, -, 00, define

Mg = {dFy q(z) : all t-distributions with d degrees of freedom and
location parameter § € R}, (28.3.9)

where dFjy 4 has the form

dtl — )2 d+1
dFpq(x) = \/F;—W;(;)(l + (2 de) )~ d. (28.3.10)
2

Further, let

M = {dFy 4 : all t-distributions with d = 1,2,---,00, and 6 € R}
(28.3.11)
be the family of all ¢-distributions with location parameter 6. The statis-
tical model M includes all the models of My, d =1,---,00. The model
M covers Cauchy (d = 1) and Normal (d = oo) distributions, which are
of great interest both in theory and practice.

Let 04(d = 1,---,00) be the mle derived from the model M. Write
éoo =0 N and 91 = éc as mles derived from Normal and Cauchy models,
respectively. In this example, our main interest is to study the expo-
nential rate of convergence of 04 when the true underlying distribution
@ does not belong to the model My but it is a member of the larger
model M. This assumption is motivated by the robust estimation for
the location parameter.

The exponential rate of convergence of the mle 04 is deeply associated
with the expectation of the score function (V) (8|z, d) = (0/96) logdFy 4
of specified model. Define
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S(0]d)
= E(1"(0]z,d)| Fo.q)

INE) (d+1)(x—0)
| Vrdr(d) @+ (o= )1+ 22/

dr (28.3.12)

as the expected score function (V) (|x, d) with respect to the underlying
distribution @) = Fp 4. For the two extreme cases of Cauchy and Normal
distributions, we have, respectively,

7 2z — 0) 2
S(0]1) = / Ty P YO x2)daj = @i (28.3.13)
and -
S(6)00) = / (x — 9)\/%6—1/%% = —6. (28.3.14)

Note that for every d, S(|d) is a continuous function in 6 and its graph
crosses the f-axis only once at § = 0. Further, for any degree of freedom
d (d < o0), the function S(6|d) is bounded and S(6|d) — 0, as |0] — oc.
For the Normal distribution (d = o), the expected score function is
S(0|cc) = —0, which is continuous but unbounded. By numerically
integrating (28.3.12), it yields the following Figure 28.1 which illustrates
the behaviors of the expected score functions S(6|d), for d = 1,6, 15, cc.
In addition, it follows from the law of large numbers

1 1 —
210y = =N 1D 0)z;, d) 2 S(6|d 28.3.1

as n — oo, under @ = Fp 4.
For the Cauchy distribution, the empirical score function

l(l)(@) 1 zn: H((%—Gg) (28.3.16)

based on observed data (z1,---,xy) is also plotted against the expected
score function S(6|1) in Figure 28.1. Perlman (1983) and Reeds (1985)
proved that, for Cauchy distribution, all the roots of likelihood equa-
tion except the mle (the global maximum) tend to £oo with probability
one, and the mle converges to 6y (g = 0 in Figure 28.1). This conver-
gence behavior is also observed in Figure 28.1 for all ¢-distributions with
degrees of freedom d =1,2,---.
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FIGURE 28.1
The expected scores S(6|d) for d = 1,6,15, 00, and the empirical
scores %17(11)(9) based on Eq. (28.3.16) for n = 5 under model M;

©2001 CRC PressLLC



THEOREM 28.3.1
Let M be the family of t-distributions defined by equations (28.5.9) and
(28.3.10). Then the following results hold:

(i) For any Q = Fpq€ M, and d > 3, the mle Oy = 7, derived from
the normal model M, is consistent and asymptotically normally

distributed,
(i) the estimator Oy does not converge to 0(6 = 0*) exponentially for
any d=1,2,---, except for d = oo (nonrobust estimator),

(iii) the mle ¢ derived from the Cauchy model converges to 6 exponen-
tially for every d including d = oo (robust estimator).

PROOF For the maximum likelihood estimator éN = I, derived from
the Normal model, it follows from Theorem 28.2.2 that * = 6 and Oy
converges to 6 as n — oo for any d > 3. The asymptotic normality of
Ox follows directly from the central limit theorem. This completes (i).
Note that for any d =1,2,---, (except d = o0)

oo /

_ g2

/ e @0t 4 @T)}‘%dx =00 (28.3.17)
— 00

does not exist for ¢ in any neighborhood of zero. Hence 6y does not

converge to 6 exponentially. This completes the proof of (ii). Contrary

to the notion of (28.3.17), for any 6 and 6 , and d = 1,2,-- -, 00, there

exists 6 > 0, such that

r Ha —
/ eXp{_l—'—(fx—;)Q}dFel’d < 0 (28318)

for all t € (—9,6). It follows from Theorem 28.2.2 that the mle derived
from the Cauchy model M; converges to 6 exponentially for any under-
lying distribution Q = Fp 4 inside the model M. This completes the
proof. |

REMARK In view of this theorem, the mle 0y has asymptotic variance
o2/n (d > 3) under the t-distribution, where o3 is the variance of the
t-distribution with d degrees of freedom but the mle 0,, does not con-
verge to # exponentially. This substantiates the criticisms of asymptotic
normal theory applying to large sample estimation problems by many
statisticians, for example Weiss and Wolfowitz (1966, 1967). It also
shows that the asymptotic normal theory could not distinguish the rates
of convergence among the consistent estimators. In general, roughly
speaking, Oy is a slow consistent estimator wrt heavy tail underlying
distribution. |
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For any d, the mle éd derived from the model My (d = 1,2,---, and
d # 00), the following general results hold.

THEOREM 28.3.2

For any d = 1,2,--+, and d # oo, the mle 0y converges to 6 under
Q=1F,y.d =1,--+,00 asn — oo, having an exponential rate given by
Baa (€) = —logpy 4 (28.3.19)
where
Paa =max(pg g (), pga (=€), (28.3.20)
Pa.q (xe) = infna(t|0 e, Fy ), (28.3.21)
t20
and
T (d+1)(z—0+e)
natl0 e, Fy y) = /(eXP{_t At (r—0teo) DdFy 4 (). (28.3.22)
—00
PROOF For every d = 1,2, - -, the moment generating function n4(t|0 £
5aFe,d’) exists in a neighborhood of t = 0 for every d = 1,2,---, 00,
hence the result follows immediately from Theorem 28.2.2. |

28.4 Discussion

For & small, the exponential rate 3, ;(¢) of the mle éd(s), with respect
to the underlying distribution @ = Fj ,, admits the expansion [see Fu

(1975, 1982)] )

€
Bua(€) =ayy 0 +o(e?), (28.4.1)

where o, ; is called the local exponential rate. The local exponential

rate ag,1 of éd with respect to the Cauchy underlying distribution is
a decreasing function of degree of freedom d having a1, = I (Fisher
information of Cauchy distribution) and a1 = 0. The local exponential
rate a0 of 6, with respect to the Normal underlying distribution is
an increasing function of d having o > 0, and ®eo,c0 = Iy (Fisher
information of Normal). Hence the following inequalities

max(0,1, Coo,c0) > Max(ld,1, Ad,00)

> min(og 1, Qd,eo) > Min(or,1, Qeo,co) (28.4.2)
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hold for every d = 1,2,---,00. Further, for every fixed d, Qgq 18 a
convex function of d and has a maximum at d = d/, and

rr;iln Qg = min(og 1, ®d,co)- (28.4.3)

The local exponential rate o, ; can be used as a criterion for robust
estimation. A consistent estimator is called a robust estimator with
respect to the model M if its local exponential rate is greater than zero
for every distribution in M.

Note that Theorem 28.3.1 yields

Qo =0, for every d =12, except for d =0 (28.4.4)
and
ag gy >0, foreveryd=1,2,--- (d# o0), and every d =12,
A (28.4.5)
Hence the mle 8y derived from the normal model is a non-robust esti-

mator, and on the contrary, the mle’s 64 derived from My, d < oo are
robust estimators with respect to M in the sense of exponential rate of

convergence.
The mle 64+ derived from the model My is called the best robust
estimator among all the mle’s 64, d = 1,---,00, with respect to the

model M (maximum solution), if

Qs 1 = Qg 00 = mczlmxntliiln Qg g = mgxmin(adm Od,00)- (28.4.6)
Unfortunately, for given d and d', the exact analytical expression of
the local exponential rate o, ; could not be obtained. Hence d* could
not be obtained analytically. By using Theorem 28.3.2 and numerical
integration of evaluating the local exponential rate a, , ~ 3, (e)/e?
at very small (¢ = 0.0001), it yields that d* is approximately “6”. In
words, among all the maximum likelihood estimators éd, d=1,2,---,00,
the mle g is the best robust estimator with respect to the family of all
t-distributions in the sense of local exponential rate.
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29

A Closer Look at Weighted Likelihood in
the Context of Mixtures

Marianthi Markatou
Columbia University, New York, NY

ABSTRACT The performance of the weighted likelihood methodol-
ogy in the context of mixtures is studied in detail. Specifically, we study
the behavior of the method under two types of misspecification. Those
are (1) probability model misspecification, which refers to both, compo-
nent misspecification and probability distribution misspecification, and
(2) variance structure misspecification. We contrast the behavior of the
weighted likelihood estimates with that of Huber-type M-estimates and
maximum likelihood estimates. We present simulation results which ex-
emplify the role of the starting values in the convergence of the weighted
likelihood algorithm. We then discuss the relationship of these results
with the problem of model selection.

Keywords and phrases Estimating equations, model selection, mix-
tures, robustness, weighted likelihood

29.1 Introduction

The problem of parametric statistical inference in the presence of a finite
mixture of distributions has been studied extensively. An excellent sur-
vey of it was given by Redner and Walker (1984). Moreover, the recent
book by Lindsay (1995) gives a detailed account of problems that can
be formulated as mixture model problems.

It is also a common statistical practice to study the robustness of a
statistical procedure by constructing a class of alternative mixture mod-
els. For example, if the central model is N(u,0?) and we are interested
in estimating the parameter p, we might assess the robustness of the es-
timator by measuring its performance, that is its bias and mean squared
error, on data that arise from the model (1 — €)N(u,0?) + eN(u,7?)
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where 72 > 02,0 < e < 1.

One of the limitations of the mixture model theory is that it seems that
very little is known about the robustness aspect of this methodology. To
quote Lindsay (1995) “It is natural and desirable to ask the question:
what are the consequences of slight errors in the misspecification of the
model? How stable are my parameters under contamination? When a
mixture model is being specified, and I specify a mixture of two normals
with different means, what are the consequences if the mixture is actually
of 3 normals? Or of two t-distributions?”

A number of authors have tried to answer, at least a few of the above
questions, by trying to adopt the usual M-estimation methods in the
context of mixtures. Some of these attempts include a robustification
of the EM algorithm [De Veaux and Krieger (1990)], the introduction
of a measure of typicality [Campbell (1984)] which reflects the contri-
bution of the mth observation to the mean of the kth component, and
the adoption of multivariate M-estimation techniques for multivariate
normal mixtures [McLachlan and Basford (1988)]. Additional work in-
cludes Aitkin and Tunnicliffe (1980), Clarke and Heathcote (1994), Gray
(1994), and Windham (1996).

A direction that has seen some development when the problem of
robustness is of interest, is to employ minimum distance ideas for pa-
rameter estimation. This approach has been taken by Woodward et
al. (1984), Woodward, Whitney, and Eslinger (1995), and Cutler and
Cordero-Brana (1996). The problem with these procedures is that they
are computationally complex. Moreover, there is no natural definition
of the concept of outliers.

In this paper we take a closer look at the issue of robustness as it
relates to the mixture model. In particular, we address the effects of
misspecification of the variance structure and mixture model misspecifi-
cation on the parameter estimates of the mixture model. We study the
performance of the weighted likelihood estimating equations (WLEE)
methodology in this setting and compare it with that of the usual like-
lihood methodology and with the performance of classical M-estimators
as they are adapted in the mixture model setting by McLachlan and
Basford (1988).

The paper is organized as follows. Section 29.2 briefly discusses the
WLEE methodology in the context of mixtures. Section 29.3 presents
simulation results. Section 29.4 discusses the implications of the WLEE
as they relate to the model selection topic. Finally, Section 29.5 offers
conclusions.
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29.2 Background

Let X1, X5,..., X, be a random sample of completely unclassified ob-
servations from a finite mixture distribution with g components. The
probability density function of an observation X is of the form m(x; ¢) =
> pif(x;60;), where f(x;6;) is the probability density or mass func-
tion of the ith subpopulation and 6; is the component parameter that
describes the specific attributes of the ith component population. Any
parameters that describe unknown characteristics common to the entire
population are assumed to be absent for the time being. However, if
those parameters are of interest their corresponding estimating equa-
tions can be easily incorporated into the estimating scheme. The vector
® = (p1,p2,---,Pg,01,...,0,)7 of all unknown parameters belongs to a
parameter space { subject to Y7, p; =1,p; >0,i =1,2,...,¢g, and 6;
belongs to ©.
In this context, the weighted likelihood estimating equations are

w(b(2;))Vallnm(as; ¢)] = 0 (20.2.1)

n
j:
where 6(z;) is the Pearson residual evaluated at ; and w(.) is a weight
function that downweights observations which have large residuals. If
m(x; ¢) is a probability mass function the Pearson residual is defined
as 0(t) = (d(t) — m(t;¢))/m(t; ¢), [Lindsay (1994)], where d(t) is the
proportion of observations in the sample with value equal to ¢. If the
components are continuous, the Pearson residual is

6(xj) = {f*(x;)/m*(z5;9)} — 1,

where f*(.) is a kernel density estimator and m*(.;¢) is the mixture
model smoothed with the same kernel used to obtain the density estima-
tor. Note that the range of the Pearson residuals is the interval [—1, c0).
A value of §(z;) close to zero indicates agreement between the data and
the hypothesized model in the neighborhood of the observation x;. On
the other hand, a large value of the residual indicates a discrepancy be-
tween the data and the model in the form of an excess of observations
relative to the model prediction. Thus, we call an observation an outlier
if it has a large Pearson residual.

The weight functions w(.) are unimodal in that they decline smoothly
as the residual § departs from 0 towards -1 or +o00 and take the maximal
value of 1 when the residual ¢ is 0. An observation that is consistent
with the assumed model receives a weight of approximately 1. If it
is inconsistent with the model it receives a small weight; a weight of
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approximately O indicates that the observation is highly inconsistent
with the model. The final fitted weights indicate which of the data
points were downweighted in the final solution relative to the maximum
likelihood estimator.

The motivation for this weight construction comes from minimum dis-
parity estimation. In the discrete case, given any strictly convex function
G(.), a nonnegative disparity measure between the model m, and the
data d is given by pg(d,mg) = >, me(t)G(6(t)). The value of ¢ that
minimizes the disparity is the minimum disparity estimator correspond-
ing to G [Lindsay (1994)]. In the continuous case , the disparity between
the data and the model is defined as pg(f*,m}) = = [G(( (x)dx,
[Basu and Lindsay (1994)]. When G is selected approprlately a large
class of important distances can be developed. For example, if G(§) =
(6 + 1)In(d + 1) a version of the Kullback-Leibler divergence is gener-
ated. We will focus attention on the robust disparity measure generated
by G(8) = 26%/(§ + 2) which corresponds to the symmetric chisquared
distance. The symmetric chisquared distance is defined as

[d(t) —m(t; ¢)]?
Zt: (1/2)d(t) + (1/2)m(t; ¢)
in the discrete case, and

[ ool
(1/2)F* (@) + (1/2)m" (23 9)

in the continous case. The corresponding weight function is unimodal,
twice differentiable at § = 0, with w'(0) = 0 and w’ (0) < 0, where prime
denotes differentiation with respect to §. The weight function relates to
the function G via the equation (0.5[(6 +1)G (8) — G(6)] +1)/(8 + 1),
and G’ is the derivative of G with respect to 8. An additional advantage
of the chisquared weight function is that in the continuous case we can
construct a parallel disparity with G specified as above. This disparity
could be useful as it can form the basis for the construction of a goodness
of fit test for model. How this can be done will be discussed in Section
29.4. Finally, we would like to note that Markatou, Basu, and Lindsay
(1997) suggested a general scheme for weight construction which can also
be adopted here.
From equation (29.2.1) the estimating equations for 6; are

g
Z Z wl f(xj;0i)u(x;;0;) =0 (29.2.2)

where u(xj;6;) = Vg, Inf(x;;0;).
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For the vector p = (p1,pa,...,pg)" the equations are

f(x5;0;)
”ZZ ZJ 1w >> m(z;; )

(29.2.3)

The solutions of the system (29.2.2), (29.2.3) are the weighted likelihood
estimating equations (WLEE) estimators of the parameter vector ¢ =
(pl,pg,. .. ,pg,91,92, .. .,Hg)T

A key element to the success of this methodology is the appropri-
ate construction of the Pearson residuals in the continuous case, which
requires selection of a kernel k(z;t,h) and a degree of smoothing h in
order to create f* and m*. The choice of kernel does not seem critical
and hence we recommend choosing it based on convenience [Markatou
(2000)]. The problem that arises next is that one would like to do the
smoothing so that the robustness properties are homogeneous through-
out the space of model parameters. This requirement suggests that the
smoothing parameter should be proportional to the variance of X un-
der the true model. When the model is a finite mixture of N(ju;,0?) a
natural kernel is the normal density with variance h2. The variance h?
serves as the bandwidth parameter and determines the robustness prop-
erties of the WLEE estimator. Markatou (2000), proposes to select the
smoothing parameter h? at the (i+1)st step of the iteration as a multiple
of the estimate of model variance at the ith step of the iteration, that
is, h%i 41y = c&(Zi), where ¢ > 0. To complete the bandwidth selection we
need to have a rule to determine ¢. Markatou (2000) suggests obtaining
¢ by solving the equation

A2 (1 + 0)3/2
2 c(3 + ¢)t/2
where v9 > 0 is the number of observations to be downweighted and it
is selected by the user, Ay = w’ (0).
In the multivariate case the smoothing matrix is selected as H = s,
where ¥ is the estimated covariance and the constant ¢ is obtained by
solving the equation

-1} =0,

A2 (1 +C)3/2

[W} —1} =

where m = dim(¢), [Markatou (2000)]. This equation assumes that
Y = diag(c?). Note that, by selecting the smoothing parameter as a
function of the scale has the additional advantage of obtaining invariant
estimators under scale transformations.

When the model is a finite mixture of normal components with pa-
rameters (p;, 01-2), and the kernel is normal with variance h?, then select
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h? = c( 7 Pi6?), i, 67 are estimates of the proportion and variance of
the ith subpopulation and c is determined as before. In the multivariate
case we select H = ¢ ?_, p;3; [Markatou (2000)].

29.3 Simulation Experiments and Results

We now describe in detail a simulation study that was designed to offer
insight in a number of issues associated with the performance of the
weighted likelihood methodology in the context of mixtures.

First, we offer some general comments about the performance of the
WLEE.

The weighted likelihood estimating equations need not have a unique
solution. Verification of the conditions of Markatou, Basu, and Lindsay
(1998) for the component densities of a mixture model together with
the additional assumption of parameter identifiability guarantees the
existence of a root in the neighborhood of the true parameter value.
Under these conditions, the consistency and asymptotic normality of
the estimates is ensured. The asymptotic distribution of the weighted
likelihood estimators is normal with mean 0 and covariance matrix the
inverse of the Fisher information. This result states that the estimates
are first order efficient. As such, their influence function is the same with
the influence function of the corresponding MLE. Therefore, in order to
study the robustness properties of these estimates we need to use tools
other than the influence function.

When one has an equation with multiple roots one might wish to know
if the presence of a root represents some underlying structure. This is
particularly relevant in the context of mixtures since the existence of dif-
ferent roots could indicate multiple potential mixture model fits due to
the presence of more components than originally specified. The weighted
likelihood equations tend to have multiple roots when one attempts to fit
a two component model to data from a three component density. When
the mixing proportion of the third component is sufficiently small the
weighted likelihood equations mostly exhibit one root that corresponds
to the model comprised from the well represented components. As the
mixing proportion of the third component increases the weighted likeli-
hood equations have multiple roots that correspond to two component
mixture models that fit different portions of the data. In this case, the
robustness of the procedure is defined by its ability to detect possible
data substructures in the form of multiple roots.

When an additional component that is not included in the model spec-
ification is close to a component of the specified mixture model, robust-
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ness, defined as resistance of the statistical procedure to deviations from
the stipulated model, may be more relevant. The weighted likelihood
methodology downweights the data from the additional component, and
the power of discrimination goes down as the method tries to distinguish
between fitting a model with a larger variance that encompasses all data
points or a more robust fit.

This empirical property corresponds to a stability of the estimating
equation and its roots under contamination that can be investigated us-
ing an approach similar to that of Lindsay (1994). Let {{;;j =1,2,...}
be a sequence of elements in the sample space. Let Fj(z) = (1—€)F(z)+
€A¢; (z) be the contaminated distribution and f; (z) = [ k(z, ¢, h)dE;(x)
the corresponding kernel smoothed data. ngien {&;} is an outlier se-
fi (&
mE )
and at the same time mj(§;) converges to zero.

quence for mg4(z) and data F if §(&;) = — 1 converge to infinity

The weighted likelihood score along this sequence is [ w(x;Fj,M¢)
u(x; (;S)dﬁ'j and the estimating equations will ignore the outliers if the
limit of the weighted likelihood sequence does not depend on the out-
liers. Verification of the conditions given in Markatou, Basu, and Lindsay
(1998) shows that the weighted likelihood equations satisfy the relation-
ship

/w(m;Fj,M¢)u(x;¢)dFj — /w(av;Fe,M(z,)u(gc;qb)olﬁ‘6

where Fj(z) = (1 — ¢)F(z) + €A¢,;(x) is a contaminated distribution,
{&;7 = 1,2,...} is a sequence of elements of the sample space and
F.(x) = (1 — €)F(z) is a subdistribution, 0 < € < 1.

The stability of the set of roots in identifying important structures in
the data is of paramount importance as it could indicate the presence of
additional components than those originally specified in the model.

Because the estimating equations do not necessarily have a unique
solution, we need to use multiple random starts to find all reasonable
solutions with ‘high probability’. Markatou (2000), suggests to use as
starting values the method of moment estimates (MME) of the param-
eters of the mixture [Lindsay (1989), Furman and Lindsay (1994), and
Lindsay and Basak (1993)]. These MME are calculated on subsamples
drawn randomly from the data. There were several reasons that led
us to select the method of moment estimates as starting values. The
estimates are unique solutions of the moment equations, they can be
computed quickly using a simple bisection algorithm, and they are con-
sistent estimates of the true parameter values.

We used B = 50 bootstrap subsamples for our univariate case stud-
ies and B = 100 bootstrap subsamples for the bivariate case. However,
B = 50 is sufficient for the bivariate case as well, in that the important
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data substructures can be identified. The subsample size was equal to
the number of parameters to be estimated, consistent with the recom-
mendation of Markatou (2000). To terminate the algorithm we use the
stopping rule recommended in Markatou (2000) with o = 0.001.

To calculate the maximum likelihood estimates we used the EM algo-
rithm. It is often suggested to stop the iteration when |¢;11 — £;| < tol,
where tol is a small specified constant and ¢;,1,¢; are the values of the
log-likelihood at steps (i + 1)st and ith. We used the implementation of
the EM algorithm given in McLachlan and Basford (1988, pages 213-
216). The stopping rule bounds the difference between the log-likelihood
at the ith step and the log-likelihood at the (i-10)th step by the number
10~* multiplied by the log-likelihood at the (i-10)th step of the iteration.
If this bound is unreachable, the algorithm stops at the 150th iteration.
Bohning et al. (1994) discuss the use of the EM-algorithm with a differ-
ent stopping rule. Their rule is based on the use of Aitken’s acceleration,
which is a device to exploit the regularity of the convergence process. In
complex practical problems this may be a better stopping rule to use.
For additional discussion about algorithms in the context of mixtures
see also Bohning (1999).

In what follows we describe the simulation experiments and discuss
our results.

29.3.1 Normal Mixtures with Equal Component Variance

In this section we describe the simulation experiments performed. We
first concentrate in the case of normal mixtures with equal component
variance.

The nominal model was p; N (u1,0%) + paN(uz2,0?), p1 +p2 = 1. The
data were generated from the model p; N(0,1) +p2N(8,1) + psN(12,1),
where p; = po and p3 = 0,0.04,0.10,0.16, 0.20, 0.26.

In our calculations we used the chisquared weight function. It is de-
fined as w(§) = 1—46%/(5+2)? [see Markatou, Basu, and Lindsay (1998)].
To compute the Pearson residuals we used normal kernel with A% = co?
with two different levels of ¢, either 0.050 or 0.010, which correspond
to downweighting on average 5 and 14 observations respectively. We
considered samples of size 100. At each sample model, we simulated
100 data sets. All samples were generated in S-plus and all programs
were written in FORTRANT7. All calculations were carried out on a
DEC5000/50 station.

For each data set we used the method of moment estimates calculated
on the entire sample to produce starting values; we also carried out
a bootstrap root search. Given a sample we took B = 50 bootstrap
subsamples of size 4 and use them to construct our starting values.
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TABLE 29.1

WLEE estimators with starting values MMEs computed using the
entire sample. The sample model is p1 N(0,1) + p2N(8,1) + psN(12,1),
with p; = p2. The sample size is 100 and the number of Monte
Carlo replications is 100

% of Parameter Estimates
mixing

Pp3 Estimates p1 75t L2 o
MLE 0.4998 8.0096 0.0281 0.9916

0% WLEE (¢ = 0.050) 0.4998 8.0145 0.0267 0.9582
WLEE (c = 0.010) 0.4994 8.0124 0.0236 0.9121
MLE 0.5200 8.5102 0.2898 1.3834

4% WLEE (¢ = 0.050) 0.5009 8.0258 0.0068 0.9685
WLEE (c = 0.010) 0.4997 8.0253 0.0070 0.9129
MLE 0.5511 8.7098 -0.0265 1.6377

10% WLEE (¢ = 0.050) 0.5027 8.0156 -0.0238 0.9699
WLEE (¢ = 0.010) 0.5024 7.9969 -0.0246 0.9143
MLE 0.5813 9.0233 0.0028 1.7025

16% WLEE (¢ = 0.050) 0.5105 8.0705 0.0137 1.0123
WLEE (¢ = 0.010) 0.5061 8.0165 0.0203 0.9255
MLE 0.6010 9.3029 -0.0256 1.7220

20% WLEE (¢ = 0.050) 0.5206 8.2703 -0.0175 1.1383
WLEE (¢ = 0.010) 0.5028 8.0355 -0.0195 0.9561
MLE 0.6307 9.6287 -0.0243 1.7072

26% WLEE (c = 0.050) 0.6021 9.3780 -0.0101 1.7127
WLEE (¢ = 0.010) 0.5603 8.8517 -0.0158 1.4084

Table 29.1 presents the WLEE estimators under the various three
component sampling models when the MME calculated on the entire
sample are used as starting values. For p3 up to 0.16 and for ¢ =
0.050, 0.010 the WLEE algorithm converges to a root similar to the model
p1N(0,1) + poaN(8,1) ignoring the third component. When p3 > 0.16
and depending on the value of ¢ we observe an increase in the bias of
the WLEE estimators with a final convergence to a root similar to that
suggested by the maximum likelihood. This root estimates fairly accu-
rately the location of the N(0, 1) component while the second location
is shifted to the right.

When bootstrap search is used several roots which correspond to dif-
ferent possibilities for fitting different two component mixture models
emerge. Depending on the mixing proportion of the third normal com-
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TABLE 29.2

Frequency of identified roots. The sample model is

p1N(0, 1) + p2N(8, 1) + pgN(lQ, 1),[)1 = p2. Model I is

p1N(0,1) + p2N(8,1), IT is p1N(8,1) + p2N(12,1), III is

p1N(0,1) + p2N(12,1) and model IV stands for an MLE-like fit. The
+ sign indicates that the model was suggested, the - sign indicates
absence of it. The frequency is over 100 samples if size 100 with 50
bootstrap searches in each sample

Suggested Models % of Mixing ps

I I 11T v 4% 10% 16% 20% 26%
+ + + + 4 54
+ - - - 49 17 3 1

- - - + 1

+ + - - 49 67 70 29

+ - + - 2 7 2

- + + - 2

- + - + 2 6 13
+ + + - 9 18 34 3
+ + - + 2 26 28
+ - + + 1
- + + + 1

ponent some root patterns are favored over others.

Table 29.2 presents the different root patterns found in our simulation
for ¢ = 0.050. When the mixing proportion of the third component
is 0.04 in approximately half of the Monte Carlo samples a mixture of
N(0, 1) and N(8, 1) was suggested. The remaining samples suggested a
mixture of N(0,1) and N(8, 1) as well as a mixture between N(8, 1) and
N(12, 1). In only two samples a mixture between N(0, 1) and N(12, 1)
was observed. For up to p3 = 0.10 the above described types of roots
are present in a large number of samples. Most of the samples exhibit
roots that stay close to fitting a mixture between N(0, 1) and N(8, 1),
a mixture between N(8, 1) and N(12, 1) and a mixture between N(0, 1)
and N(12, 1), over the 50 bootstrap starting values. In all samples and
for all values of ¢ the mixture model p; N(0,1)+p2 N (8, 1) was suggested.
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TABLE 29.3

Bootstrap estimates of the parameters of the mixture

p1N(0,1) + p2N(8,1),p1 + p2 = 1. The sampling model is

p1N(0,1) + p2N(8,1) + psN(12,1), p1 = p2. The number of Monte Carlo
replications is 100, the sample size is 100 and the number of
bootstrap samples is 50

% of mixing
P3 Estimates P1 i fi2 o

WLEE (0.050) 0.4998 8.0145 0.0267  0.9582
0% WLEE (0.010) 0.4994 8.0124 0.0236  0.9121

WLEE (0.050) 0.5009 8.0258 0.0068  0.9685
4% WLEE (0.010) 0.4997 8.0253 0.0070  0.9129

WLEE (0.050) 0.5027 8.0156 -0.0238  0.9699
10% WLEE (0.010) 0.5024 7.9969 -0.0246 0.9143

WLEE (0.050) 0.5105 8.0705 0.0137  1.0123
16% WLEE (0.010) 0.5061 8.0165 0.0203  0.9255

WLEE (0.050) 0.5041 8.0045 -0.0122 0.9902
20% WLEE (0.010) 0.5028 8.0355 -0.0195 0.9561

WLEE (0.050) 0.5024 7.9919 -0.0283 0.9688
26% WLEE (0.010) 0.5019 8.0048 -0.0283  0.9367
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Table 29.3 shows the bootstrap estimates for proportion, location,
and scale of the mixture model comprised from the N(0, 1) and N(8,
1) components for various values of p3. The estimates presented are
averages over the 100 simulated samples and the 50 bootstrap random
starts. A comparison between tables (1.1), (1.2), and (1.3) illustrates
the behaviour, in terms of convergence, of the random starts. When the
algorithm is started at the MMEs computed using the entire sample it
converges, for low values of p3, to a mixture model wich includes only
the well represented components in the sample. For larger values of p3 it
converges to an MLE-like root. On the other hand, when random starts
are used different root configurations, and thus multiple model fits, are
present.

The algorithm converged very fast. Our finding was that the mean,
median and the standard deviation of the number of iterations depend on
the mixing proportion of the third component and they increase with it.
For example, when the MMEs calculated on the entire sample are used as
starting values in the weighted likelihood algorithm with ps = 0.10 and
smoothing constant ¢ = 0.050 the average number of iterations is 8.78,
the median is 9 and the standard deviation is 1.508 over 100 samples.
When the smoothing constant is 0.010 the mean number of iterations
is 8.26, the median 8 and the standard deviation 1.260. However, when
the mixing proportion ps = 0.20 and for ¢ = 0.050 the average number
of iterations is 14.54, the median is 14 and the standard deviation is
6.090. When ¢ = 0.010 the corresponding numbers are 15.2, 14, 4.575.
We also found that in our large simulation runs, each individual B=50
search averaged about 8 minutes in real time. Thus in no case were the
calculations excessive.

When the components are not well separated the number of iterations
needed to converge to a root increases. As an example, when the sam-
pling model is a mixture of equal proportions of N(0,1) and N(2,1) the
mean number of iterations for the weighted likelihood algorithm with
¢ = 0.050 was 14.52, the median was 10 and the standard deviation
16.455. The EM algorithm had a mean of 18.24, median of 16 and stan-
dard deviation 7.425 iterations.

29.3.2 Normal Mixtures with Unequal Component Variance

In this section we describe the simulation experiments and results ob-
tained for the case of normal mixtures with unequal component vari-
ances. Moreover, we study the case of multivariate normal mixtures
with equal covariance matrices and compare our results with those ob-
tained from applying a Huber-type M-estimation procedure.

The sampling model is p1 N (0,1) +p2N(8,4) + psN (16, 1) where p; =
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p2 and ps is 0.04, 0.10, 0.14, 0.16, 0.20, 0.26. The nominal model is
assumed to be p1 N (u1,0%) + paN(uz,03), p1 + p2 = 1. The starting
values are the MME calculated on the entire sample as well as bootstrap
sample based estimates. Notice that the starting values have been com-
puted under the assumption that the normal components have the same
variance. However, this variance misspecification in the starting values
does not affect the final estimates. An interesting question that remains
yet unanswered is how can one construct method of moments estimates
when the component submodels have different variances. The values of
the smoothing constant in the normal kernel were again 0.050, 0.010.
When the normal kernel is used for up to ps = 0.14 the weighted like-
lihood algorithm started at the MMEs calculated on the entire sample,
converges to the root closer to the mixture that is comprised from the
N(0, 1) and N(8, 4) models. For p3 > 0.14 the algorithm suggests mul-
tiple mixture model fits. This type of behavior is different from the one
observed in the case of equal component variance where the MMEs com-
puted on the entire sample converge to an MLE-like root when the third
mixing proportion is increased. Convergence here is slightly slower than
in the case of equal component variances. For example, when p3 = 0.04
and ¢ = 0.05 the mean number of iterations is 6.62, the median is 6.50
and the standard deviation is 2.058. When p3 = 0.10 and ¢ = 0.050 the
mean, median and standard deviation are 9.15, 7 and 7.48 respectively.
When bootstrap is involved we always find the interesting roots. When
the percentage of mixing of the third component becomes high we can
detect multiple roots as it is expected.

We also carried out a simulation study where the sampling model was
a three component mixture, with equal proportions from the normal
populations with means (0,0)” and (4,4)7 and a varying proportion
from a third component. The third component is a normal with mean
(14 ¢ —5,1—(¢£—5))T. This third component is thought of as an
outlying component. All normal populations have the same identity
covariance matrix. We used values of £ = 1, 3,4. The mixing proportion
of this third component is 0.04, 0.10, 0.14, 0.16, 0.20, 0.26. As starting
values we use the method of moment estimates computed on the entire
sample. We also use bootstrap root search. Normal kernel smoothing
was used to compute the Pearson residuals with bandwidth parameter
Hit) = cf)(i), where fl(i) is the estimated covariance at the ith step of
the iteration. The value of ¢ = 0.3 corresponds to mean downweighting
of 1.599 or approximately 2% of the sample size. We generated 100
samples of size 100 over the range of B.

We first examine the behaviour with a fixed starting value and hence
a single solution. When the mixing proportion of the outlying normal
component is less that 0.16 and the MME computed on the entire sam-
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ple were used as starting values the WLEE algorithm converged in every
case to the root that corresponds to fitting a mixture of normals with
means (0,0)7 and (4,4)T respectively, ignoring the third component.
When the mixing proportion of the third component is 0.16 in 89 out of
100 samples a root corresponding to fitting the mixture of N((0,0), 1)
and N((4,4),1) was identified. In the remaining 11 samples the WLEE
algorithm converged to a root fitting one normal component with mean
near (—3,5)7 and a second component with mean similar to the mean
of the remaining data. When the mixing proportion of the normal com-
ponent with mean (—3,5)7 is 0.26, different data samples resulted in
solutions which corresponded to fitting one normal component among
means (0,0)7, (4,4)T and (-3, 5)7 respectively and a second component
with mean similar to the one from the average of the remaining data.
This behaviour is different from the one observed in the univariate case
in which the WLEE algorithm started with MMEs computed on the
entire sample converge to one type of root.

We next examine the value of the bootstrap root search. When boot-
strap is implemented depending on the mixing proportion of the normal
component with mean (—3,5)7 all interesting root types are present, as
it is expected. Therefore, the algorithm has the ability to unearth dif-
ferent data substructures when indeed those are present. On the other
hand, when data are generated from a mixture of equal proportions of
N((0,0),I) and N((4,4),1) observations then for all bootstrap starting
values and all samples one and only one root is present and that is the
root that corresponds to fitting the model from which the data were
generated.

When the mean of the third component is (0,2)7, one of the root
types, the MLE-like root is found in most cases for smoothing parameter
equal to 0.3. For values of the smoothing parameter less than 0.3 a root
corresponding closer to fitting a mixture of the normal components with
means (0,0)T and (4,4)7 is identified.

For the model py N ((0,0)7,I) + paN((4,4)T,I) + p3sN((=3,5)T,1), p1
= po and p3 as above we also calculated Huber’s type M-estimators, as
proposed by McLachlan and Basford (1988, Chapter 2, Section 2.8).
These estimators replace the normal scores with a ¥ function. We use
Huber’s psi-function defined as

= it |s| < 3.0034
"1 3.0034sign(s) otherwise

where the constant 3.0034 is calculated according to the formula k4 (p) =
[p{1—(2/9)p +((2/9)p)'/?1.645}3]'/2 recommended by Campbell (1984).
Their modified EM algorithm was used with the MLE as starting values.
The algorithm was terminated if the difference of the estimators between
two consecutive iterations was less than or equal to 1075,
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TABLE 29.4

Huber’s estimators for the mean parameters and covariance
matrix Y. The sampling model is

p1N((0,0),I) +p2N((4,4),I) + psN((—3,5),I),p1 = p2. The sample size
is 100 and the number of Monte Carlo replications is 100

% of mixing Parameter Estimates
proportion .
p3 D1 1 fi2 b
0% 0.5001 -0.007 3.9807 0.5278 0.0060
-0.003 3.9993 0.0060 0.5574
4% 0.5182 0.0185 3.9256 0.5847 0.0415
0.0423 3.9806 0.0415 0.6038
10% 0.5534 0.0153 3.6423 0.7140 0.1785
0.1807 4.0399 0.1785 0.7500
14% 0.5671 -0.007 3.6019 0.7423 0.1574
0.2413 4.0557 0.1574 0.7595
16% 0.5823 0.0914 3.3172 0.8404 0.3116
0.3420 4.0614 0.3116 0.9127
20% 0.6273 0.4023 2.2049 1.2717 0.7085
0.7222 4.2533 0.7085 1.3497
26% 0.6458 0.8686 0.1058 2.7084 1.1726
1.2912 4.5714 1.1726 2.2481
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Table 29.4 presents the modified Huber’s estimates for various values
of the mixing parameter p3. From p3 = 0, it is clear that the method does
not consistently estimate the normal covariance ¥, but it does recover
the correct shape up to a constant. However, the shape is distorted as
p3 increases. Notice that the location parameters are estimated fairly
accurately for low values of p3. As the value of p3 increases the bias
of the estimators increases. Moreover, the method does not have the
diagnostic value of the weighted likelihood, as it treats the observations
coming from the third component as contamination.

29.3.3 Other Models

We performed also simulations using mixtures of t-distributions with 2
and 3 degrees of freedom. The data were rescaled to have variance 1.
We generated samples of size 100 and randomly selected 50 data points
to which the constant 2.56 was added. The model fitted was a mixture
of normals with different means and variances.

In order to interpret the results it is instructive to bear in mind what
a scientist might want from an analysis of a mixture problem. The
scientist might require good estimates of the mixing proportions and
good estimates of the central locations of the subpopulations, so as to
be able to describe these populations. The actual scale estimates are
probably of scientific interest only in describing the extend to which the
populations overlap.

Table 29.5 presents the estimates of the mixture parameters when the
MMEs computed using the entire sample initialized the algorithm. The
WLEE estimates of location have mean squared errors that are about ten
times smaller than the mean squared error of the corresponding MMEs.
It is no longer clear what the correct value for the scale parameters is, so
it is hard to define bias. Notice however, that the ratio of the two scale
estimates is approximately one. When bootstrap was implemented only
one root was identified. McLachlan and Peel (1998) discuss a robust ap-
proach to clustering using mixtures of multivariate t-distributions. This
t-mixture model can be fitted using the EMMIX program of McLachlan
et al. (1998).
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TABLE 29.5

Means of MME, MLE, and WLEE estimates and their mean
squared errors. The fitted model is p1 N(u1,07) + p2N(us,03). The
notation tz(f) means that the sample is rescaled to have variance 1.
Also tér)(2.56) means that the second location is 2.56. In
parenthesis the mean squared error is reported. The sample size is
100 and the number of Monte Carlo replications is 100

Sampling Model: 0.5t + 0.5t (2.56)

Estimates T i fi2 a1 02

MME 0.5222 2.4763  -0.0149  0.9423 0.9423
(0.0172)  (0.1494) (0.1330) (0.0471) (0.0471)

MLE 0.4934 2.6132  -0.0178 0.7614 0.8068
(0.0044)  (0.0310)  (0.0408)  (0.0900) (0.0850)

WLE(0.300)  0.5067 2.5785  -0.0380 0.6997 0.6971
(0.0020)  (0.0254) (0.0132) (0.1147) (0.1147)

WLE(0.100)  0.5023 2.5749  -0.0203 0.6540 0.6613

( )

(0.0011)  (0.0127) (0.0121) (0.1324)  (0.1308)
WLE(0.050)  0.5025  2.5664  -0.0121  0.6387  0.6458

(0.0012)  (0.0127) (0.0122) (0.1431)  (0.1483)
WLE(0.010)  0.5019  2.5499  0.0112  0.6017  0.6078

(0.0015)  (0.0127)  (0.0127) (0.1719)  (0.1717)
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29.4 Model Selection

A natural question associated with the existence of multiple roots is that
of selecting the model that describes adequately the true distribution.
This adequate description of the distribution is viewed as a goodness
of fit problem, and the parallel disparity measure between the data as
expressed by f*(z) and the model mj(x) provides a natural avenue to
address this problem.

In what follows we will briefly describe our framework.

We assume there exists a true probability distribution 7 that has gen-
erated the data. The class M = {mg : § € O} is a tentative family of
probability densities which we will call the model. The true model T may
or may not belong to this class.

The goodness of fit approach that we take here treats the question
of model adequacy, which is equivalent to the question of whether or
not 7 belongs in M, as a null hypothesis. To select therefore among the
different models suggested by the WLEE methodology we use

mﬁmm=/Gwmmmmm,

where G is a strictly convex, thrice differentiable function, such that
G(0) =0 and G'(0) = 0.

Assume now that the true probability model 7 that generated the
data belongs to the class M and that the null hypothesis Hy : 7 = mg,
is simple, that is ¢ is completely specified. In this case, a reasonable
test statistic is .

T, = 2n[Q" (0)] 7 p( 7, m3,).

where G (0) > 0, because the function G is strictly convex.

However, in practice, the parameters of the hypothesized model are
not known and need to be estimated from the data. Therefore, the null
hypothesis becomes Hy : 7 € M, while the alternative states that =
does not belong in the class M. In this case, we propose to use as a test
statistic the quantity

Ty = 20[G" (0)] " p(f*,m])

where ¢E is an estimate of the parameter ¢.

The development of the asymptotic distributions of these test statistics
under the null hypothesis and alternatives is work in progress and the
subject of a different paper. Here, we would like to point out that evalu-
ation of the statistic T3 at the different roots suggested by the weighted
likelihood methodology provides a way of selecting among the different
proposed models.
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29.5 Conclusions

In this paper we take a closer look at the performance of weighted like-
lihood in the context of mixture models. It is shown that the weighted
likelihood methodology produces robust and first order efficient estima-
tors for the model parameters. When the number of components in the
true model is higher than the number of components specified in the hy-
pothesized model, the weighted likelihood equations have multiple roots.
In this case, the number of roots can be used as a heuristic to identify
multiple potential mixture model fits.

The existence of multiple roots naturally leads to the model selection
question. We have proposed two test statistics that may be used to
address this problem.

Acknowledgements This work was supported by NSF grant DMS-
9973569. The author would like to thank a referee for constructive sug-
gestions that improve the structure of the paper.
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On Nonparametric Function Estimation
with Infinite-Order Flat-Top Kernels

Dimitris N. Politis
University of California at San Diego, La Jolla, CA

ABSTRACT The problem of nonparametric estimation of a smooth,
real-valued function of a vector argument is addressed. In particular, we
focus on a family of infinite-order smoothing kernels that is characterized
by the flatness near the origin of the Fourier transform of each member
of the family; hence, the term ‘flat-top’ kernels. Smoothing with the
proposed infinite-order flat-top kernels has optimal Mean Squared Error
properties. We review some recent advances, as well as give two new
results on density estimation in two cases of interest: (i) case of a smooth
density over a finite domain, and (ii) case of infinite domain with some
discontinuities.

Keywords and phrases Nonparametric estimation, flat-top kernels,
density estimation, mean squared error

30.1 Introduction: A General Family of Flat-Top
Kernels of Infinite Order

Let f : R — R be an unknown function to be estimated from data.
In the typical nonparametric set-up, nothing is assumed about f except
that it possesses a certain degree of smoothness. Usually, a preliminary
estimator of f can be easily calculated that, however, lacks the required
smoothness; e.g., in the case where f is a probability density. Often,
the preliminary estimator is even inconsistent; e.g., in the case where f
is a spectral density and the preliminary estimator is the periodogram.
Rosenblatt (1991) discusses these two cases in an integrated framework.

In order to obtain an estimator (denoted by f) with good properties,
for example, large-sample consistency and smoothness, one can smooth
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the preliminary estimator by convolving it with a function A : R* — R
called the ‘kernel’, and satisfying [ A(z)dx = 1; unless otherwise noted,
integrals will be over the whole of RY. It ib convenient to albo define
the Fourier transform of the kernel as A(s f Az ') dg where
s = (S1,---,84), T = (T1,...,24) € R, (s- ) stkxk is the inner
product between s and =x.

Typically, as the sample size increases, the kernel A(-) becomes more
and more concentrated near the origin. To achieve this behavior, we let
A(-) and A(:) depend on a real-valued, positive ‘bandwidth’ parameter
h, that is, we assume that A(x) = h=%Q(x/h), and A(s) = w(hs), where
Q(-) and w(- ) are some fixed (not depending on h) bounded functions,
satisfying w(s) = [ Q(x) )e!#'®) dx; the bandwidth h will be assumed to
be a decreasmg function of the sample size.

If © has finite moments up to gth order, and moments of order up to
q — 1 equal to zero, then ¢ is called the ‘order’ of the kernel 2. If the
unknown function f has r bounded continuous derivatives, it typically
follows that

Bias(f(x)) = Ef(x) — f(z) = cpa(x)h* + o(h¥), (30.1.1)

where k = min(g,r), and ¢s(x) is a bounded function depending on €2,
on f, and on f’s derivatives. Note that existence and boundedness of
derivatives up to order r includes existence and boundedness of mixed
derivatives of total order r; cf. Rosenblatt (1991, p. 8).

This idea of choosing a kernel of order ¢ in order to get the Bias(f(z))
to be O(h*) dates back to Parzen (1962) and Bartlett (1963); the paper
by Cacoullos (1966) seems to be the first contribution on the multivari-
ate case. Some more recent references on ‘higher-order’ kernels include
the following: Devroye (1987), Gasser, Miiller, and Mammitzsch (1985),
Granovsky and Miiller (1991), Jones (1995), Jones and Foster (1993),
Marron (1994), Marron and Wand (1992), Miiller (1988), Nadaraya
(1989), Silverman (1986), Scott (1992), and Wand and Jones (1993).

Note that the asymptotic order of the bias is limited by the order of
the kernel if the true density is very smooth, i.e., if r is large. To avoid
this limitation, one can define a ‘superkernel’ as a kernel whose order
can be any positive integer; Devroye (1992) contains a detailed analysis
of superkernels in the case of (univariate) probability density estimation.
Thus, if f has r bounded continuous derivatives, a superkernel will result
in an estimator with bias of order O(h"), no matter how large r may be;
so, we might say that a superkernel is a kernel with ‘infinite order’.

However, it might be more appropriate to say that a kernel has ‘infi-
nite order’ if it results in an estimator with bias of order O(h™) no matter
how large r may be regardless of whether the kernel has finite moments.
It seems that the finite-moment assumption for €2 is just a technical one,
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and that existence of the Lebesgue integrals used to calculate the mo-
ments is not necessarily required in order that a kernel has favorable bias
performance; rather, it seems that if the integrals defining the moments
of  have a Cauchy principal value of zero then the favorable bias per-
formance follows, and this is in turn ensured by setting w to be constant
over an open neighborhood of the origin.

A preliminary report on a specific type of such infinite order kernel
in the univariate case (that corresponds to an w of ‘trapezoidal’ shape)
was given in Politis and Romano (1993). Consequently, in Politis and
Romano (1996, 1999) a general family of multivariate flat-top kernels
of infinite order was proposed, and the favorable large-sample bias (and
Mean Squared Error) properties of the resulting estimators were shown
in the cases of probability and spectral density estimation.

Presently, we will propose a slightly bigger, more general class of mul-
tivariate flat-top kernels of infinite order with similar optimality prop-
erties — as shown in Section 30.2. Similarly to the Politis and Romano
(1993, 1996, 1999) papers, our arguments here will focus on rates of con-
vergence without explicit calculation of the proportionality constants
involved; the reader should be aware of the increasing concern in the lit-
erature regarding those constants, and their corresponding finite-sample
effects — see, for instance, Marron and Wand (1992). Finally, in Section
30.3 we will address the interesting case where the unknown function f
possesses the required smoothness only over a subset of the domain; in
particular, we will investigate to what extend the performance of f (z) is
affected by a discontinuity of f (or its derivatives) at points away from
x.

The general family of multivariate flat-top kernels of infinite order can
be defined as follows.

DEFINITION 30.1.1
Let C be a compact, convex subset of R® that contains an open neigh-
borhood of the origin; in other words, there is an ¢ > 0 such that
eD C C C e 'D, where D is the Euclidean unit ball in R%.

The kernel Q¢ is said to be a member of the general family of multi-
variate flat-top kernels of infinite order if

Qo) = (20) [ wols)e e ds,

where the Fourier transform wc(s) satisfies the following properties:
(i) we(s)=1 forallseC;

(i) [|wec(s)|?ds < oo; and
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(i1i) wo(s) = we(—s), for any s € RY.

Property (i) guarantees the favorable bias properties and the ‘infi-
nite’ order, while property (ii) ensures a finite variance of the resulting
estimator f ; finally, property (iii) guarantees that Q¢ is real-valued.

In practically working with such a flat-top kernel, one must choose
C. A typical choice for C' is the unit ball in {,, with some choice of p
satisfying 1 < p < oo; see Politis and Romano (1999). In addition, it is
natural to impose the condition that weo be a continuous function with
the property |wc(s)| < 1, for any s € R?. Nevertheless, only properties
(i), (i), (iii) are required for our results.

30.2 Multivariate Density Estimation: A Review

Suppose X1, ..., Xy are independent, identically distributed (i.i.d.) ran-
dom vectors taking values in R?, and possessing a probability density
function f; the assumption of independence is not crucial here. The ar-
guments apply equally well if the observations are stationary and weakly
dependent, where weak dependence can be quantified through the use of
mixing coefficients — see, for example, Gyorfi et al. (1989).

The objective is to estimate f(z) for some z € R?, assuming f pos-
sesses a certain degree of smoothness. In particular, it will be assumed
that the characteristic function ¢(s) = [ €'(*"®) f(z)dx tends to zero suf-
ficiently fast as ||s||, — oo; here s = (s1,...,54), z = (21,...,24) € R,
(s-x) =Y, skxy is the inner product between s and z, and |||, is the [,
norm, i.e., ||s||, = (32, [sx[P)}/P, if 1 < p < oo, and ||s]|sc = maxy, |sg|.

We define the flat-top kernel smoothed estimator of f(x), for some
r € R, by

(2m)

where A\c(s) = [ Ac(x)e!*Pdx, Ac(x) = h~9Qc(x/h), for some chosen
bandwidth h > 0, and Q¢ satisfies the properties of Definition 30.1; also
note that ¢y (s) is the sample characteristic function defined by

N
fla) = % S A (@ - Xp) = - / Ao(s)gn(s)e™" s, (30.2.1)
k=1

1 N
_751 i(s-Xk)
¢N(s)_Nk_1ezs k-

Now it is well known [cf. Rosenblatt (1991, p. 7)] that if f is contin-
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uous at z, and f(z) > 0, then

Var(f(z)) = ﬁ @) / 02(a)dz + O(1/N). (30.2.2)

Hence, the order of magnitude of the Mean Squared Error (MSE) of f(z)
hinges on the order of magnitude of its bias. To quantify the bias (and
resulting MSE) of f(z), we formulate three different conditions based on
the rate of decay of ¢ that are in the same spirit as the conditions in
Watson and Leadbetter (1963).

Condition Cy: For some p € [1,00|, there is an r > 0, such that
JlIslplé(s)lds < oo

Condition Ca: For some p € [1,00], there are positive constants B and
K such that |¢(s)| < Be=Kllslle for all s € R?.

Condition Cs: For some p € [1,00], there is a positive constant B such

that [¢(s)| = 0, if [|s|l, = B.

Note that if one of Conditions C; to C3 holds for some p € [1, 0],
then, by the equivalence of I, norms for R¢, that same Condition would
hold for any p € [1, 0], perhaps with a change in the constants B and
K.

Conditions C7 to C3 can be interpreted as different conditions on the
smoothness of the density f(x) for z € R%; cf. Katznelson (1968), Butzer
and Nessel (1971), Stein and Weiss (1971), and the references therein.
Note that they are given in increasing order of strength, i.e., if Condition
C5 holds, then Condition C holds as well, and if Condition C5 holds,
then Conditions C; and Cs hold as well. Also note that if Condition
C7 holds, then f must necessarily have [r] bounded, continuous deriva-
tives over R, where [] is the integer part; cf. Katznelson (1968, p.
123). Obviously, if Condition Cy holds, then f has bounded, continuous
derivatives of any order over RY.

The following theorem quantifies the performance of the proposed fam-
ily of flat-top estimators. It was first proved in Politis and Romano
(1999) in the case where C is the lp unit ball with 1 < p < 00; we restate
it—without proof—below in this slightly more general case.

THEOREM 30.2.1 [Politis and Romano (1999)]
Assume that N — oo.
(a) Under Condition C1, and letting h ~ AN~V Cr+d) for some constant
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A >0, it follows that

sup MSE(f(x)) = O(N~2/Cr+d)y,
zER4

(b) Under Condition Co, and letting h ~ A/log N, where A is a constant
such that A < 2K, it follows that

d
sup MSE(f(x)) = 05
rERY

(¢) Under Condition Cs, and letting h be some constant small enough
such that h < B™1, it follows that

sup MSE(f(x)) = O(1/N).

zER4

REMARK The special case where wc(s) = 0 for all s ¢ C has been
considered by many authors in the literature, e.g. Parzen (1962), Davis
(1977), and Ibragimov and Hasminksii (1982). Nevertheless, the choice
we(s) = 0 for all s ¢ C is not recommendable in practice; see Politis
and Romano (1999) for more details on such practical concerns, including
choosing the bandwidth A in practice. |

REMARK A rather surprising observation is that smoothing with flat-
top kernels does not seem to be plagued by the ‘curse of dimensionality’
in case the underlying density is ultra-smooth, possessing derivatives of
all orders, i.e., under Condition Cs (or C3). For example, in Theorem

30.2b under Condition Cy, the 1\/£SE of estimation achieved by flat-top
only through the slowly varying function log? N. A more extreme result
obtains under Condition C5: Theorem 30.2¢ shows that in that case the
MSE of estimation becomes exactly O(1/N) which is identical to the
parametric rate of estimation, and does not depend on the dimension d

at all. |

kernel smoothing is of order O( ), i.e., depending on the dimension d

REMARK It is also noteworthy that, even in the univariate case d =
1, the MSE of estimation is identical to the O(1/N) parametric rate
of estimation under Condition C5, and is very close to O(1/N) under
Condition C5. In other words, if a practitioner is to decide between
fitting a particular parametric model to the data vs. assuming that the
unknown density has derivatives of all orders (i.e., Condition C5) and
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using our proposed flat-top kernel smoothing, there is no real benefit (in
terms of rate of convergence) in favor of the parametric model. As a
matter of fact, the smoothness Condition Cy may be viewed as defining
a huge class of functions that includes all the usual parametric models;
the proposed flat-top kernel smoothing can then proceed to estimate
the unknown function with accuracy comparable to the accuracy of a
parametric estimator. |

REMARK [t is well-known in the literature [see, for example, Miiller
(1988) or Scott (1992)] that kernel density estimators corresponding to
kernels of order bigger than two are not necessarily nonnegative func-
tions; it goes without saying that the same applies for our estimators f
that are obtained using kernels of infinite order. Nevertheless, the non-
negativity is not a serious issue as there is a natural fix-up, namely
using the modified estimator f*(z) = max(f(z),0); see also Gajek
(1986) and Hall and Murison (1992). Note that the estimator f* ()
is not only nonnegative, but is more accurate as well, in the sense that
MSE(f+(x)) < MSE(f(z)), for all z; this fact follows from the obvious
inequality | f+(z)— f(2)| < |f(z)— f(z)|. In addition, if f(z) > 0, an ap-
plication of Chebychev’s inequality shows that Prob{f(z) = f*(z)} — 1
under the assumptions of our Theorem 30.2; on the other hand, if
f(z) = 0, then the large-sample distribution of either VAN f*(z), or
vV thf(x), degenerates to a point mass at zero.

REMARK By the formal analogy between probability spectral density
estimation [see, for example, Rosenblatt (1991)] it should not be sur-
prising that flat-top kernels might be applicable in a context of non-
parametric spectral density estimation. In Politis and Romano (1995,
1996), kernels belonging to a subset of the family of flat-top kernels
are employed for the purpose of spectral density estimation using data
consisting of a realization of a stationary time series or a homogeneous
random field. Incidentally, note a typo in the statement of Theorem 2
in Politis and Romano (1996): instead of M; ~ dc; log N; it should read
m; ~ dc; log N;. |

30.3 Further Issues on Density Estimation

In this section we will continue the discussion on probability density
estimation based on i.i.d. data X71,..., Xy, and will investigate to what
extend the performance of f (z) is affected by a discontinuity of f (or its
derivatives) at points away from x.
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30.3.1 Case of Smooth Density over a Finite Domain

To fix ideas, consider first the univariate case d = 1; it is well-known
that, if the random variables Xi,..., Xy are bounded, that is, if the
density f has domain the finite interval [a,b] as opposed to R, then
the characteristic function ¢ will not satisfy the smoothness Conditions
C1, Cy, or C3. The situation is exemplified by the smoothest of such
densities, namely the uniform density over the interval [—6,60] whose
characteristic function is given by ¢(s) = %; cf. Rao (1973, p. 151).

In general, suppose f is a very smooth density function (e.g., satisfy-
ing one of the smoothness Conditions C;, Cs, or Cs), and let f(z) =
¢ f(z)1[—g,0 (), where 1_g¢/(x) is the indicator function, and ¢ =
1/ff€ f(x)dz. Then the characteristic function of f is given by ¢(s) =
20c ¢(s) * %, where ¢ is the characteristic function of f, and * denotes
convolution. In other words, the term % seems unavoidable, and is
due to the truncation of the random variables.

Nevertheless, it seems intuitive that for the ultra-smooth uniform den-
sity over the interval [—6, 0], smoothing should give good results; this is
indeed true as the following discussion shows. First note that if 8 = 7,
then 8295 — ( for all s € Z — {0}; this observation naturally brings us

Os
to Fourier series on the circle defined by ‘wrapping’ the interval [—, 7]
around on a circle, or — in high dimensions — Fourier series on the

d-dimensional torus.

So, without loss of generality (and possibly having to use a linear /affine
transformation in pre-processing the data), assume that X;,..., Xy are
i.i.d. with probability density f defined on the torus T = [—7, 7]?. Now
let the characteristic function ¢(s) = [, e*® f(z)dz, and the sample

characteristic function ¢y (s) = % Zszl ¢’ Xx) | Recall the Fourier se-

ries formula ‘
fla)=(@2m) ™" Y e mg(s),

sezd

and define our estimator

flz)=2m) ™" Y Acls)e "D on(s),

sezd

where A¢(s) was defined in Section 30.2. As before, we define some
smoothness conditions based on the characteristic function ¢.

Condition Ky: For some p € [l,00], there is an r > 0, such that

>seze |Islpld(s)] < oo

Condition Ko: For some p € [1,00], there are positive constants B and
K such that |¢(s)| < Be=Kllslle for all s € Z°.
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Condition K3: For some p € [1,00], there is a positive constant B such
that |¢(s)| = 0, if ||s||, > B (with s € Z%).

The following theorem quantifies the performance of the general family
of flat-top estimators; its proof follows closely the proof in Politis and
Romano (1999) and is omitted.

THEOREM 30.3.1

Assume that N — oo.

(a) Under Condition Ky, and letting h ~ AN~Y @44 for some con-
stant A > 0, it follows that

sup MSE(f(x)) = O(N 2/ (rd)),
xzeT

(b) Under Condition K, and letting h ~ A/log N, where A is a constant
such that A < 2K, it follows that

sup MSE(f(z)) = 0<10g;N>.
xeT

(¢) Under Condition Ks, and letting h be some constant small enough
such that h < B™1, it follows that

sup MSE(f(x)) = O(1/N).

REMARK It is easy to see that the uniform density on T satisfies con-
dition K3, and thus smoothing with a flat-top kernel achieves the para-
metric v/ N-rate in this case (with no dependence on the dimensionality
d) which is remarkable. Nevertheless, Conditions K7, K, K3 are quite
stringent as they imply smoothness/differentiability of f over the whole
torus T'; this is equivalent to assuming that a periodic extension of f
over R? is smooth/differentiable over the whole of R%.

To fix ideas, we again return to the case d = 1, and note that Condition
K implies that f has [r] bounded, continuous derivatives over T', where
[-] is the positive part; this implies, in particular, that f(—m) = f(7),
f'(=m) = f'(m), f"(—=m) = f"(r), and so forth up to the [r]-th derivative.
If f is smooth/differentiable over (—,7)? but not over the whole torus
T then the Fourier series method is not appropriate; rather, a technique
of extension of f over the whole of R might be useful as elaborated
upon in the next subsection.
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30.3.2 Case of Infinite Domain with Some Discontinuities

We now return to the set-up of Section 30.2 where Xi,..., Xy are
i.i.d. random vectors taking values in R? possessing a probability density
function f. The objective is to estimate f(x) for some x in the interior
of I, where I is a compact rectangle in R? over which f possesses a
certain degree of smoothness. Again without loss of generality (and pos-
sibly having to use a linear/affine transformation in pre-processing the
data), assume that I = [—a,a] X [—a,a] X ---[—a,a] for some a > 0.
Outside the rectangle I, f and its derivatives might have discontinuities,
and f might even be zero (bringing us to the set-up of bounded random
variables as in the previous subsection). We now define the following
condition which is related to our previous Condition C'.

Condition C*[r]: For some positive integer r, f has r bounded, con-
tinuous derivatives over the closed region I.

We again define the flat-top kernel smoothed estimator of f(x) by
equation (30.2). It is intuitive that, if the tails of Q¢ (2) were negligible,
the influence on f(z) of some X}, observations that are far away from z
(and may even correspond to a region where f is not smooth) would be
insignificant; this is indeed a true observation, and leads to the following
result. To state it, we define the smaller rectangle J = [—b, b] x [—b, b] x
-+« x [=b,b] where 0 < b < a; b should be thought to be close to a such
that the point x of interest will also belong to J.

THEOREM 30.3.2
Assume that
Qc(z) = O((1 4+ max |z;|) " 9), (30.3.1)

for some real number q¢ > d. Let p = Prob{X, € I} = [, f(x)dx be
strictly in (0,1).

Under Condition C*[r + 1], and letting h ~ AN—YC"+d) " for some
constant A > 0, it follows that

sup MSE(f(2)) = O(N~2"/(2r" +)
xzeJ

as N — oo, where r* = min(r,q — d).

PROOF The order of MSE(f(z)) again depends on the bias of f(z)
since Var(f(x)) is of order 1/(h’N) as before. To estimate the bias,
consider the following argument.

Let f be a probability density that has (at least) r+ 1 bounded deriva-
tives over the whole of R?, and such that f(x) = f(z) for all = € I; this
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extension of f over the whole of R? can be done in many ways—see e.g.
Stein (1970). Re-order the X;s in such a way that X1,..., Xk arein I,
whereas X 41,...,Xn are in I€ i.e., the complement of I.

Construct a new sample Y7, ..., Yy with the property that ¥; = X;
for i =1,..., K, and such that Yx1,...,Yn are drawn i.i. d from den-
sity f(z)17e(x)/(1 — p), where p = Prob{X1 eI} = [, f(x)dx. Tt is
apparent now that the sample Y7,..., Yy can be considered as a bona
fide i.i.d. sample from density f(z) for z € RY.

Now recall that (together with the re-ordering) we have

f( NZAC .CE—Xk NZAC QS—Xk) (N];K)ul

k=1 =

Note that, due to assumption (30.3), and to the fact that an observation
outside I will be at a distance of at least a — b (in an . sense) from
the point = € J, we have u; = O(%) almost surely.

Finally, observe that

K
C(x_Xk):NZ .’L‘—Yk
k

Z[ =
VE
-

N
N - K
:Nkz c(x =Y+ ( I Yusg,

where again us = O(%) almost surely.
To summarize:

N
flz) = %ZAC (x —Y) + (ur +u2)(N_K). (30.3.2)

N
k=1

Taking expectations in equation (30.2), and recalling that E (%) =

1—p, and v
E (]1[ Z Ac (z — Yk)) = f(z) +o(h"),
k=1

and that f(z) = f(z) for all z € I (and thus for all z € J as well), the
theorem is proven.

REMARK Theorem 30.3 shows that, in the possible presence of discon-
tinuities in f or its derivatives at points away from the target region I, it
is important to use a flat-top kernel Q¢ (x) that is chosen to have small
tails. For example, the case where we(s) =0 for all s ¢ C' that was con-
sidered by Parzen (1962), Davis (1977), and Ibragimov and Hasminksii
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(1982) satisfies equation (30.3) with ¢ = 1 and is not recommendable.
By contrast, the simple kernel AZ#9P (1) of Politis and Romano (1999)
satisfies (30.3) with ¢ =2 as longas ¢ > 1. |

REMARK It is easy to construct flat-top kernels satisfying equation
(30.3) with ¢ > 2; all it takes is to make sure that wc(s) has a high
degree of smoothness (e.g., high number of derivatives) for all s. To
do this, one must pay special attention at the boundary of the region
C since, inside C, wc(s) is infinitely differentiable with all derivatives
being zero. We now give an explicit construction of a flat-top kernel
satisfying (30.3) with an arbitrary exponent ¢ in the case where C is the
oo unit ball. Let wi(s1) be a member of the flat-top family in the case
d = 1, and having the following properties: w(s1) = w1(—s1) for all
s1 € R; wi(s1) =1forall [s;] <1; wi(s1) =0 for all |s1]| > ¢ for some
¢>1 (¢ =2is a useful practical choice); wi(s1) is monotone decreasing
for 1 < s1 < ¢; and wi(s1) possesses n continuous derivatives for all
s1 € R. Then, the d-dimensional flat-top kernel Q¢ (x) with Fourier
transform equal to we(s) = H?Zl w1 (s;) satisfies (30.3) with exponent
q>n+1. |

As a last remark, note that Condition C*[r 4 1] in Theorem 30.3 can
be relaxed to C*[r] if Q¢ (x) is chosen to have r finite moments which
in turn can be guaranteed by having ¢ > r + 1 in equation (30.3). The
following corollary should be compared to Theorem 30.2(a).

COROLLARY 30.3.3

Assume Condition C*[r], as well as equation (30.3) with some ¢ > r+1
and ¢ > r+d. Let p= Prob{X, € I} = [, f(x)dx be strictly in (0,1).
Letting h ~ AN~ @r+d)  for some constant A > 0, it follows that

sup MSE(f(z)) = O(N 2/ 2r+d))
z€J

as N — oo.
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Multipolishing Large T'wo-Way Tables
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ABSTRACT This paper discusses tools for the more detailed analysis
of large two-way tables. Because of its simple structure, the additive fit is
often inappropriate for large tables. To go further, multipolishing, where
the rows are fitted as function of a vector representing the columns, pro-
vides a possible approach. The paper compares this technique with ideas
based on the singular value decomposition. The methods are illustrated
with a plant breeding example.

Keywords and phrases Analysis of variance, nonadditivity, interac-
tions, graphical displays of two-way tables, singular value decomposition,
plant breeding

31.1 Introduction

Plant breeding experiments involve the assessment of the quality of ge-
netically different lines. If a single attribute is measured in a variety of
environments, a genotype by environment (G x FE) table is determined.
The standard analysis of G X E tables decomposes the observed table
(Yge) (9 = 1,...,G, e = 1,..., E) into subtables of simple and inter-
pretable structure. Of course, this is but one of a multitude of classes
of examples involving two-way tables. When the table is large, such as
30 x 40 or even 50 x 200, fitting the additive decomposition m + ug + v,
using one common effect, a vector u of individual genotype effects, and
a vector v of individual environment effects will typically not satisfy the
user. This class of fits, which describes the eth column (yie,-..,Yge)
as

(m+ve) +u, (31.1.1)

is not rich enough to describe adequately the detailed aspects of the be-
havior of the response, which can be made visible because of the large
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amount of data. Note that we used boldfaced letters to denote vectors.
This will be the convention throughout the paper. Adding the whole
of the usual interaction to (31.1.1) is not helpful and would in any case
not result in an interpretable description. We should ask ourselves, in
what ways we can add to the simple additive model to arrive at a de-
composition that provides more insights in typical cases. The types of
decompositions we are led to use have been described by, among others,
Tukey (1962, Section VII), Gollob (1968), Hoaglin, Mosteller and Tukey
(1985, Ch. 3) and have been extensively discussed by Mandel (1995).
Suppose the genotype factor is associated with the numerical row vari-
able (u1,...,uqs) and the environment factor is similarly associated with
the column variable (v1,...,vg). A variable such as w comes in handy in
the description of the columns of the table. We might, for example, con-
sider a description of the eth column (yie,...,yge) in terms of a linear
function of the form

Pet e, (31.1.2)

and similarly for the rows of the table. Examples with such external
variables occur frequently in physics and chemistry (and economics and
demographics). Suppose, for example, that the rows correspond to dif-
fering amounts of a catalyst. A simple (conditional) model for each
column vector of responses might then postulate a linear dependence on
these amounts. In some other classes of examples, there is no useful ex-
ternal variable, in which case we propose to define one internally, based
on the observations. Various reasonable choices present themselves, for
example, the row and column effects from an additive fit to the table
or the two principal eigenvectors from a singular value decomposition of
the table.

In this paper we explore the use of such models and describe several
possible plots for visualizing the resulting fit, reserving the use of one of
more (histograms) rootograms of residuals at one or more stages of the
fit for a later paper.

31.2 Bilinear Multipolishes

The additive fit to a two-way table (y4.) with G rows and E columns
is of the form m 4+ uy + v, where u, are the row effects and v. denotes
the column effects. Finding least-squares estimates of m, v, and v, can
be achieved by polishing or row-and-column sweeping. This is an
algorithm one form of which works as follows:

[P1] Compute the row means and sweep them from the table:
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7}9 = ZeE:1 ygE/E

Tge = Yge — Ug
[P2] Compute the column means and sweep them from the table, and

from the vector of preliminary effects created in step [P1]:

m = Zle iy /G

Ug = Ug — M

Ve = Z§=1 7:ge/G

Tge = Tge — Ve.
This method is inspired by Eq. (31.1.1), which shows that for centered u,
that is = 0, we can find m + v, by taking the mean of the e-th column
thus formed. The above algorithm will thus produce effects satisfying
DUy =2, Ve =0.

In a multipolish, it is not simply the mean that is being swept from

a row or a column, but a more complex function involving an auxiliary
variable. Let u = (u4) be a centered variable for the rows and v = (v.)
a centered variable for the columns. Centering means that > g Ug =
> Ve = 0. Inspired by Eq. (31.1.2) one can then modify the above
algorithm in the following way:

[MP1] Fit a linear function in v to each row and sweep it from the
table:
‘:lg = ZE:1 Yge/ B
bg =2 cq ygeve[Zle v
7;ge = Yge — &g - bg Ve;
[MP2] Sweep a linear function in « from each column of the table and
from the vectors of preliminary effects created in step [MP1]:

mi1 = Z;;:l dg/G

_ G~ G 2
ma1 = Zg:l agug/ Zg:l ug
g = Qg — m11~ — Ma2iUyg

G
mig = Zg:l bq/G
G 3 G
Mo =30 byug/ 3o 1 ug
bg = bg g mi2 — M22Uy
DPe = Z%:1 Fge/G
- G
Qe = 2{;:1 Tgeug/Zg:1 “521
Tge = Tge — Pe — Gely
Of course, this algorithm produces effects that are not only centered,
but are also orthogonal to the auxiliary variables. To express these
conditions, Eq. (31.1.2) must be written as
(m11 + mi2ve 4 pe) + (Ma21 + Mmazve + qe) .,

where the symbols correspond to the ones used in the multipolish algo-
rithm. The cycle [MP1], [MP2] also adds two terms for the effects swept
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from the rows, which shows that the fit to the e-th column is in fact
equal to

(m11 + migve + pe) + (Ma1 + Magve + o) U+ a + vb. (31.2.1)

31.2.1 Choosing the Auxiliary Variables Equal to the Effects
of the Additive Fit

As we have indicated, it is quite natural to use [P1], [P2] in order to
create two variables uw and v, and then to apply [MP1], [MP2]. To
describe this algorithm, it is helpful to put it into a matrix notation.
Let Y = (yq4e) be the data matrix of dimension G x E. The additive fit,
obtained by [P1] and [P2], satisfies

- m=1g"Y1g/(EG)

- u= Y]_E/E — mlG

- v = YTlg/G — mlE
where 1,, denotes a vector of length n whose components are all equal to

1. If we use these vectors as auxiliary variables, we obtain the following
fit.

PROPOSITION 31.2.1
The bilinear multipolish fit to the table Y € RE*E with the effects of the
additive fit as auxiliary variables is equal to

mlglET + ulET + 1GvT + ng’U,’UT + b’ + un s (3122)

where
- m=1¢"Y1g/(EG)
— map =ulYv/(uTu)(vlv))
- b=Yv/viv—1g —manu

- q=Y"Tu/uTu — 15 — moyv.

PROOF The step [MP1] leads to
-—a=Y1lg/E=u+mlg
~b=Yv/v v
~ R=(fge) =Y —alg’ — bvT

The sweeps in [MP2] will then result in
- mn=m

*mzlzl
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- a= OG

mis = 1gT Yv/(GvTv) = GT + mlg?)v/(GvTv) =1
— mae = uTYv/((uTu)(vTv))

~b=Yv/vlv—1g —mapu

- p= RTlg/G = YTlg/GflEa,Tlg/Gf’Ul;Tlg/G = (’U+m1E)f
mlE — vV = OE

- q= RTu/uTu =Y u/uTu — 1 — moyv

The first three terms in (31.2.2) are equal to the additive fit, adding
the forth term leads to Tukey’s (1949) ODOFFNA, whereas the last two
terms are result of fitting a straight line in the auxiliary variable to each
row and column.

31.2.2 Robust Alternatives

It is easy and straightforward to create a robust polish and multipol-
ish. Instead of using the least-square criterion when sweeping from the
rows and columns, one is in fact free to use any other method. If one
replaces the mean with the media in [P1] and in [P2], for example, the
median polish is obtained [Tukey (1977, Ch. 11)]. There is, however, one
important change in the algorithm. In general it does not converge in
two steps, [P1]-[P2], but has to be interated [P1]-[P2]-[P1]-[P2]-[P1]-
and so on until convergence or until the changes become small enough.
Similarly, in [MP1] and [MP2], the least-squares fitting of a straight line
can be replaced by a robust line such as the biweight line.

31.3 Matrix Approximations

In this section we present an alternative way of thinking about the fit
obtained in (31.2.2), based on the following result about rank-one ap-
proximations.

LEMMA 31.3.1

Let A € R®*E be an arbitrary matriz and let v € RE be an arbitrary
nonzero vector. The best least-squares approximation of the form uv™
to the matriz A is obtained by choosing

u=Av/vivxAv. (31.3.1)
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The corresponding approximation is

AvoT

A
vTv

(31.3.2)

and the sum of the squared elements of the difference between these ma-
trices is tr(ATA) — vT AT Av /v Tv.

PROOF The sum of the squared entries of the difference A — uv™ can
be computed as

tr( (A — uvT)T (A — uvT) ) ,

where tr denotes the trace. Using elementary properties of the trace, we
can express this sum of squares as tr (ATA) — 2uTAv + (u"u)(v ).
This quadratic form in w is minimized when

2u(vTv) — 2Av = 0¢ .
1

We could, of course, just as well have started with a given vector
u € R® and found the least-squares approximation based on u alone,
uuT A

A~ .
uTu

(31.3.3)

One can also iterate, for example, starting with a vector vg. The first
approximation is then based on ug = Avg/vo ve. If we use this vector
to compute an approximation, it will make use of v; = ATug/ugTug. If
iterating these two matrix multiplications converges, the limiting vectors
Uoso and Voo must be fixed points of the iteration. This implies

T
Uoo41 = Avoo/voo Voo

Voo41 = ATuoo+1/uoo+1Tuoo+1

= (ATAVo0) (Voo " Vo) [Voo T AT Aveg

= Voo
Thus
(ATA) Voo B (Voo TATAv,) Voo
(Voo Tvo0 ) /2 (Voo T0o0) (1o Tweo) /2

The resulting approximation is of the form

Uoo Voo &

A ~ d (uooTuoo)l/Q (UooTUoo)l/z ’
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with d = ('uooTATAvoo)l/ 2 This is the well-known rank-one singular
value approximation of the matrix A, with d being the largest singular
value. This shows that the approximation given in the above lemma
can be interpreted as a one-step version of the rank-one singular value
approximation, starting from the vector v.

31.3.1 Approximations of Two-Way Tables

By applying the above lemma one can derive the fit described in (31.2.2).
The first stage consists in centering the matrix,

Y =miglg” + (Y - m1G1ET) .

Next, we apply the rank-one approximation based on the vector vg = 1g
to the centered matrix. Eq. (31.3.1) gives

u= (Y - mlglET>1E/1ET1E = Y1p/E - mleg,

which is equal to the vector of row effects (see Section 31.2.1). The
approximation (31.3.2) is ulg”. If we add this to the previous fit, we
have

Y =miglegT +ulg® + (Y—m1G1ET —ulET).

Next, one applies the rank-one approximation based on ug = 1 to the
new remainder matrix. The lemma shows that

v=(Y-mlglg” —ulg") 16/G = Yig/CG —mig

leads to an optimal approximation 1gv”. Adding this term into the fit
gets us to the usual additive fit

Y =migle® +ulp® +1gv” + (Y—m1G1ET —ulpT — lgvT).

At this stage, several directions in which we might proceed further
present themselves. We could iterate the one-step procedure we have
used up to now, which would lead us to a one-rank singular value ap-
proximation of the centered data matrix. Or, we can proceed with the
method described in our lemma with the aim of extracting further terms
for the model from the residual matrix. Of course, we need to change
our starting vectors, but we have natural candidates in w and v. Start-
ing with the vector v, we would then like to approximate the residuals
from the additive fit. The corresponding term in the fit is equal to

(Y —mlglgT —ulgT — lgvT)v'vT/vT'u = (Y'v - 1GvT'u> v fv Ty =
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YovT /vTv—1gv"T, where we made us of the fact that 1Tv =0. After
this step, the fit has become

Y=mlgleg® +ulg’ + YU’UT/’UT’U + remainder matrix .

Next, we compute the rank-one approximation based on u of the new
remainder matrix. This term in the approximation is equal to

uu’ (Y —mlglg® —ulg® — vaT/'uT'v) JuTu
=uu’Y/uTu —ulg” — wuT Yool /(v v)(uTu)).

At this stage, the fit is

Y =mlgleg” +uu’Y/umu + Yoo /vTo
—wul Yool /(v v)(uTu)) + R. (31.3.4)

Since the fit in (31.3.4) is equal to (31.2.2), multipolishing (by least
squares) with the vectors of effects u and v is equal to the one-step
least-squares approximation of our lemma. Of course it would again be
possible to iterate and to replace the terms we added to the additive
model by the rank-one singular value approximation.

31.4 Displays

If we wish to display the fitted values (31.3.4), we can decompose them
into rows. The fitted gth row is equal to

ugYtu - (Ze Ve Yge ulYov )

m1l —
EYt uTu

) Y (vTv)(uTu)

which we can plot against the vector v. Doing this for 1 < g < G results
in a set of straight lines if the additional condition YT u o v is satisfied.
Note that this holds for © and ve,. However, replacing u and v by
these two vectors would not lead to the analogue of (31.3.4). In general,
this additional condition will not be true and the curves will be jagged
lines instead of straight ones. One could separate the second from the
other terms. In this case, what is left over is a family of straight lines
intersecting at the origin and a family of jagged lines. Looking from
the multipolish point of view (31.2.2) at these same terms, one notes
immediately, that the jagged part is due to the vectors b and q. So, an
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alternative way of plotting the rows would show b as a function of w. In
the resulting scatter plot, one would be able to spot unusual genotypes
(rows).

If one wants to study the dependence of the the fitted eth column
against u, one is led to

Ve YV > Ug Yge ulYu
1 g =9 TE -
mie+ vTv —|—u< uTu 7 (vTv)(uTu)
I

31.5 Example

The GxE data set under investigation comes from the International
Maize and Wheat Improvement Centre (CIMMYT), an internationally
funded, non-profit research organization aimed at improving the produc-
tivity, profitability, and sustainability of maize and wheat farmers in low-
income countries. CIMMYT disseminates most of its elite germplasm
through a system of international nurseries, where the term “nursery”
means a collection of wheat lines assembled to meet a breeding objective
(Fox, 1996). One of the major CIMMYT nurseries was the Interna-
tional Spring Wheat Yield Nursery (ISWYN), with the first, ISWYNy,
distributed in 1964 and the last, ISWYN3q, distributed in 1994 to co-
operators around the world as pre-packaged seed, ready for sowing in an
international multi-environment trial.

The one chosen to analyse here was ISWYNy;. It contains the yield (in
tonnes per hectare) of 50 genotypes grown in each of 65 environments.
The 50 genotypes comprised 49 entries that were chosen by the CIM-
MYT breeders (from their lines and nominations from different parts of
the world) and a local check. The 65 environments comprised various
locations around the world, with co-operators sometimes using the same
location under different conditions or time of planting (and hence label-
ing it as a different environment). Over the full thirty ISWYNs, a total
of 605 lines (generally in subsets of 50) were tested in 407 environments
(of which 193 were used in three or more ISWYNs).

CIMMYT orientates breeding on the concept of mega-environments,
defined as broad (not necessarily continuous and frequently transconti-
nental) areas, characterised by similar biotic and abiotic stresses, crop-
ping system requirements and consumer preferences. Germplasm may
accommodate major stresses through the mega-environment for which
it was developed, but perhaps not all the significant secondary stresses.
Hence it was expected that there would be considerably less interaction
and that main effects would not be sufficient to explain the variation in
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TABLE 31.1

This table shows part of a 50 x 65 genotype by environment
dataset. The rightmost column and the last row show the additive
effects as fitted by least squares

El E2 E3 E4 E5 E6 E7 E8
G1 5.1 1.3 4.0 5.5 3.9 2.1 2.5 3.0
G2 3.1 0.7 3.5 5.8 4.8 24 2.2 2.9
G3 3.5 1.6 3.8 3.7 4.4 2.2 2.0 2.3
G4 4.6 1.5 3.4 5.2 2.8 2.2 2.8 2.4
G5 5.9 1.3 4.1 5.7 3.3 1.0 2.5 3.0

G6 4.7 1.3 3.3 6.3 5.3 4.1 2.4 2.4
G7 5.0 0.9 2.1 5.7 24 3.0 2.3 2.6
G8 4.9 1.1 4.2 6.5 2.5 3.1 2.2 2.4
G9 4.6 1.0 4.2 6.6 3.0 1.2 3.0 3.1
G10 5.4 1.1 3.1 6.8 3.4 24 2.3 2.6
G11 4.6 1.5 4.3 6.3 3.8 2.3 2.7 2.9
G12 6.0 1.6 4.1 6.3 5.5 3.1 2.8 3.1
G13 5.6 1.3 2.2 6.5 2.8 2.8 2.4 2.7
G14 4.6 1.5 3.4 4.1 2.9 2.0 2.1 2.4
G15 4.3 0.9 3.5 5.1 1.9 2.7 1.8 2.2
G16 5.7 1.5 3.5 6.1 4.0 4.0 2.6 2.2
G17 6.4 1.4 3.7 5.4 5.2 2.2 2.4 3.2

E effect | 1.11 —-2.55 —-0.23 1.69 -0.17 -1.09 -1.40 —-1.26

E9 E10 E11 E12 E13 E14 E15 | G effect

G1 3.0 4.7 6.4 4.8 5.2 4.1 3.8 0.15
G2 2.5 3.6 6.4 4.6 4.9 5.5 2.9 —0.47
G3 2.6 4.1 6.6 4.9 5.2 4.1 3.5 —-0.15
G4 3.9 3.6 6.2 4.4 5.0 3.4 3.1 —0.28
G5 3.7 3.8 5.8 4.9 5.1 3.7 3.8 0.06
G6 3.6 4.7 6.9 5.1 5.5 3.3 4.1 0.12
G7 4.6 4.3 7.0 5.3 5.6 3.5 4.1 0.23
G8 3.5 4.7 6.7 5.2 5.7 4.4 3.9 0.03
G9 3.1 2.0 6.1 4.9 4.9 3.3 3.9 —0.14
G10 3.9 4.6 6.3 5.6 5.7 3.9 4.2 0.04
Gl11 3.9 5.4 7.0 5.4 5.7 4.1 4.5 0.23
G12 3.3 4.8 6.3 5.5 5.4 4.4 5.5 0.30
G13 3.7 3.1 8.0 5.6 6.2 4.1 3.9 0.16
G14 2.7 3.3 3.4 3.9 3.3 2.4 3.1 —0.67
G15 2.9 4.6 7.3 5.6 6.2 4.2 4.5 —0.04
G16 3.2 4.6 6.9 5.2 5.5 3.7 3.8 0.28
G17 3.4 4.1 6.1 4.1 6.0 5.1 4.7 0.38
E effect | —0.69 046 262 127 1.72 -0.03 —0.09 3.81
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the data.

The four following figures show the genotypes in dependence of the
environments and vice versa. The jagged part of the curves is quite
pronounced for some genotypes. Apart from a few exceptions, the plot
of the genotypes is quite encouraging in the sense that the good ones
are relatively good across all environments. Plotting the environments
as a function of genotypes would show flat lines, if none of the genotypes
were well adapted to some class of environments. This is largely the case
in this example, but note that some of lines rise as one goes across the
genotypes.

Fig. 31.5 shows the individual effects of the genotypes. On the hori-
zontal axis are the effects from an additive model, whereas on the vertical
axis are the components of the vector b, that is the individual slopes,
when regression the responses of one genotype one the environments.
The genotypes G19, G28, and G45 are highlighted. The first one has
the smallest u, and also a very small b;. The others have values of u,
slightly above average and are opposites with regard to b,. Fig. 31.6
shows that this has the expected effects, namely a slower rise of the fit-
ted response for G45 and a faster one for G28. The genotype G19 is
almost everywhere worst.

31.6 Concluding Remarks

We have discussed a special case of a method for fitting large two-way
tables. With relatively few degrees of freedom, namely 14+(G—2)+(E—2)
additional parameters, it allows the user to explain important parts of
the interaction. A big advantage of the proposed method is the relative
ease of interpretation. We have seen that one can display the results and
use the fitted effects to identify remarkable environments or genotypes.
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FIGURE 31.1
Each curve corresponds to a genotype and shows the fitted value
as a function of the environment effects
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FIGURE 31.2
The top panel shows the G-linear part of the fit, whereas the
bottom contains the rest of the fit

©2001 CRC PressLLC



FIGURE 31.3
Each curve corresponds to an environment and shows the fitted
value as a function of the genotype effects
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FIGURE 31.4
The top panel shows the linear part of the fit, whereas the bottom
contains the jagged part
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FIGURE 31.5
The individual slopes b are shown against the effects u of the
purely additive fit
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FIGURE 31.6
This is the same as Fig. 31.1, with the three selected genotypes
highlighted
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32

On Distances and Measures of
Information: A Case of Diversity

Takis Papaioannou
University of Piraeus, Greece

ABSTRACT We critically review the state of the art. The concept
of statistical information, measures of information, their properties and
their use, impact, and role in inference are discussed. New properties
are presented along with recent applications and interconnections. The
existing large number of measures of information or divergence, the ap-
parent failure of unification, i.e., coming up with the measure for all
cases, settings, concepts and properties and the multitude of applica-
tions ranging from the theory of estimation to Bayesian analysis lead
to the conclusion that measures of information will remain a case of
diversity. The concept of information will continue to be intangible.

Keywords and phrases Measure of information, measure of diver-
gence, maximum entropy principle, measure of dependence

32.1 Introduction

Distances or divergences and measures of information (m.o.i.s) are of
fundamental importance in statistics. They have been in existence and
use for many years, but still their role in statistics is marginal, mysterious
or even magical. They deal with the concept of information, statistical
information, they are functionals of distributions or densities and, at
other occasions, they express the distance or divergence between two
distributions or probability measures or even the affinity or similarity
between several distributions.

There are many m.o.i.s, places, and frameworks in which they appear.
Attempts have been made by the author, his coworkers, and other re-
searchers to present a unified theory of statistical information and the
result may be considered a partial success.
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While information is a basic and fundamental concept in statistics,
there is no universal agreement on how to define and measure it in a
unique way. In statistics we have Fisher information, Kullback-Leibler
information, entropy information, Lindley information, and Jaynes’s max-
imum entropy principle. We also have the Akaike information criterion.
There is prior and posterior information, weight of evidence, mutual
information, uncertainty etc. Since statistical information cannot be de-
fined mathematically, several statements have been used to delimit the
concept. For details and related references see the review articles by
Kendall (1973), Csiszar (1977), Papaioannou (1985), Aczel (1986), Soofi
(1994), and Pardo (1999) as well as Kullback (1959), Papaioannou and
Kempthorne (1970), and Ferentinos and Papaioannou (1981).

All these concepts and m.o.i.s are interrelated, one comes from or may
be considered a special case of the other, etc. and statisticians disagree
on the geometric figure representing these informations and their inter-
relationships. Even review papers differ among themselves depending
on the author’s perspective. Soofi (1994) presents information—theoretic
statistics in terms of a pyramid whose top vertex is Shannon information
and the vertices of its base are Lindley, Kullback and Jaynes informa-
tions. We disagree with this representation. Jaynes did not introduce a
new m.o.i but he put forward the maximum entropy principle. We be-
lieve statistical information theory should be represented by a triangle
whose top vertex is Fisher information and base vertices are Shannon
and Kullback. Soofi considers Fisher’s information as a byproduct of
the Kullback-Leibler information. Fisher’s information is a historically
leading concept in statistics and has played and is playing an important
and major role in developing statistics. Entropy is a specialized concept
more appropriate to communication theory.

In this paper we review the state of the art in this area. In Section 32.2
we give a summary of m.o.i.s presenting mainly but briefly new mea-
sures and commenting on their interrelationships and interpretations.
The properties, mainly statistically oriented properties, are discussed in
Section 32.3. New properties are collected which give ideas for further
research. The role of m.o.i.s in statistical inference is discussed in Section
32.4 with applications in Section 32.5.

Due to the vastness of the subject we cite the most pertinent papers
and the reader is referred to the articles given in these references.
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32.2 Measuring Information — Measures of
Information

Measures of information have been classified in three categories: (i)
Fisher-type, (ii) divergence-type and (iii) entropy-type. We shall fol-
low the notation of Papaioannou (1985). Sometimes measures in the
first two classes are called parametric and nonparametric respectively.

The representative measure in the first class is the classical m.o.i in-
troduced by Fisher and given by

/fx N (61nf(x 9)) o

based on a gpdf f(z,6), where § is a univariate parameter.
The representative measure of the second class (divergence-type) is
the Kullback-Leibler given by

LY (f 1) = / f1(2) Wl (2)/ fol)da

and based on two gpdfs fi, fo. It is the difference between Kerridge’s
inaccuracy and Shannon’s entropy and it is also called relative or cross-
entropy.

An important measure is this class which produced a high degree of
unification is Csiszar’s measure or (-divergence

19/, f2) = / o1/ f2) fadz,

where ¢ is a real valued convex function on [0, 00) with 0p(0/0) = 0,
0p(a/0) = apoo, Poo = lim[p(u)/u] as u — oo.

For additional measures in these two classes see Papaioannou (1985)
and Pardo (1999).

In the last twenty years, additional divergence-type measures of in-
formation have been introduced in the literature. One class of these
measures are functions (s-power functions) of the Hellinger distance of
order r between f; and fs or f1 and (f1 + f2)/2 and, in a sense, are gen-
eralizations of Renyi’s distance between these two distributions. They
are usually called unified (r,s)-divergences. Special values or limiting
cases of the parameters or indices of these measures yield some of the
previous and simpler measures, obtaining in this way a unification in
the study of divergence-type measures of information. These measures
cannot be obtained from Csizar’s p-divergence by a special choice of ¢
[cf. Taneja (1989)]. Other m.o.i’s are the A divergence and A-mutual
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information based on Fererri’s hypoentropy
T+ A HIn(1+ 2171 = (1/)) /(1 + M) In(1+ \f)dz

[cf. Morales et al. (1993), etc.].

A group of Spanish researches led by L. Pardo introduced a further
generalization of ¢-divergence, the so-called (h, p)-divergence, aiming at
obtaining a higher degree of unification (i.e., to include more m.o.i.s than
the Csiszar or (r, s)-divergences). They took a nonnegative real valued
C? function h(-) with h(0) = 0 and evaluated it at the p-divergence.
This new measure shares some of the properties and results of statistical
information but has not received wide application because of its com-
plexity and the fact that the user has to select not only ¢ but h as well
[cf. Morales et al. (1994) and Salicru et al. (1994)].

Another general measure, which is very closely related with the m.o.i.s
in this class (Renyi), has been studied in detail and received eminence
particularly for multinomial populations and for reasons of goodness of
fit, is the Cressie and Read power divergence statistic

IHP,Q) =2DA+ 1] Y RI(P/Q)M 1],  AER

[cf. Read and Cressie (1988)].
The representative measure for the third class is Shannon’s entropy or
differential entropy

H[f] = —Xp; Inp;, H[f]:—/f(x)lnf(a?)dx

for discrete and continuous distributions, respectively. Some authors use
H{[f] in statistics as a measure of dispersion or concentration. A distri-
bution with large H|[f] is less concentrated, thus it is more difficult to
predict an outcome of X, than a distribution with small H[f]. Entropy
itself, among other things, has been used in statistics to measure infor-
mation in a realization of a r.v. X with gpdf f. Large values of H|[f]
correspond to small amounts of information contained in an observed
value of X, so information in X is given by — H[f] [cf. Ebrahimi and
Soofi (1990)].

There are many entropy-type m.o.i.s which have been produced by
entropy characterizations, i.e., by finding the mathematical function of
the p;s satisfying variations or relaxations or generalizations of Shannon’s
entropy axioms [see, for example, Aczel (1980)]. We have not followed
these developments since we believe that, these m.o.i.s do not have much
relevance in statistical inference.

Another well-known index is the Gini-Simpson index ¥p?, also called
information energy, associated with distribution (p1,...,pr) and hav-
ing interesting statistical applications [cf. Pardo and Taneja (1990)].
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Pardo and his coworkers introduced another divergence, the generalized
R-divergence based on the concavity property of the (h, ¢)-entropy. For
details see Pardo et al. (1993). A further generalization can be obtained
using weights [cf. Pardo (1999)].

The previous categorization is not absolute in the sense that a mea-
sure may originate from one class but, depending on the distribution(s)
involved or the mathematical operator applied upon it, it may end up
into another. For example, Fisher’'s measure is a limiting case of the
Kullback-Leibler measure as one distribution converges to the other
parametrically.

There is a fourth class of measures which are difficult to classify
distinctly in the previous three classes since they originate from the
Bayesian perspective. In this perspective there are many distributions
involved. E.g., with the obvious notation, £(6), p(x|\), p(x), £(0|z)
and their number increases as we discriminate between two models or
consider Bayes hierachical models, i.e., models in which the parame-
ters of the prior distributions are r.v.s themselves depending on other
parameters (hyperparameters) and so on [Goel (1983)]. M.o.i.s can be
constructed in different ways using the previous Fisher, divergence and
entropy type m.o.i.s and the distributions involved. The most represen-
tative m.o.i. in this category is Lindley’s (1956) m.o.i

I3(8) = H(€) — E[H(¢]X)]
which is always > 0 as being the divergence between p(x,0) = p(x|6)£(0)
and p(x)€ (0).
Recently a new m.o.i. almost identical with Fisher information has
made its presence in statistical literature. It is Fisher information with

differentiation taken with respect to the argument x of f rather than the
parameter 6. It is usually called Fisher information number

I¥ = E[(01n f(X)/0x]?.

This number coincides with Fisher’s m.o.i. when 6 is a location param-
eter and there remains an open question to explore its role and intere-
lationship with statistical information theory (total variation) [see, for
example, Thelen (1989), Papathanasiou (1993) and Kagan and Lands-
man (1997)].

A standard feature of most of the newly introduced m.o.i.s is that they
have a close relationship with the older (classical) ones. They coincide
with them for special choices of their parameters or of the functions h
and . Their usefulness lies in the idea of unification but is limited
from the practical point of view barring some statistical applications to
be discussed below. Some of the new m.o.i.s are outside the scope of
statistical information theory since the do not satisfy some of its basic
properties.
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32.3 Properties of Measures of Information

As stated before there are many properties of m.o.i.s. For a list of these
properties see Papaioannou (1985). We simply mention by name five
basic ones: nonnegativity, additivity, maximal information, invariance
under sufficient transformations and appearance in Cramer-Rao inequal-
ities.

Statisticians believe that more data means more information. This
is justified by the additivity, nonnegativity and maximal information
properties.

As research progresses new interesting properties are being added up
or other neglected ones call to be investigated. The previous list may be
completed as follows:

1. Let (Z,6) be the pair of variables associated with a randomly cen-
sored experiment, where we observe X or Y (the censoring variable)
and Z = min(X,Y), § = I(X <Y). Then we should have

(i) E[Information(X)] > E[Information(Z, §)], for every X,Y (a
kind of maximal information property).

(ii) E[Information(Z,d1)] < E[Information(Zs,ds)] for every X
with Y7 <,; Y5, [information decreases as censoring increases

or equivalently I(X,Y;) < I(X,Ys)] [Hollander, Proschan,
and Sconing (1987)].

2. If f(x,0), 0 real, has a monotone likelihood ratio in z then

01 < 8y < 85 — I(Fy,, fo,) < I(fo,, fos)

[Ali and Silvey (1974)].
3. Additivity for hierarchical distributions: if f; C fo C f3 then

I(f1, f3) = I(f1, f2) + L(f2; f3)-

4. Lindley’s concavity and monotonicity in n: Let X1, Xo,... be i.i.d.
r.v.s; then Ix, x,., is concave in n and increasing in n [Lindley
(1956)].

5. If f1 = p(x,0) and fo = p(x)£(0), where p and £ are gpdfs, then
I(f1, f2) is concave in £(#) [Lindley (1956)].

6. Convexity of I(f1, f2) in either fy or fa [Csiszar (1975)].

7. Relationship with Type II error rate: log, 8, = —nl(f1, f2) for
large n, where (3, is the Type II error rate in testing f; versus fs.

8. Markov chain inequalities:
(i) if X7, X2, X3) is a Markov chain, then

I(f3(x3), f3j1(z3]z1)) < I(fa(w2), foj1(z2]21))
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[Goel (1983)],
(ii) if (X7, X9, X35, X4) is a Markov chain then

I(fi(21), fa(wa)) < I(fa(2), f3(23))
[Csiszar (1977)].

9. The information generating function: a function whose derivatives
produce m.o.i.s [Guiasu and Reischer (1985)].

Do existing measures or which m.o.i.s satisfy the above or which of
the above properties and what are their implications to the foundations
and inference? This remains to be investigated.

32.4 Measures of Information and Inference

Measures of information have been and are extensively used in statistical
inference, mainly in testing statistical hypotheses developing primarily
tests of significance based on asymptotic theory.

In the theory of point estimation, Fisher’s m.o.i. plays a dominant
role since it appears in Cramer-Rao type inequalities. Of course there
are some limitations since the Cramer-Rao lower bound is applicable for
regular families of distributions. We made some attempts to measure
information about 6 contained in the data for broader families of distri-
butions including non regular ones but the results were of limited scope
since the new parametric measures lacked simplicity and were limiting
cases of divergence-type m.o.i.s [see Ferentinos and Papaioannou (1981)].
This led us to conjecture that Fisher’s m.o.i. is unique up to a constant.

Some years ago we thought to use m.o.i.s as loss functions and produce
information optimum (/-optimum) estimators, i.e., estimators minimiz-
ing the risk

E(I(fo, f;))

for all estimators 6 belonging to a certain class uniformly in 6. We
obtained results analogous to the results of decision theory on point es-
timation, but these results relied heavily on the convexity of I(fy, fo+)
in 6* for all # and we did not pursue the topic further. It is well known
that, for exponential families of distributions, maximum likelihood esti-
mators 6, of 0 converge almost surely to 6%, the value which minimizes
over © the Kullback-Leibler divergence I5%(fy, f(x,0)) between fy, the
true distribution of the data, and f(z, ) [cf. McCulloch (1988)]. Now
divergence-type m.o.i.s have been used in the general theory of estima-
tion as loss functions to introduce minimum distance/divegrence estima-
tiors and obtain generalizations of classical results such as consistency,
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asymptotic normality, etc. [see Papaioannou (1971), Morales, Pardo and
Vajda (1995), Barron and Hengartner (1998), Cutler and Cordero-Brana
(1996), and Hartigan (1998)].

A promising application of m.o.i.s in Bayesian estimation is to use
divergence-type measures to determine the prior needed in Bayesian
analysis so that the Bayes estimator is as close possible in terms of
divergence with the maximum likelihood estimator.

In testing statistical hypotheses, m.o.i.s have been used to develop
tests of significance. The idea is to consider a sample estimator of the
m.o.i and derive its asymptotic distribution (usually normal or x?).

Initially sample estimates of entropy both finite and differential, were
obtained and their asymptotic distributions were established [see, for ex-
ample, Nayak (1985)]. The asymptotic distribution of H is normal. Then
sample estimates of entropy and divergence-type m.o.i.s were examined.
In all cases the sample statistics were evaluated exactly or approximately.
The asymptotic distribution of I(f1, f2) was considered in two sampling
cases: one random sample from f; with fo known and two independent
samples one from each f;. Also two model cases were considered: f;
and/or fy to be either multinomial or general parametric distributions.
In all cases the asymptotic results lead to tests of significance for good-
ness of fit, tests of equality of divergence, tests of independence, tests of
homogeneity in contingency tables under random or stratified random
sampling with proportional allocation and independence among strata,
tests of homogeneity of variances, tests of partial homogeneity as, for
example, in two multivariate normal populations, etc. [cf. Pardo et al.
(1993), Morales et al. (1994), Salicru et al. (1994), and Pardo et al.
(1995)]. Analogous results for estimates of Fisher information do not
exist.

The results may representatively be summarized as follows. We shall
use Cziszar’s ¢ divergence as the most general and widely accepted uni-
fying m.o.i and multinomial or product multinomial populations.

1. For a single multinomial population Mult(N, py,...,pg)

VNIIC(P, Q) — I°(P,Q)]/6. = N(0,1)
N[I9(P,Q) = (1)]/¢"(1) H xj_y i P=Q
where P is the sample estimate of P = (p1y--508), @ = (q1,---,qk)

is a known distribution and for 52, see Zografos, Ferentinos and Pa-
paioannou (1990).

2. In rxc multinomial tables with II = (7;;) and P = (p;;) the cell
and sample probabilities and IIy = (m;.7;.), Po = (pi.p.;)
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VNIIC(P, Py) = 19(T1,TIo)] % N(0,0%)
2N[IC(P, Py) — I€(I1,11,)] L Linear combination of X3
L
2NIC(P, Py) — o(1)]/¢" (1) = X{r_1y(e_1)| Ho : mij = i 5,

provided that ¢ satisfies some smoothness conditions and for o2
[cf. Zografos (1993)].

3. For two independent multinomial populations M (N,p1,...,pk),
M(M7Q1>~~~,Qk)

VN M[IC(P,Q) — I°(P,Q)] % N(0,0?)
2MN(M + N)"HIC(P,Q) — p(1)]/¢"(1) B x2_4|P = Q,
i=1,...,k, [cf. Zografos (1998)].

Similar results exist for general parametric distributions and for other
divergence-type m.o.i.s or dissimilarities and can be found in Salicru et
al. (1994). They are based on the old results by Kupperman (1957)
for the Kullback-Leibler divergence and have wide applications. More-
over similar asymptotic results hold for the estimated Rao distance or
geodesic or Riemannian distance between two parametric distributions
which is induced from the Fisher information matrix and is a generaliza-
tion of Mahalanobis distance [cf. Jensen (1993)]. Optimality of goodness
of fit tests based on divergences in terms of Pitman and Bahadur efficien-
cies has also been investigated [cf. Read and Cressie (1988), Zografos,
Ferentinos, and Papaioannou (1990), and Pardo (1999)].

32.5 Applications

As it is evident from the above discussion, the applications of m.o.i.s are
numerous. We shall only mention a few topics such as Bayesian infor-
mation theory, differential geometry and information, observed Fisher
information and EM algorithm, maximum entropy principle, measures
of dependence, etc. and refer the reader to the papers given below and
the references cited therein. In addition we mention selectively by ti-
tle two areas where we have used m.o.i.s to measure information and
to introduce and study new statistical models respectively: (i) random
censoring, quantal random censoring with random or not recording of un-
censored observations and total information [cf. Tsairidis et al. (1996,
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2000)] and (ii) association and symmetry/asymmetry models for contin-
gency tables based on f-divergence which are the closest to independence
or symmetry [cf. Kateri and Papaioannou (1994, 1997)].

32.6 Conclusions

To seek a measure satisfying all (reasonable) properties is unrealistic.
Statisticians have not agreed on the set of reasonable properties. M.o.i.s
will continue to play an important but diversified role in statistics and
the pattern of research is expected to continue as in the last fifteen
years with special emphasis however in Bayesian applications. M.o.i.s
provide tools to prove results or give models for inference but the case to
yield a superior methodology than the classical one remains to be seen.
Information remains an intangible concept.
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Representation Formulae for Probabilities
of Correct Classification

Wolf-Dieter Richter
University of Rostock, Rostock, Germany

ABSTRACT Representation formulae for probabilities of correct clas-
sification are derived for a minimum-distance type decision rule. These
formulae are essentially based upon the two-dimensional Gaussian distri-

bution and allow new derivations of recent results in Krause and Richter
(1999).

Keywords and phrases Generalized minimum-distance rule, repeated
measurements, two-dimensional decision space, two-dimensional repre-
sentation formulae, doubly noncentral F-distribution, linear model ap-
proach

33.1 Introduction

Let an individual having a Gaussian distributed feature variable belong
to one of two distinct populations. Assume that we are given mea-
surements from a sample of individuals giving rise to independent and
identically distributed Gaussian feature variables. Several methods of
allocating the individual or the whole sample to one of the two pop-
ulations have been studied in the literature. For an introduction to
this area see, e.g., Anderson (1984) or McLachlan (1992). A certain
subclass of classification rules is given by the so-called distance rules.
Because of the great variety of distances existing in statistics, there are
several approaches to distance based classification rules, as only to men-
tion Cacoullos and Koutras (1985), Cacoullos (1992), and Cacoullos and
Koutras (1996). When choosing a method for classifying an individual
or a sample of individuals, one has to distinguish between the cases of
known or unknown moments. Certain sample-distance based classifi-
cation rules, however, work without assumptions concerning the second
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order moments and probabilities of correct classification can be described
explicitly in terms of these moments. This advantage has been exploited
to some extent recently in Krause and Richter (1999). The method devel-
oped there combines a geometric sample measure representation formula
for the multivariate Gaussian measure with a certain non classic linear
model approach due to Krause and Richter (1994). This linear model
type approach will be modified in the present paper to derive new rep-
resentation formulae for probabilities of correct classification which are
based upon the two-dimensional Gaussian law. Further transformation
of these formulae yields expressions in terms of the doubly noncentral
F-distribution as has been derived recently in another way in Krause
and Richter (1999).

Let n1,n9 and ng observations belong to the three populations Iy, ITs,
and II3, respectively. We suppose that II; and I, are distinguishable
with respect to their expectations and that population Il3 can be under-
stood as a copy of one of I or Il;. The overall sample vector

T
Yiu) = (Y(g), YeL, Yg};)) . n=ny+ny+ns,

consisting of the repeated measurement vectors Yln = (Yi1,..., Yip,)T
from the three populations II;,i = 1,2,3 will be assumed to define a
Gaussian statistical structure

Sp=(R",B",{®,x,neMXec0O}).

Here, M denotes the range of EY(,) and will be called the model space,
although it is not a linear vector space. It satisfies the representation

M={peR":pp=p17% 4 11970 4 319°%,
p3 € {p1, pa}t, (1, p2) € R, pa # po},
where

+00 __ T T T 0+0 __ T 1T T \T 100+ __ T T \T
1100 = 17 0T | T 1040 = (0T 17 oT )T, 1°+ = (07 ,, 17 )

na+ns ni-nz-ns3 nit+nz-ng/
l,,=(1,...,1)T € R™,0,, = (0,...,00T € R™.
Further,
o2l,,
0={x= 031, (02 03) € RY x R" 02 € {0?,03}
o2l
3+ ns3

is a set of block diagonal matrices where I,,, denotes a n; x m; unit
matrix.

The problem of interest here is, on the basis of the overall sample
vector Y., to decide between the hypotheses

Hyyz:ps=p and Hyygz:ps = po.
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33.2 Vector Algebraic Preliminaries
Put

1+0+ — 1+00 + 100+7 10++ — 10+O + 100+7 1+++ — lJrOO + 10+0 + 100+

and denote by
]\4’1/3 — L(1+0+, 10+0) and M2/3 _ L(l()JrJr7 1+00)

subspaces of the sample space spanned up by the vectors standing within
the brackets. These spaces can be understood as hypotheses spaces or
restricted model spaces under the hypotheses Hy /3 or Hy/3, respectively.
Second basis representations for these spaces are

Myjs = LATTH,19%0), My g = L(1THH,179),
Note that M3 and M;,3 are not orthogonal to each other,
Myy5 0 My = L(1TFT)

and
10+0L 1+00 )

While the dimensions of the hypotheses spaces satisfy the equations
dlli/g = 2, 1= 1,2

the dimension of
M= L(1700, 1040 700+

i.e. the smallest subspace of the sample space containing both M, /3
and My /3, equals three. A second basis representation for this so called
extended model space is

M= L(1H++ 1700 1040y,

The spaces L(1*+F) and L(11%,1°%9) are linearly independent but not
orthogonal. A third basis representation for M is

M= L1t 170+ 10—+,

where

Lyroo Lo qo—v — L joro | L yoos

ni ns n2 ns

170+ —
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The spaces L(1T++) and L(17°F,1°=+) are orthogonal but

1
(179, 197F) = —, (33.2.1)
n3

Since

170+ 10—+

Hy-o+p = (p3 — p1) and Tlyo—+p = (3 — p2)

the two-dimensional space
W = L(1_0+, 10—+)

will be called effect space or decision space. These notations correspond
to the circumstances that changes of the differences (us—p;),7 = 1,2 are
immediately reflected in the space W and decisions concerning the mag-
nitude of these differences should be based upon considerations within
this space. This can be taken as motivation to define the decision rules

d.|R" — {1,2}, ¢>0
for deciding between the hypotheses H; /3 and Hy/3 as

de(Yn)) = 2 = H{|T1-0+ Y| < €| Tyo-+y ()|l } (33.2.2)

for arbitrary ¢ > 0. Here, I(A) denotes the indicator of the random
event A. Notice that
de(Yiny) =1

holds iff
T30 Iy Yoy || < el|Thyo-+ Iy Yoy -

Recognize further that
di(Yiny) = 2 = I{IY(n) — Mg, . Yoy I < 1Y) = Uz, Yyl

Hence the geometrically motivated decision rule d. will be called, through-
out the present paper, a generalized minimum-distance classification
rule.

Let us now consider the orthogonal projection of y onto the effect
space W, Iy . .

Note that p € M C M = L(1t++, W) and W L1t++. Hence, Iy p =
=4+ p, ie.

Iy = a(p, pa, )10 +b(1, po, p13) 1970+ e(pan s o, p13) 1% (33.2.3)

with

©2001 CRC PressLLC



n- a(xvya Z) = TLQ(.Z‘ - y) =+ TL3(Z - Z)a

n- b(x,y,z) = nl(y - CL’) + n3(y - Z)»

n-c(z,y,z) =ni(z —x) +na(z — y).
It is easily seen from this M-basis representation of Iy p that the co-
efficients must depend on each other. We shall therefore try to reduce
the number of parameters included in the model. To this end we start

with a first reparametrisation. This reparametrisation is based upon a
certain partial orthogonalisation.

LEMMA 33.2.1

My p = —nya(pn, pa, p3)1™ 10 — nob(ur, po, u3)1°~ 7,

nip1 + nopte + N33 1
niy +ng +ng '

v p =

The proof of the second assertion is obvious. The first assertion follows
immediately from the following lemma. Notice that, e.g., the dimension-
depending new parameter

3
1
m(p, p2, pi2) = - Zﬂmi
=1
does not allow an immediate interpretation in the original problem.

LEMMA 33.2.2
The M —vector
u=alt 4 p19F0 4 ¢190F (33.2.4)

belongs to the subspace W and allows the representation

u =l 0 £ 410 F (33.2.5)
for some (p,v) € R? if and only if

anyi + bng + cns = 0. (33.2.6)

In this case,
©=—nia, Y= —ngb. (33.2.7)

PROOF Replacing the two vectors in (33.2.5) by their definitions yields
¥ q+00 _ £10+0 L P + 1/’100+.

U=——
ny ) ns
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Equating coefficients from the latter formula with corresponding coeffi-
cients from (33.2.4) gives (33.2.7) and

w+Y __n1a+n2b
ng ng '

The latter quantity coincides with the coefficient c if and only if condition
(33.2.6) is fulfilled. 1

Let us define by
. Z
n;
=1

the mean in the i-th population, i = 1,2,3 and by m(Y.,Ys.,Y3.) the
overall mean. It follows then that

H1+++Y = m(?l 5 ?2. 5 ?3.)1+++

and
M-y = Y1119 47,1070 4 74,190+,

Hence, an M-basis representation for IlyY', ie. for IIZY — Ilj+++Y
is

HWy = a(?l.,?2.,?3.)1+00+b(71.,?2.773.)10"’0-1-0(?1.772.,73.)100+.
The last three equations define M-basis representations of the least

squares estimations for the quantities ITj+++ pu, H+~ p and Hw p, respec-
tively.

COROLLARY 33.2.3
Using the above defined functions a and b, a W -basis representation for-
mula for IlywY is given by

HWY = 7n1a(?1.,?2,,?3.)170+ - n2b(?1.,?2.7?3.)170+.

Note that
W = L(bl, bg)
with ] 1
by =17 and b, = s pp— (33.2.8)
ny + ns N9

defines an orthogonal basis representation for W where

by = 197+ — 11 -0+ 10—+,
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From (33.2.1) and

ny+n
102 = —=2 (33.2.9)

ning

we get
II; -0+ 19+ = Llimr.

ny +ng

Hence,
by = _i10+0 + i100+ + ;ﬁoo ™ oo+
N2 n3 ny +ng nz(n1 +nz)

This yields the second assertion in (33.2.8). The following lemma presents
a reparametrisation which is based upon orthogonalisation.

LEMMA 33.2.4
The quantity Ilyyu can be written as

ning
n1 +n3

HOwp = (p3 — p1)br + d(p, pr2, p3)ba,

whereby the new parameter d satisfies the two representation formulae

nd(p, pos p3) = nanz(pn — p2) + nang(ps — p2), (33.2.10)
and
nd(p, p2, p3) = n2(n1 +ng) (m(l/g) (11, p13) — u2) (33.2.11)
with W e +ngy
) = S ny

PROOF Making use of equations (33.2.3) and (33.2.7) above as well as
(33.2.12) below one can see that

u = HW,LL — HW(,U11+OO 4 “210+0 4 'u3100+)

allows the representation

u = 9b; + vby
with
Y = — - b
nya(p, pi2, p3) o (11, pras 13)
_ ning(pe — p1) + nang(ps — p1)
n
+n?n2(u1 — pi2) +ningnz(ps — p2)
n(ny + ns3)
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and

non (g — po) + nong(us — p2)
n

v =1 = —nab(p, po, t3) =

Hence

n(ny +nz)d = (n1 + ng)[ning(ue — 1) +nana(ps — p)]
+ning(m — pa) + ningns(us — p2)

= ningn(ps — p1)

and N
nipy + nN3p3
nv =ns(ny +n _— — s
2(n1 3) n + 13
which proves the assertions of the lemma. |

Observe that since the new parameters d and m(1/3)(u1, us3) depend
on the sample sizes they do not allow immediate interpretations with
respect to the original problem.

LEMMA 33.2.5
The M —vector u from (33.2.4) belongs to the subspace W and allows the
representation

u = 9b1 + vbsy (33.2.12)
for certain values of (9,v) € R? if and only if the condition (33.2.6) is
satisfied. In this case we have, with (¢,v) from (33.2.7),

n
?9290‘*‘71% V:¢~
ny + ns

PROOF Equating coefficients, (33.2.12) follows from

a1t 4 p10+0 4 100+ — o — b, + by

- (_11+00 n 1100+) +u ( 1 10+ _ 110+o)

ny n3 ny +ng n2

_ <_19 + V> 1100 _ 110+0+ <79 + V) 100+
ny  np+ng N n3  np+ng

In the same way it follows that

v v ny ning o

C = = — —

- )
ns ny + ns ns Tlg(ﬂl + 713) ny +ns

which is equivalent to ( 33.2.6). |
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By definition of by,

ning ,— -
I, Y = ——(Y3. — Y1.)b.
b1 n1+n3( 3 1.)b1
Using the notation
— 1 = = =
y(/3) — Y =mY3 (Y., Y.
- m—i—ns.ZZ o F1.¥s)
i€{1,3} j=1

for the pooled mean of the values from the union of the first and third
subsamples Y(}ll) and Y(is), we get
HbQY = d(?l.,?z,?g.)bg
1 _ _ _ _
= ﬁ(nlng(Yl. — YQ.) + n2n3(Y3. — YQ.))bQ
n

= ;2(’/11 + ng) (Y(1/3) — Yg) bo.

Hence we arrive at least squares estimates for Iy, 4 and Il, p.

With
n n, n n n
[b1]| = \/ﬁand oo = /A2 13 (33.2.13)
ny-ng na(ny + n3)

we get the following representation formula for the least squares estimate
of Iy 1 with respect to the normalized orthogonal basis { By, Ba} where
Bi = bi/|bi| :

ning = = ne(ni +n3) (o <
OwY =/ ———(Y3. = Y1.)B1 + — 2 (YA/3) —Y,. ) By.
W ’IL1+TL3( 3 1) ! n1+n2+n3(“ 2) 2

(33.2.14)

33.3 Distributional Results

33.3.1 Representation Formulae Based upon the
Two-Dimensional Gaussian Law

The random variables Y3. — Y. and Y/(1/3) — Y, play an essential role
in the basic formula (33.2.14). They are coefficients of the projections
of Y(,,) onto the normalized orthogonal basis vectors By and Bs of the
decision space W and are therefore uncorrelated. They are linear com-
binations of the components of the Gaussian random vector Y(,) and
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are therefore jointly Gaussian distributed and consequently independent
from each other.

Let 11,72, ... denote independent standard Gaussian distributed ran-
dom variables. The symbol X; ~ N;(a;, \?) will be used to indicate
that X; follows the same distribution law as a; + A;nm; . Thus

2 2
ninsy — = nins nio3 + n3oy
J———(Y3. =Y )~ N — ), 2 ST
n1+ng( 3 1) 1< n1+n3(ﬂ3 f1) E——— >

(33.3.1)

The first and second order moments of this distribution will be denoted
by & and 0%, respectively. In a similar way as above, one can show
that the random variables Y (1/3) und Y. are independent. Using the

notations
_ o3
Yo ~ N3 (,u27 )
N2
and 2 3
Y73 ~ Ny ((mO (g, pg), SLIET 1392 )
. 4 ( (:U/l ,U/3) (nl +n3)2
we get
ng(nl +n3) =
m(ﬂw —Ya2) ~ Na(£2,63) (33.3.2)
with
_ el tng) s _
§2 = n1+n2+n3(m (1, p3) — p2)
_ ning(p1 — p2) + ngna(ps — p2)
\/(m +ng + nz)nz(n1 + n3)
and

(n1 + n3)?02 + na(n1o? + nzo?)
(n1 + n2 + ng)(ny + n3)

52 =

Recall that
dc(Y(n)) =1

holds if and only if
N1B1 + NyBs € {Z eWw: ||H1—o+z|| < C||H10—+ZH}. (33.3.3)

The following lemma concerns reducing dimension and norming.
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LEMMA 33.3.1
The relation

N1By + NoBy € {z € W |[II1-0+2|| < ¢|[TTjo-+2]|}

1s true iff

N Np\* U 21 }
S22 eltt)TeR?: 2 < (Cocy,
(51 52) {( ! 2) |t1+l€t2‘ C ¢

where
o nsl(n1 + n3)?c3 —|—2n2(n102% +nzo?)] (33.3.4)
ning(n103 + nzo7)
and
1
(= \/ e = . (33.35)
(n1+mn3)(n2+n3) /(1 +n3/n1)(1+nz/n2)

PROOF Put A ={z € W : |lI;-o+z||/||ITyo-+2| < ¢}. Then

11 -0+ (2181 + 22 Bo) ||
||H107+ (ZlBl + ZQBQ) ||

A= {lel + 20Bs : < c, (Zl,ZQ)T € RZ} .

With
B 1) =, | —
(B1 ) n3(n1 +nz)
and
(Bay10H) = [T

No (n1 =+ ’I’Lg)

it follows that

A={z1B1+ 2Bz : |z1|/|z1 + x - 22| < (- ¢, (Zl,Zg)T IS Rz},

where
X = V/na(n1 + na + nz)//nins.
Hence,
N1By + NoBy € A
iff
(N1, No)T e {( (z1,22)7 € R? 1 |21] /|21 + x22] < C- c}.
The assertion of the lemma follows now with x = (32/61)x. |
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Put

51 nins
5 (13 — p1)

1/1 = —_— = —e e
01 n10§+n301

and

by =2 _ vz (1 + ng)[m) (i, ps) — pol
62 \/(m+n3)203+n2(n10%+n30§)

ni(p — pi2) + ng(ps — po)
\/(77,1 —+ n3)20§ —+ ng(nlcr% —+ n302)

If the hypothesis H, /3 is true, then m/®) (uq, p3) = p,
vy = 0

and

o2 1+ ng/n1 + (n20%)/(n103)

vy +ng(pn — p2)

B V(ny +n3)o? + nao? '

1— M2 14+ n3/ny
V2:\/TT2M M\/ /2

If the hypothesis H; /3 is true, then

\/ns 4 (mtnnaod

ny nanO—%

but if Hy/3 is true, then

n3o3(nans + (n1 +n3)?) + ninanzol
ninz(n1o2 + nzo?)

If Hy /3 is true, then the random event of correct classification

CCl(C) = {d('(}/(n)) = 1}7

(33.3.6)

(33.3.7)

(33.3.8)

(33.3.9)

(33.3.10)

(33.3.11)

in view of (33.3.3) and Lemma 33.3.1, obtains the representation

Cile) = {|N1(07 DR AN C.C}

(33.3.12)

with independent random variables N7 and Ns , v5 from (33.3.9), « from
(33.3.10) and ¢ from ( 33.3.5). This proves the following theorem.
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THEOREM 33.3.2
If the hypothesis Hy /3 is true, then Py(CCi(c)), the probability of correct
classification into the population 11y, satisfies the representation formula

P (CCi(c)) =@ 1 0 (CCy(e) (33.3.13)
(O,VQ)T,< 0 1 >

for all ¢ > 0, with

t]
* _ th.t T 2: |1 .
CCy(c) {( 1,t2)" €R o1+ ba] <(-c

and vy, Kk, and ¢ as in (33.3.9), (38.3.10), and (33.3.5),respectively.

If the hypothesis Hy/3 is true, then the random event of correct classifi-
cation into the population Ils,

CCs(c) = {de(Y(m)) = 2},
satisfies for all ¢ > 0 the representation

_ |N1(v1,1)]
CCsy(c) = { N1 (on, 1) + #Na (o, 1)) > C-c}, (33.3.14)

where k and ¢ are to be chosen according to (33.3.11) and (33.3.5),
respectively,

H2 — M1 \/nln?)(/lQ - Ml)

” = = (33.3.15)
Vo3/ns+ot/ni \/niol + nzot
and, since
1/3 _ M1 — M2
m 9 - - T
(11, p2) — pio T+ 3/
V9 is defined as
1 — [ n3\°> nso?  non
1— M2 3 2 07 2n3
Vo = /g ———> 1+-2) + 214
? 2 02 / < n1> ni o3 nj
n _
1 = pi2) (33.3.16)

\/O’%(ngng + (n1 —+ ’17,3)2) =+ U%nlng .

The following theorem is an immediate consequence.
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THEOREM 33.3.3
If Hy s is true then the probability of correct classification into the pop-
ulation Iy, Py(CCy(c)), satisfies the representation formula

Py (CCs(c)) = ( 10 )(CCS(C)) (33.3.17)
(v1,02)7,
0 1

for all ¢ > 0, with

t]
CCx(c) =4 (t1,t e, Il
5(c) {(1 2) it + o] C-c
and v, va, K, ¢ as in (33.3.15), (83.3.16), (83.3.11), and (33.3.5), re-
spectively.

The representation formulae for P;(CCi(c)) in Theorem 33.3.2 and for
P,(CC4(c)) in Theorem 33.3.3 do not only reflect different quantitative
situations but they are also of different qualitative nature. The most
obvious difference between v; = 0 in (33.3.8) and 14 # 0 in (33.3.15) can
be easily detected. The following theorem presents a second represen-
tation formula for P»(CCs(c)) which corresponds in quality to that for
Py (CCq(c)) in Theorem 33.3.2. Its proof repeats that of Theorem 33.3.2
and will be suppressed therefore here.

THEOREM 33.3.4
If Hy 3 is true then the probability of correct classification into the pop-
ulation Iy satisfies for all ¢ > 0 the representation

Py(CCy(c)) = @ L0 (CCy(0)), (33.3.18)
(0~,172)T,< 0 1 >

where

— _ T 2.& g
CCs(c) = {(tlv@) €R%: [t1 + Fta] = C}

with ¢ as in (35.5.5),

- ng | n3(ng +nz) o}

5 (33.3.19)
%) ning g5

and

- Vg +ng(pe — p1)

Dy = . (33.3.20)
Vv (n2 +n3)o? +ni03

The next theorem follows by analogy.

©2001 CRC PressLLC



THEOREM 33.3.5
If Hy 3 is true then it holds for all ¢ >0

P(CCy(c)) = ® L o\ (COe), (33.3.21)
(o 1)

where

AN T 2. |t ¢
CCl(C) = {(tl,tg) € R*: 7|t1—|—l~€t2| > C}

with ¢ as in (33.3.5),

2 2 2
nzo(nin ng +n N1N2N30
P 31(13+(2+2 3))+2 177270372 (33.3.22)
anLQ(TLlUl +n30—2)
and
Tiam -
5 - M (33.3.23)
/n20? + n303
as well as

By = na(pe — pi1)
Voi(ning + (na +n3)?) + ningo?

(33.3.24)

33.3.2 Representation Formulae Based upon the Doubly
Noncentral F-Distribution

It was shown in John (1961) and Moran (1975) that the probabilities of
correct classification can be expressed in terms of the doubly noncentral
F-distribution if expectations are unknown but covariance matrices are
known and equal and the linear discriminant function is used for classi-
fying an individual into one of the populations II; and II;. It has been
recently proved, in Krause and Richter (1999), that the probabilities of
correct classification can be also expressed in terms of the doubly non-
central F-distribution if both expectations and covariance matrices are
unknown but a certain generalized minimum-distance rule is used for
making the decision. Here, a result will be derived which is equivalent
in content to the latter one but different from it in form. The method
of proving this result developed here differs from that in Krause and
Richter (1999) in using basically a two-dimensional representation for-
mula from the preceding section whereas the proof of the corresponding
result in Krause and Richter (1999) starts from a sample space measure
representation formula.

The aim of what follows is to determine the Gaussian measure of
CCY(c) in accordance with Theorem 33.3.2. To this end we describe the
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boundary of the set of points satisfying the inequality

[t1]

— < (C 33.3.25
DR (33.3.25)
with the help of the straight lines
1 (=1 ,
gj - tQ =— |1+ tl,] = 1, 2. (33326)
K Ce

It turns out that the set of solutions of (33.3.25) includes the to—axis
in its inner part. The straight line g5 belongs for all values of (c to
the union of the second and third quadrants in a cartesian coordinate
system, i.e. it belongs to the union of the sets {t; < 0,t3 > 0} and
{t1 > 0,ty > 0}

The straight line g; belongs to the same set if (¢ > 1 but to the union
of the first and fourth quadrants if 0 < (¢ < 1. The straight lines ¢g; and
g2 intersect within the set (33.3.25) under an angle « satisfying

(@)
o=m—arctan | —— {14+ —
K Ce
+(=1)Hee<t}t . arctan <—; <1 — 1)) . (33.3.27)

Notice that the set of points (t1,%2)7 corresponding to (33.3.25) repre-
sents a cone. That is why there exists a vector (t19,t20)? € R? and a
positive real number d = d({c) such that a vector (t1,t2)7 € R? satisfies
condition (33.3.25) if and only if it satisfies the condition

H (tla tQ)T - H(tm,tzo)T (t1> t2>T||2

< d>. 33.3.28
||H(t10,t20)T (t17t2)TH2 ( )
The latter condition is equivalent to
titag — tat1g)?
(titao — to 10)2 < &
(t1t1o0 + tatao)
or
(q—ta/t1)? < d*(1 + qta/t1)? (33.3.29)
where

q = tao/t10.

Let us determine now a solution (q, d). Recall that the boundary of
(33.3.25) can be described by the equations (33.3.26). The temporary
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assumption that we have in (33.3.25) and (33.3.29) equalities instead of
inequalities leads us to the equation systems

q—d 11 g+d 1 1

= —— 4 = —— — — 33.3.30
dg+1 Kk KCc ' 1—dg K KCc ( )
and a1 1 d 1 1
q-— q+
N — = ——+ —. 33.3.31
dg+1 k  kKCc ' 1—dg H+I€CC ( )

The solution of (33.3.30) is given by

1 e 1 1 e 1Y)?
d= 3 (HCC—F T KCC) + 2\/<HCC+ P W) +4, (33.3.32)

q:[d_iJr;}/{urd_d] (33.3.33)

The solution of (33.3.31) is given by

1 Ce 1 1 e 1)
d——§ (HCC-I—H—HCC)'FQ\/(HCC‘FH—HCC) +4, (33.3.34)

— [d— i } / {14- -+ } . (33.3.35)

Consequently, the representation (33.3.25) for the cone under considera-
tion is equivalent to the representation (33.3.29) if the quantities d and ¢
are chosen there either according to (33.3.32) and (33.3.33) or according
to (33.3.34) and (33.3.35), respectively. Hence, the following lemma has
been proved.

LEMMA 33.3.6
The probability of correct classification into 11y satisfies the representa-
tion

P, (CCy(c))

- (I)(O,vz)T,(l 0) <{(t1,tz)

HH(f«lovtzo)T (tl’tz)T”z

T €R2: H(thtg)TiH(tmvtzo)T(tl’m)TH2 <d2}> .
01
Here, vy is chosen as in (35.3.9), (ti0,t20)” € R? is an arbitrary vector

satisfying taog/tio = q and d and q are to be chosen according to either
(85.8.32) and (33.5.83) or (33.5.84) and (33.3.35).
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It follows from the definition of the doubly noncentral F—distribution
with (1,1) degrees of freedom and from the invariance of the two-dimen-
sional standard Gaussian measure with respect to orthogonal transfor-
mations that P;(CCi(c)) can be expressed as a suitable value of the
cumulative distribution function F ; A2 AZ- The noncentrality parame-
ters of this distribution are

83 = [ e O = 208
tro,t20)7 (U, V2 2, + 3,
and 2 12
A7 = 10.)7 = g 0,007 = 2
10 20

As a result, the following theorem has been proved.

THEOREM 33.3.7
If Hy 3 is true, then

Pi(CCi(c)) = Fi1,a2,a2 (d*)

with vo,d,q as in Lemma 33.3.6 and

2 2
2 V2 2 vy

Al= = A3=_—2 .
Y142 T 1+ 1/¢?

Notice that a corresponding result in Krause and Richter (1999) is dif-
ferent in form and it is not obvious how to transform one of the results
into the other in a direct way.
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34

Estimation of Cycling Effect on Reliability

Vilijandas Bagdonavicius and Mikhail Nikulin
Vilnius University, Lithuania
University Bordeauz 2, Bordeauz, France

ABSTRACT Accelerated life models including cycling effect are intro-
duced. These models are modifications of the additive accumulation of
damages and generalized proportional hazards models. Semiparametric
estimation procedures are proposed.

Keywords and phrases Accelerated life models, additive accumula-
tion of damages, cycling stress, generalized proportional hazards, semi-
parametric estimation

34.1 Models

If an item is functioning under a periodic stress, the number of cycles
has an effect on reliability. The greater the number of stress cycles,
the shorter is the life of items. The purpose of the paper is to formu-
late models including the effect of cycling and to give semiparametric
estimation procedures for reliability characteristics corresponding to the
usual stress conditions using experiments under accelerated stresses with
greater numbers of cycles and possibly greater amplitudes then those of
the usual stress.

Consider modification of the AAD [additive accumulation of damages,
Bagdonavicius (1978)] model. Suppose that stresses are differentiable
periodic time functions z(-) : [0,00) — B € R and let T, be the
time-to-failure under the stress z(-).

Under the AAD model the stress changes locally only the scale: the
survival function Sy(.y(t) = P{T,() > t} has the form

Suy(t) =G {/Ot r{a(u)} du} .

When cycling effect is present, this model is not appropriate. Denote
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by Az the amplitude, by At the period and by

1 At
= E/o x(u)du

the mean value of z(-). The number of cycles in the interval [0, ¢] is

n(t) :/o | d1{z'(u) > 0} | .

Consider [cf. Schabe and Viertl (1995)] the following generalization of
the AAD model:

Saiy(®) :G{rl{x}t—i—rg{Ax}/O | d1{z’(u) > 0} |}. (34.1.1)

The second term includes the effect of cycling: if the number of cycles
and the amplitude are greater then the probability to survive until the
moment ¢ is smaller (the function G is decreasing).

Consider also a modification of the generalized proportional hazards
(GPH) model [Bagdonavi¢ius and Nikulin (1999b)]. Let

(8) = lim ~ P{Th € (bt +h] | Toey > £} S0l Lo
= lim — = —
() (t) = lim - P{Ty() € (¢, =() 500 2

be the hazard rate function under the stress z(-). Denote by

Ao (t) = /0 oy (wW)du = —In{S,y()(B)}, £ > 0,

the accumulated hazard rate under z(-).
The GPH model holds on E if for all z(-) € E

ag()(t) = r{z ()} ¢{Az) (1)} ao(t).

The particular cases of the GPH model are the proportional hazards
[PH, Cox (1972)] model (¢(u) = 1) and the AAD model (ap(t) = ap =
const).

Examples of other particular cases are:

au(y(t) = r{z(O 1+ Auy (1) ao(t),
Ao (1) = r(a(t) 400 ag(t),

o (£) = r(a(t)) ——

14 vAg (1) (t)-
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In terms of survival functions, the GPH model is written in the form:

Sa(y(t) =G {/Ot T{x(U)}dH(So(U))} ;

where the survival function G is such that it’s inverse function H has

the form Cnw
Hu = [
0 q(v)

and the baseline function Sy doesn’t depend on the stress. Generalization
of the GPH model, including the effect of cycling, has the form

S,y(t) =G {rl{x} H(So(t)) +r2{Aw}/0 | d1{z'(u) > 0} |} .

(34.1.2)

34.2 Semiparametric Estimation

Semiparametric estimation for the AAD model was considered by Basu
and Ebrahimi (1982), Sethuraman and Singpurwalla (1982), Shaked and
Singpurwalla (1983), Schmoyer (1986, 1991), Robins and Tsiatis (1992),
Lin and Ying (1995), and Bagdonavicius and Nikulin (1999a,b and 2000).

Estimation for the PH model was developed by Cox (1972), Tsiatis
(1981), and Andersen and Gill (1982).

Particular cases of the GPH model with parameterization of ¢ was
considered by Andersen et al. (1993) and Bagdonavi¢ius and Nikulin
(1999b), with completely known g by Dabrowska and Doksum (1988a,b),
Cheng, Wei and Ying (1995), Murphy, Rossini and van der Vaart (1997),
and Bagdonavic¢ius and Nikulin (1997a,b,c).

34.2.1 The First Model

Suppose that the model (34.1.1) is considered, the function G is unknown
and the functions r; and ro are parameterized. The most common pa-
rameterizations for this type of models are

7i(u, Bj) = exp{Bjo + Brpj(u)} (1 =1,2),

where ¢; are specified and 3; = (ﬂjo,ﬂjl)T. We can take B9 = 0
because the function G' is unknown. Set 3 = (31, 37)T.

Let 1(-), ..., zk(-) be periodic differentiable stresses with different cy-
cling rates and possibly different amplitudes.
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Suppose that & groups of items are observed. The ith group of n;
items is tested under the stress z;(-) time ¢;.

Denote by N;(7) the number of observed failures of the ith group in
the interval [0, 7] and by Y;(7) the number of items at risk just before
the moment 7, by T;; < ... < T}, the moments of failures of the ith
group, m; = N;(t;).

The purpose is to estimate reliability of items under the usual stress
xo(+) with smaller cycling rate and possibly smaller amplitude than those
of the stresses x;(-).

The survival function under the stress x; is

Sp(y(t) =G {n{xi,ﬂl}t + 7”2{A1'i7ﬁ2}/0 | d1{a;(u) > 0} I} -

In the particular case when Z; = Zo for all i, we can take ri(u) = 1
because G is unknown.

The idea of estimation procedure is similar to the idea of the EM
algorithm. At first a pseudoestimator (depending on () of the survival
function G is obtained. After the parameter 3 is estimated using the
maximum likelihood method.

The random variables

ng
Riy = ra{as, G} Ty + raf s, o) [ ] dfai(w) > 0} |
0
can be considered as “observed” pseudofailures in the experiment where

nitems, n = """, n;, with the survival function G are tested and n; —m;
among them are censored at the moment g;(t;, 3), where

t
g:(t,3) = rl{xi(u),ﬁl}t—l—rg{Ami752}/ | d1{z}(u) >0} | .
0
Denote by h;(t, 3) the inverse function of g; with § being fixed. Then
k
N:(r,8) =Y Ni(hi(, 3))
i=1

is the number of “observed” failures in the interval [0, 7] and

k
Yi(r,8) = Zn(hm B3))

is the number of items at risk just before the moment 7.
The survival function G can be “estimated” by the Kaplan-Meier es-
timator [see Andersen et al. (1993)]: for all s < max;{g;(¢;, 5)} we have

2. ) — _ANR(@B) XL AN(u(7, )
. 771_[9 (1 Y5(r, 8) ) 771;15 (1 S Yi(h(r, B) )
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where
ANE(r,8) = NB(r,8) — NE(r—,3).

If there is no ez aequo (ties) then the pseudoestimator G can be written:

- 1
G( ,ﬁ) - 1-— .
’ (i7j):Ti£[h1:(s7ﬂ) ( Zf:l }/l(hl(gi(Ti_ﬁﬁ)aﬁ))

The likelihood function is defined as

k my

- H H[é(gl(ﬂjfaﬂ)aﬁ) - ( ( Zjaﬁ) /6)]én17m1 (gl(twﬂ)aﬁ)a

i=1j=1

where

Glu=,8) =lm G(u—c, ).

In parametric models the likelihood function is a product of densities
in the observed failure points and survival functions in the censoring
points. In our case the density f = —G’ is unknown and the factor
which corresponds to a failure is replaced by a jump of the function G,
therefore factors

G(9:(Ti5—.B), B) — G(g:(T35, B), B).-

are included in L(3).

If there are er aequo then denote by T7(3) < ... < T;/(3) the different
moments among ¢;(T;;,3) , d; - the number of pseudofailures at the
moment 77 (). Then for any s < max;{gi(t;, 5)}

. d;
G(s,B) = | II (1_ Zyilm(hl(T;ﬁ)(ﬁ)))

3Ty (B)<s

and

“Mi(gi(ti, B), B)-

I\Ew

f[ ,B) — G(T} (B

The maximum likelihood estimator maximizes L(8): 3 = ArgmazxgL(3).

The survival function under the usual stress xg(-) is estimated for
any s < max;{g;(t;,8)} by replacing unknown parameters 8 by their
estimators 3 and the stresses z(-) by the usual stress zo(-) in the formula
(34.2.334.1.1):

S’xo(s) = é {Tl{fo,/él}t+T2{A$0,,32}/o ‘ dl{xf)(u) > 0} |,B} .
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34.2.2 The Second Model

Consider the model (34.2.334.1.2) with pre-specified parameterization
ri = ri(u, ;) and ¢ = ¢(u,v) (or, equivalently, G = G(t,7) = G,(t))
via the parameters 0 = (31, 8%,7)7, 82 = (B20,521) and an unknown
baseline function g (t).

Suppose that the plan of experiments is as before. Put

Xij = Tij Nti, i = Lyry <oy Nig(t) = Lgr <es,,=13
Y:ij(t) = 1{X,;j2t}7 A= Azi()
Estimation is also a two-stage procedure. To obtain a pseudoestimator

of the baseline function Sy we note that the compensator A;(t) of the
counting process N;(t) is

/ V() (As (u—)) (1 (1) H (So )

+ra(Az;) [ d1{zf(u) > 0} |),

where
P(u) =a(H(e™)), a = -G'/G.

It indicates a pseudoestimator (still depending on 6) for Sp:

SO(tae)

_alp dAN()=Y 7| r2{Awi,B2}Yi(w) ¥y (Ai(um)))dL{a) () >0}

=Gy o Y v (A )
D oisy (@B Yi(w) ¥y (Ai(u—))

where A; is the Nelson-Aalen estimator [see Andersen et al. (1993)] of
AZ‘Z

~ b dN;(u)
Ai(t) = g
=], Viw
The likelihood function
k. m;
H H Ej_ 9 (I—IL]7 0)] Uznliml (t'u 9)7 (34‘2'1)
i=175=1

where

Ui(t,0) = Gy {r1(Zs, B1)
¢ AN (w)=Y 7 ra{Aw, o} Yi(u) ¥o (A (u—)) [d1{z] (u) >0}
fO k _ —
Yoy m1(@B1) Yi(w) vy (Ar(u—))

trof{Azy, Bo} | d1{zl(u) > 0} |}. (34.2.2)

©2001 CRC PressLLC



If k; are small, the Nelson-Aalen estimators may become inefficient and
the estimators A; should be replaced by estimators which are functions of
all data:these estimators are determined recurrently [cf. Bagdonavicius
and Nikulin (1999b)]:

00) = [ s (Asum, ) a0 50) 4 (S0l 0)
+ro(Azy, B2) | d1{x}(u) > 0} |), (34.2.3)

where

H,(So(u,6))

_ / dN (1) = S, ra{ Ay, B} Yi(u) ¥ (As(u—, 0)) | d1{j(u) > 0} |
0 S (5, 1)Yi(u) by (As(u—, 0)
The likelihood function has the form (34.2.334.2.1), where the functions
Ui(t,0) are as in (34.2.334.2.2) with the only difference being that the

Nelson-Aalen estimators A; (t) are replaced by A;(t,6). Note that to find
an initial estimator #(°) you need initial estimators A (t 0) and vice

versa: to find initial estimators AE )(t, ) you need an initial estimator
6O, This problem can be solved by taking the initial estimator 6(©)
obtained by the first method with Nelson-Aalen estimators. Then the
initial estimators AEO) (t,0(9)) are obtained recurrently from the equations
(34.2.334.2.3). The estimator (1) is obtained by the likelihood function,
Where U (t,) are obtained by the formula (34.2.334.2.2), replacing A;(t)
by A (t 9(®) and so on.

The estimator of the survival function S,,(t), ¢ < 7, under the usual
stress is

S (1)
t
=G {T1{$0,61}H@(So(t,9)) + TQ{Aa?o,ﬁQ}/ | dl{x6(u) > 0} |} .
0
The asymptotic normality of estimators can be proved by arguments

similar to the ones used in Bagdonavi¢ius and Nikulin (1999b) for GPH
models.
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35

A New Test for Treatment vs. Control in
an Ordered 2 x 3 Contingency Table

Arthur Cohen and H. B. Sackrowitz
Rutgers University, New Brunswick, NJ

ABSTRACT Suppose two treatments are to be compared where the
responses to the treatments fall into a 2 x k contingency table with or-
dered categories. Test the null hypothesis that the treatments have the
same effect against the alternative that the second treatment is “better”
than the first. “Better” means that the probability of falling into the
higher of the ordered categories is larger for the second treatment than
for the first treatment. (In technical terms what we define as better is
stochastically larger.) For k = 3 we propose a new test that has very de-
sirable properties. The small sample version of the new test is unbiased,
conditionally unbiased, admissible, and has a monotone power function
property. It is not easily carried out. The large sample version of the
test is approximately unbiased, has desirable monotonicity properties,
and is easy to carry out. The new test seems preferable to the likelihood
ratio test and to the Wilcoxon-Mann-Whitney test.

Keywords and phrases Wilcoxon-Mann-Whitney test, likelihood ra-
tio test, unbiased test, likelihood ratio order, stochastic order, indepen-
dence

35.1 Introduction

A classical model in determining the effectiveness of a treatment is to ad-
minister a placebo to n; individuals and to administer the treatment to
ng individuals. Suppose the responses are categorical and the categories
are ordered. For example, the categories oftentimes are no improvement,
some improvement, cured. For such a model one wishes to test the null
hypothesis that treatment and placebo effects are the same against some
one sided alternative that the treatment is “better” than the placebo.
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There are various ways to formally define “better”. One way, which is
oftentimes convincing, is to say that the treatment is better than the
placebo if the proportion of individuals for the treatment group in the
higher categories of the ordering, is larger than the comparable propor-
tion in the placebo group. This way of describing “better” is formally
called stochastic ordering.

The situation above arises in connection with many 2 x k ordered
contingency tables. Each row of the table represents a treatment or a
condition while the ordered k levels of the other factor represent some
reaction or status that may very well be influenced and can be correlated
with the treatment or condition. There are an abundance of such tables.
In fact Moses, Emerson, and Hosseini (1984) identified 27 instances of
2 x k tables in a survey of articles in vol. 306, 1982 of the New England
Journal of Medicine. Many of these articles involve 2 x 3 tables. In some
of the 2 x k tables the row totals are not predetermined as in our opening
model. Nevertheless, in the situation where only the total number in all
cells is predetermined a comparable testing problem is to test a null of
independence against a one sided alternative of stochastic ordering of
conditional probabilities.

A very popular approach to this testing problem is to use nonpara-
metric types of tests including the Wilcoxon-Mann-Whitney (WMW)
rank test. See for example Rahlfs and Zimmerman (1993), Emerson
and Moses (1985), Agresti and Finlay (1997), and Moses, Emerson, and
Hosseini (1984). This latter paper is essentially reproduced in the book
Medical Uses of Statistics, second edition (1992). Reference in the ar-
ticle is made to Stat Xact, a software program based on the WMW
test. Grove (1980) derives and studies the likelihood ratio test (LRT) for
testing independence vs. stochastic ordering of conditional probabilities
assuming a 2 X k ordered contingency table when the total number of ob-
servations is fixed (full multinomial model). Bhattacharya and Dykstra
(1994) derive and study the LRT for testing equality of two multinomial
distributions against stochastic ordering when there are two indepen-
dent distributions (product multinomial model). More recently, Berger,
Permutt, and Ivanova (1998) offers tests for a 2 x 3 table. Cohen and
Sackrowitz (1998) offer a new testing methodology that can be applied
in this situation when samples are not large. See also Cohen and Sack-
rowitz (1999b).

In this paper, for 2x 3 ordered contingency tables (under either the full
multinomial model or the product multinomial) we will propose a new
test. This new test will be decidedly preferable to the WMW test and
on an overall basis, preferable to the LRT. It is preferable to the tests
proposed by Berger et al. and for large samples, preferable to the test
methodology of Cohen and Sackrowitz (1998). The test recommended
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for the problem has very strong theoretical properties that the other
tests do not have. In fact the theory exposes serious weaknesses of the
WMW test implying that it should not be used. The LRT and Berger
et al. tests are shown to have shortcomings. The simulation study bears
out the theoretical support for the test we recommend.

In the next section we describe the test we recommend. Call it CST.
One additional advantage of CST is that it is easy to implement for
moderate samples sizes. We give a numerical example. In Section 35.3
we give a simulation study that compares the size and power of CST,
LRT, and WMW. In Section 35.4 we indicate some theoretical properties
of CST and the shortcomings of the other tests. All proofs are given in
the Appendix.

35.2 New Test, Implementation and Example

Consider the following 2 x k contingency table

Xir | Xig | o | Xug || ma

Xop | Xog | -+ | Xog || m2

n | [T n
The X,;, 1 =1,2;j =1,2,...,k are cell frequencies with Z§=1 Xi; =
n; and ny +ng = n. The T}, j = 1,2,...,k are column totals. For
the product multinomial model the n; are fixed sample sizes and X; =
(Xi1,...,X;x) has a multinomial distribution with probability vector

p; = (pi1,.-.,pix) such that Z;L;lpij = 1. Test Hy : p1 = p2 Vs.
H1 — HO where

k k
H1 : Zplj Sngj, fOI‘€:2,...,kJ. (35.2.1)
=0 =0

This alternative is called stochastic ordering.
Now let k£ = 3. We first describe our test procedure when n; and

ng have moderate to large samples sizes (n; > 15). Let Y7 = X1,
Yy = Xi1 4 Xug, py, = miTy/n, py, = mi(Ty + Ta)/n, op, = ni(n —

n1)Ti(n—T1)/n*(n—1), 02, = ni(n—n1)(Ty+12)(n—T1—T3)/n*(n—1),
p = \/Tl(n— Tl — TQ)/\/(TL — Tl)(Tl —|—T2), Bl = (Y1 _:uyl)/gyu 82 =
(Yo = piy,)/0yy, M = (0, — 0y,p)/(0y, — 0y, p), and let R(w) be the

decreasing function defined as

R(w) = p(w)/P(w), (35.2.2)
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TABLE 35.1
Body weight class

Light Medium Heavy
condition absent (p1) 22 28 14
condition present (p2) 6 16 18

where ¢(w) is the standard normal density function and ®(w) is the
standard normal cumulative distribution function. (Note R(—w) is Mill’s
Ratio.) Our test procedure is carried out by determining a p-value. If
the p-value is to be used for testing at a particular significance level,
clearly we reject if the p-value is less than the given level.

Determine the p-value as follows:

Consider whether

B — < -
MR(IBM) = R<M>. (35.2.3)

T—p2 ) > /T— p2

If the left hand side of (35.2.3) > right hand side fix By and find
Bf > Bj such that equality holds in (35.2.3). Find the p-value from
tables of the bivariate normal distribution BV N((0,0); (1,1, p)) by find-
ing 1—F(B7, B2) where F is the bivariate normal cumulative distribution
function. If the left hand side of (35.2.3) < right hand side fix B; and
find B > Bj such that equality in (35.2.3) holds and proceed as before.

Note that tables of the bivariate normal BV N((0,0); (1,1, p)) appear
in Tables of the Bivariate Normal Distribution and Related Functions,
National Bureau of Standards (1959) and is also available in IMSL.

As an example we use some of the data in Zar (1996). Consider Table

35.1.
The data are the frequencies of occurrence among elderly women of a
skeletal condition, tabulated by body weight. The null hypothesis is that
the distribution for condition present is the same as for condition absent.
We note the weight categories are ordered and the alternative hypothesis
is that the condition present distribution is stochastically larger than the
condition absent distribution.

Find ny = 64, no = 40, T} = 28, To = 44, puy = 17.23, po = 27.08,
oy, = 2.21, 0y, = 2.30, p = .405, M = 91, By = 2.16, By = 2.47. Using
(2.3) and tables of the standard normal distribution find Bf = 2.44. Use
IMSL subroutines to find a p-value of .014.

REMARK For the full multinomial model Hy : p;; = p;p; and H; :
k k . -

Y iy p1i/p1 < ijepgj/pg_, where p;; is the cell probability, p; =

ijl Dijs D.j = Z?Zl pij- The test procedure and all results are exactly
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the same. This is true since the test is performed conditionally given all
marginal totals. Thus it doesn’t matter if n; and ns are treated as fixed.

When the sample sizes are not large the new test can be described
but is more difficult to implement. Let k& = 3. The new test is per-
formed conditionally given ny,T7,T5. Let 1(y1,y2) be the test function
i.e. ¥(y1, y2) is the probability of rejecting Hy when (y1,ys2) is observed.
Then CST is as follows:

1 ify1>0101‘y2>02
Y1 if0§y1<01,y2:C’2
Y(y1,y2; C1, C2,71,72) = § V2 ify, =C1,0<y2 <Co
max(y1,72) if y1 = C1, y2 = C
0 otherwise,
(35.2.4)

where 71,72, C1, Co are chosen so that the test has size o and satisfies

En {[(Y2 = Y1) — Eg, (Yo — Y1)]9(Y1,Y2)|n1, T1, T } = 0. (35.2.5)
(Efy{:|n1,T1,T>} means conditional expected value under Hy.)

REMARK When sample sizes are not large considerable randomization
may be required. In this case a method described in Berger and Sack-
rowitz (1997) can be used to improve the test described in (35.2.4). |

35.3 Simulation Study

We consider the product multinomial model.

In this section we offer simulated power functions for the LRT, the
WMW rank test, and for CST. All tests in the simulation were carried
out at the .05 level of significance. The LRT was carried out using
Theorem 8.F.1 of Bhattacharya and Dykstra (1994). That is, the LRT
statistic is calculated and its p-value is determined using the probability
bound of Theorem 8.F.1. If the p-value < .05 the test rejects.

The WMW test was carried out using the limiting normal distribution
of the normalized test statistic.

Table 35.2 contains simulated power for the LRT, WMW rank test,
and the CST. The simulation was based on 10,000 iterations. The sample
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sizes for each multinomial was 25. From the table we note that samples
sizes of 25 seem adequate for using the normal approximation associated
with CST since the size of the test is close to .05. The size of the LRT
will always be less than .05. We also note that for those alternatives
considered, which represent a wide diversity of alternatives, CST is doing
better than LRT in the majority of cases and CST is decidedly better
than the WMW rank test.

Additional simulations for sample sizes (ny = 15,ns = 20), (n; =
25,n9 = 15), (n; = 50,ny = 40) were done and the same pattern as
in the case (ny = 25,ny = 25) was observed. Thus we feel that the
simulation supports the theoretical findings to be discussed and leads us
strongly to recommend the CST.

In regard to the WMW test we can refer to Hilton and Mehta (1993).
In that paper it was noted that if the WMW test is performed uncondi-
tionally and without regard to randomization then its power will be poor.
Furthermore the alternative hypothesis for which WMW is considered
in that reference is not the stochastic order alternative we study. The
alternative which these authors and Mehta, Patel, and Tsiatis (1984)
study is the more stringent alternative called likelihood ratio order. See
Cohen and Sackrowitz (1999a) for a discussion of various alternatives.

Two further comments regarding CST and WMW. In our simulation
the power of CST is doing well relative to WMW even for likelihood ratio
order alternatives. Second, our theory will demonstrate that WMW
must have very poor conditional power (less than «) for many stochastic
order alternatives. It follows that if the alternative is stochastic ordering
WMW should not be used.

35.4 Theoretical Properties

The test CST was developed so that it would have the desirable proper-
ties of being unbiased and it would lie in a nontrivial complete class of
tests. It has the further property of being conditionally unbiased given
the marginal totals are held fixed. Still further it has a strictly increasing
power function in certain directions in the alternative space.

We describe the theoretical properties in terms of the product multino-
mial model and remark that the properties hold for the full multinomial
model. Recall that the product multinomial model entails X;, i = 1,2 as
independent multinomial vectors denoted by M (n;, k,p). Let the odds
ratio 6; be defined as 0; = (p1jpor/p2;p1x) and let v; = logf;. Let
T; = X1j + Xo;. The joint density of Xy, X, is
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TABLE 35.2
Simulated power functions

POWER
Parameter CST | LRT | WMW
’Vpll P12 plS“

P21 P22 P23

.33 .33 .33 .0511 | .0440 .0409
.33 .33 .33

2 4 4 .0504 | .0429 .0376
2 4 4

.25 .25 .25 .0499 | .0436 .0360
.25 .25 .25

.33 .33 .33 .2657 | .2308 .2461
.25 .25 .5

4 4 2 .8564 | .8271 .8081
2 2 6

25 .5 .25 .6838 | .7325 .5665
2 2 6

.33 .33 .33 2866 | .2303 .2693
2 .33 .47

4 .1 5 4139 | .3832 .2204
2 .2 .6

2 4 4 .2559 | .3345 .2223
2 .2 .6

6 2 2 7807 | .8361 .5962
2 6 .2

b5 1 4 1237 | 1707 | .0754
4 2 4

45 .1 45 .0837 | .0996 .0548
.40 .15 .45

4 1 5 4716 | .3694 .3505
2 .1 .7

4 1 5 .8195 | .7315 7295
1 .1 .8

4 2 4 .8209 | .7446 .7455
1 .2 .7

5 3 .2 .4805 | .3969 .4699
3 3 4

5 .2 .3 .6022 | .5008 .5683
.25 .2 b5
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nl!nQ! Tii
4,5 " j=1 j=1

TT g

Under Hy : p1 = po, it follows that T}, j = 1,2,...,k are sufficient
and complete statistics. The conditional distribution of X;, X5 given
T1,...,Ty is the multivariate extended hypergeometric distribution. Its
density can be expressed as

i T, kol koo kol
{H (m ) 9;1]]/{ > I (x]> HH;“J}, (35.4.2)
j=1 15 =1 1 =

x1€A j=1

Where>A = {xgl) 0L 2; <Tj,5=1,...) k=1, z1p, =m —Zf;ll z1j <
thes Z?;ll z1; < n1}. From (35.4.2) we note that the conditional distri-

bution of X given T is a multivariate exponential family distribution
of the form

f(x(l); v)= CT(V)h(x(l))ex(l)/V, (35.4.3)

with v;, j =1,2,...,k — 1 as the natural parameters. (The v; are log
odds ratios formed by the 5! and k** columns of the 2 x k table.) Fur-
thermore, under Hp, v = 0. From Lemma 2.1 of Berger and Sackrowitz
(1997) it follows that given a value of v with v; > 0, there exists a pair
(p1,p2) such that p; <g p2 (p1 is stochastically less or equal to p2)
and (p1, p2) yield the given value of v. (For that same value of v there
could exist (p1, p2) such that p;1 £, p2.) For purposes of determining a
complete class, an admissible test, or an unbiased test for Hy vs. Hi,
we can find a complete class, an admissible test and an unbiased test for
the conditional problem of testing Hj : ¥ = 0 vs. H{ : v; > 0. This
was noted in Berger and Sackrowitz (1997). Furthermore from (35.4.3)
and using arguments of Eaton (1970) it follows that a complete class of
tests, C, consists of test functions that are monotone nondecreasing as
a function of x1; when z1o,... , T1(k—1) are fixed. This too was noted in
Berger and Sackrowitz (1997).

We now concentrate on the special case k = 3. We first offer a set of
sufficient conditions for a test ¥ (z11,212) to be conditionally unbiased,
hence unconditionally unbiased, and to lie in the nontrivial complete
class noted earlier. Afterwards we will show that CST satisfies the con-
ditions.
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THEOREM 35.4.1

Sufficient conditions for a test ¥ (x11,x12) to be conditionally unbiased

of size a and to lie in C are

¥ is nondecreasing in x11 for fired x11 + x12

1 is nondecreasing in x11 + x12 for fived x11

Ey—o(X11, X12) =

Ey—0[X12 — By=0X12J¥(X11,X12) =0

The function

Q(Xlz) = Ey:0[¢(X11, X12)|X12]

decreases and then increases.

PROOF See the Appendix. |

(35.4.4)

(35.4.5)

(35.4.6)

(35.4.7)

(35.4.8)

REMARK The proof of Theorem 35.4.1 demonstrates a stronger result
than conditional unbiasedness of the test. The test ¥ satisfying prop-
erties (35.4.4)—(35.4.8) has a conditional (unconditional) power function

that is increasing as a function of v; for every fixed vo. |

Next we state

THEOREM 35.4.2
The test in (35.2.4) is conditionally unbiased and lies in C.

PROOF Sece the Appendix. |

In Section 35.2 we indicated how to implement the test for moderate or
large samples. This implementation was based on some limiting results.

The implementation was possible because of
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THEOREM 35.4.3
The approzimate p-value of the test procedure in (35.2.4) is as follows:
Consider whether

By —Bop\ = _(Bs—B
MR(IZP> = R(H}). (35.4.9)
1—p2)> 1—p2

If the left hand side of (35.4.9) > right hand side fix By and find By > By
such that equality holds in (35.4.9). Find the p-value from tables of
the bivariate normal distribution BV N((0,0); (1,1, p)) by finding 1 —
F (B3, Bs). If the left hand side of (35.4.9) < right hand side fiz By and
find B > By such that equality (35.4.9) holds, and proceed similarly as
before.

PROOF See the Appendix. |

We now make some comments regarding the LRT, the WMW test, and
the tests proposed by Berger et al. The LRT is not performed condi-
tionally given the marginal totals. The marginal totals form a sufficient
and complete statistic under Hy, and therefore to achieve a similarity
property the test should be performed conditionally. Hence the LRT test
is not similar, meaning that its power properties on alternatives near the
null hypothesis space cannot be good. Furthermore the LRT as well as
the tests proposed by Berger et al. lack an intuitive monotonicity prop-
erty called concordance monotonicity. See Cohen and Sackrowitz (1998)
for a discussion of this property. Still further the asymptotic distribution
of the test statistic upon which the LRT is based is difficult to deter-
mine. Bhattacharya and Dykstra (1994) offer a bound on the probability
of rejecting the null hypothesis by the LRT. If one uses the bound the
test is conservative, rejecting less, and resulting in small power.

In this section we pose the testing problem in terms of v1, v5. It can be
shown that the power function of the WMW test increases as v, varies
from —oo to oo when v is zero. This implies that the power of the WMW
test will be below « (the power when v; = 0, v = 0) for negative values
of v when 14 is close to zero. What’s more the power gets worse as vy
becomes more negative. This is a very poor property and for this reason
the WMW test cannot be recommended for this testing problem.
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Appendix

PROOF OF THEOREM 35.4.1
A complete class of tests for Hj vs. Hy are weak * limits of Bayes tests.
A Bayes test is

1if [, C(v)emnritoerzde(v) >
Yp(ri1,712) = Qv if Jo, Clv)ernitozradé(v) =
0 otherwise,

K
K (A1)

where Oy = {v : 14 > 0} and {(v) is a prior distribution on ;.

Clearly each Bayes test is nondecreasing in x1; for fixed x15. It follows
that this property must also hold for ¢*(x11, z12) which is a weak * limit
of a sequence of Bayes tests. Therefore the class of tests C, consisting of
tests which are nondecreasing in x1; for fixed x12, is a complete class.

Now it can be shown that if ¢ satisfies (35.4.4) and (35.4.5) it is
nondecreasing in z1; for fixed x15. Hence ¥ € C.

Next we prove conditional unbiasedness of size a. The size a property
is condition (35.4.6). Let [y (11,v2) denote the power function of the
test 1. The partial derivative of the conditional power function with
respect to vy is

g—:i = By X11v(X) — By X11 Evy(X). (A.2)
Conditions (35.4.4) and (35.4.5) imply that ¢ is monotone in the partial
sums, Y7 = X1, Yo = X371 + Xq2. The partial sums of these variables
with the hypergeometric distribution of (35.4.2) are associated. See Co-
hen and Sackrowitz (1994). Hence (A.2) > 0 for every (vq,va).

To demonstrate conditional unbiasedness it suffices to show that the
conditional power function when v =0, 8y(0,v2) is minimized at vy =
0. Note that the derivative of the function 3,(0,v2) with respect to v
is

B =00, X120 (X11, X12) — By =00, X12E0, =0,0, (X711, X12).  (A.3)

Also note that
By(0,15) = Ep, { Ey—ot(X11, X12)| X12} = Eb,9(X12). (A4)

Now we use condition (35.4.7) and (A.3) to conclude that (,(0,v2) has
an extremum at v = 0. Furthermore condition (35.4.8), (A.4) and a
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sign change theorem for a one dimensional exponential family density
imply that the extremum is a minimum and §,(0,v2) is nondecreasing
as vy moves away from 0 in both directions. These properties of the
conditional power function of ¥ along with (A.2) > 0 imply conditional
and unconditional unbiasedness.

PrROOF OF THEOREM 35.4.2
We prove the theorem by showing there exists a test of the form (35.2.4)
satisfying (35.4.4)—(35.4.8). Clearly any test of the form (35.2.4) satisfies
(35.4.4) and (35.4.5). Next we show that any such test satisfies (35.4.8).
Note that for fixed X152 = Yo —Y7 < Co—C1, the test rejects if X717 > Cf.
However the conditional distribution of X1|X12 when v = 0 is stochasti-
cally decreasing in X;5. This implies that g(X12) increases as X5 varies
from Cy — C7 to smaller values. Furthermore when X5 > Cs — C1, the
test rejects when X771 + X715 > C5. But the conditional distribution of
X11+ X12| X129 is stochastically increasing as X192 increases. This implies
that g(Xj2) increases as Xio increases from Cy — C; and establishes
condition (35.4.8).

To show that (35.2.4) satisfies (35.4.6) and 35.4.7) we note first that
tests in (35.2.4) that are non-randomized in one of the two directions
can be written as

w(Y;Cla0270a72) = w(Y701 + 1a027 1’72) and
Y(Y;C1, C2,71,1) = (Y01, Co — 1,71, 0). (A.5)

Now note that there exists a test 7 (Y1) defined by

1 ifYy;>Cf
Pi(Y1) =4 ifYi=CF (A.6)
0 ify; <Cf,

such that 0 <~ <1 and Eg9} (Y1) = . Also there exists a test

1 Y, >C5
V3(Y2)=q v ifYy=0C5 (A7)
0 if Y5 < C;,

such that 0 < 45 < 1 and Epv;(Y2) = a. In the above definitions of
Y1, ¢35, if either test is non-randomized then v = 0 or v5 = 1 respec-
tively.

We next illustrate that there exists a collection of tests 13(Y) =
Q/J(Y; 01(16)7 02(5)771(6)7'72(5))7 indexed by 6 € [0’ 1] such that
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¥p(Y) is of the form (35.2.4) (A.8)
Po(Y) = 3(Yz) and 91 (Y) = ¢7(Y) (A4.9)
EoY3(Y) = a for all g € [0,1] (A.10)

Eo(X12 — EoX12)Ys = covo(Xi2,95(Y))

is a continuous function of 5. (A.11)

To see this note

ZZJT(Yl) = ’l/)(Y, Cfa U27 037;) = wl(Y) say
1/)3(}/2) = w(Ya L17 C;ap)/ikﬂ 1) = 1/JO(Y) say,

where U, is the largest possible value of Y5 and L; is the smallest possible
value of Y7.

Note that beginning with any test of the form (35.2.4) with 0 <, < 1
and 0 < 79 < 1 for which Fo9(Y) = o we can generate a collection of
tests having size a by letting 1 decrease and +y, increase (accordingly)
until either «; reaches 0 or 7, reaches 1. When either of these occur we
use (A.4) to rewrite the test so that again y1 > 0 and 72 < 1. It can be
seen that this process will end at (YY) and yield a collection of tests
satisfying (A.7)-(A.10).

Since covo (X12, %} (Y)) < 0 and covo(Xi2,%3(Y)) > 0 it follows from
continuity that cove (X12,13(Y)) = 0 for some 3 € [0, 1]. Hence (35.4.6)
and (35.4.7) are satisfied.

The proof of Theorem 35.4.3 is based on a limiting result of Van Eeden
(1965). To state her result precisely let

Tilv | T12v | T13v N1y

T21y | T22v | T23vw N2y
tlu ‘ t21/ ‘ t31/ H ny ‘

be a sequence of 2 x 3 tables with lim, .o, n, = 0o. Let pj, = EXqj,,

U?V = VarXiju, pPxi1,, X1 = correlation (X11,, X12,)- Assume
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lim, oo ptj = p; = 00, lim, oo nj, = ny; = 00, lim, o t;, = ¢,

Im px,,,. X120 = PX11,X1, €xists. Then U, (Ull,,Uzl,)/, Where UJZ, =

(Xju — pjv)/0ju has a limiting bivariate normal distribution with mean
. . 1

vector 0 and covariance matrix Yy = ( PX11, X2 ).

PX11,X12

PRrROOF OF THEOREM 35.4.3

The normal approximation can be used so that the acceptance region of
(35.2.4) becomes {Z : Z, < K1,Zy < Ky} where Z; = (Y; — py,) /0y, and
K1, K5 are chosen so that (35.4.6) and (35.4.7) are satisfied. To deter-
mine the p-value corresponding to such a test procedure, the observed
value of (Z1,Z3), say (B1, B2) must be on the boundary of the accep-
tance region, in Z-space, of a unique unbiased test region. If it can be
established that (35.4.7) is approximated in (35.4.9) with equality, then
the size of the unique unbiased test region with (By, Bz) on its bound-
ary will be the p-value. This unique unbiased test region will either be
(B1,B3) or (BY, B2) as outlined in Theorem 35.4.3. Only one of these
pairs satisfies (35.4.9) with equality.

Hence the theorem will be proved if we show that (35.4.9) with equal-
ity, results by using the normal approximation in (35.4.7). Note (35.4.7)
can be expressed as COV(X12, (X1, Xlg)) = 0. In terms of (Y7,Y3) this
condition becomes

Ey—o{[(Ya—= Y1) — E(Y2 - V1)](Y1,Ya = Y1)} =0,  (A12)

and in terms of (Z1, Zs) it becomes

.E;/:(){(ZQO'y2 — Z10y1)’(/}*(Z)} = 0 (A.13)
Use the fact that

. 0 if Z) <K, Zo <K
w(z){ 1> 1 2 2

1 otherwise,

n (A.13) and the fact that EZ; = 0 to rewrite A.13) as

K K
/ T 2% e 20-07) | 2 a0,
\/271' 1—p
K K
/ T Zl% —(zz—pz1>2/2<1—p2>.e—z%deZle —0.
\/27‘( 1-—

(A.14)
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Integrating in (A.14) and substituting (Bj, Bs) for (K1, K») gives (35.4.9)
with equality.
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36

An Experimental Study of the Occurrence
Times of Rare Species

Marcel F. Neuts
The University of Arizona, Tucson, AZ

ABSTRACT We describe a computer experiment to study the wait-
ing times between the first occurrences of rare values in a sequence of
independent, identically distributed random variables taking positive in-
teger values. The experiment proceeds in two stages; the first stage
requires detailed simulation and lasts only until all the alternatives that
have substantial probabilities have occurred. In the second stage, we
generate only the times when potentially new, rare values can occur.
That stage allows us to look effectively and efficiently at millions of tri-
als. While the proposed methodology is general, we report some findings
only for prevalence distributions with a geometric tail.

Keywords and phrases Computer experimentation, coupon collec-
tor’s problem, waiting times between the occurrences of rare species

36.1 Statement of the Problem

We consider a sequence of independent, identically distributed random
variables {X,,} taking values in the set of natural numbers. The prob-
abilities P[X,, = j] = p(j), j > 1, are assumed to be positive and,
without loss of generality, non-increasing in j. We are interested in the
occurrence times {Z(k)} of new values in the sequence {X,,}.

When the density {p(j)} concentrates only on the integers 1,...,m,
there is an extensive literature on various related waiting time problems
under the heading of as the Coupon Collector’s Problem. Boneh and
Hofri (1997) give a recent survey of that literature. An algorithm for the
computation of the probability density of Z(m) and related moments is
given in Neuts and Carson (1975) or in Neuts (1995).

Because of the involved dependence on the past of the successive new
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values in the observed sequence, very little about the coupon collector’s
problem is amenable to classical analysis. When many of the quantities
p(j) are small, when m is large and, a fortiori when it is infinite, the
capabilities of exact algorithms are limited. The problem is therefore
well-suited to exploration by computer experiments.

In this paper, we focus on one experiment only. However, the proposed
method is also applicable to other aspects of the coupon collector’s prob-
lem. For example, in the case of finite m, when many p(j) are small,
even in a long string of (simulated) data, the corresponding j-values
typically occur only once. It would be interesting to see what can be
learned about the relative magnitudes of the corresponding p(j) from
the orders of appearance and the times between the occurrences of these
isolated rare values. The method proposed here is also useful in that
investigation.

Specifically, we experimentally study the relationship between the
asymptotic behavior of the sequence {p(j)} and that of the
inter-occurrence times Y (k) = Z(k) — Z(k — 1).

36.2 The Design of the Experiment

For operational purposes, we define two integers Ny and N, where

Ny = min [min{ Zp )y>1-0 },min{j:p(j)<ﬂl}17
(36.2.1)

and

N—min{ Zp )>1-— } (36.2.2)

where 3 and (31 are small positive quantities with typically g = .05, .02,
or .01. The second quantity, (31, is much smaller than § and typically is
set to .001 or .0005. The constant + is very small, say, v = 10712,

The indices j < Ny make up the set of common indices. The purpose
of 31 is to avoid including too many alternatives of small probability
among the common indices. The index N serves to eliminate alterna-
tives so rare that they are unlikely even to occur in millions of trials.
Provided that - is of a low order of magnitude, our experimental results
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are insensitive to the specific choice of N. The indices j with Ny <
j < N make up the set of rare indices .

In the simulation, we use the sequence {p(j)} truncated at N. The
corresponding computer array is renormalized to sum to one, but the
effect of doing so is negligible. An alternative is to place the neglected
mass (which is smaller than +) at an extra alternative N 41 correspond-
ing to a super-rare event — the sighting of a unicorn, perhaps? Again,
that is a matter of choice, but it is of little or no consequence.

The definitions of common and rare species are clearly operational and,
therefore, somewhat arbitrary. In some applications, these definitions
require revision. For many plausible probability densities {p(j)}, Ny is
rarely in excess of 75 while N may be a few hundreds (but, exceptionally,
can much larger).

In Stage 1 of the experiment, we generate and examine variates with
the (truncated) density {p(j)} until all common indices have occurred
at least once. In Stage 2, we generate the first occurrence times of rare
indices by an efficient procedure described in Section 3.

Variates from a discrete probability density are generated by the clas-
sical Alias Method, see e.g., Devroye (1986). The efficacy of that method
in generating a large set of variates from a discrete distribution more than
offsets the modest overhead computation time needed to set up the alias
tables. In Stage 1, we generate variates from {p(j)} and we keep a list
of the indices that have already appeared. A next variate is generated
and checked against those in the list. If it is new, it is added to the list.

After a while, checking recurring common indices wastes too much
time. The redundant effort in checking successive variates is precisely
the reason for the second stage. Running the code of Stage 1 to check,
say, 50,000,000 variates lacks elegance and takes a prohibitively long
processing time. In typical runs, Stage 1 requires around 1,000 variates,
rarely more. On a good PC, Stage 1 thus takes a negligible processing
time. Incidentally, the distribution of the waiting time to see all com-
mon events, that is here the number of variates required to complete
Stage 1, can be computed by the procedure in Neuts (1995). As dis-
cussed there, when the successive trials are performed at the events of
a Poisson process of rate one, we obtain a simpler form of the waiting
time distribution. That form is better suited to compute, say, an (ap-
proximate) high percentile of the waiting time distribution. Given the
rapidity of execution of Stage 1, we did not consider a further theoretical
study of its duration to be worthwhile.

Rare indices may also occur during Stage 1. We keep these indices in
a separate list, say, RI1, (rare indices in Stage 1). After completion of
Stage 1, the probability that a subsequent variate from {p(j)} already
occurred during Stage 1 is given by
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No

> () + ) () =1-p" (36.2.3)
j=1 RI1

Equivalently, 3* is the probability that an index has not shown up during

Stage 1.

Before starting Stage 2, we delete all indices up to Ny or belonging to
the set RI1. We normalize the resulting array of p(j) by dividing each
term by (§*. That is the conditional density of a random index given
that it did not appear in Stage 1. We compute the alias table of that
density.

36.3 Stage 2 of the Experiment

We denote the successive inter-occurrence times of new labels in Stage
2 by Y*(k) for £ > 1. In studying asymptotic behavior, we use only
these occurrence times. To make that clear, we add an asterisk to the
random variables related to Stage 2. The first new label appears at the
first success in a sequence on independent Bernoulli trials with success
probability 8*. It is therefore found after a geometrically distributed
waiting time Y*(1) with parameter 3*. We place that label in a list RI2
of new labels found in Stage 2. The waiting time to the next opportu-
nity for a new label has the same geometric distribution. We generate a
variate from the conditional density and, if it is not in RI2, it is added
to that list. The corresponding waiting time is then Y*(2). If the la-
bel belongs to RI2, we continue generating geometric waiting times and
variates until a new label is found and added to RI2. The waiting time
Y*(2) is then a random sum of independent geometric variables with
parameter §*. Subsequent inter-occurrence times Y*(k) are constructed
in the same way. Since the list RI2 grows, the successive Y*(k) are ran-
dom sums of geometric variables in which the sequence of the numbers of
summands is stochastically increasing. The sequence of the interarrival
times {Y*(k)} is therefore also stochastically increasing.

Thus, the sequence Y*(k) is generated by drawing successive geometric
variates and, for each, a variate K from the conditional density of a
random index that did not appear in Stage 1. To see whether it is new,
the variate K needs to be checked against the short list RI2 only. Since
(B is typically small, the geometric variates are large. The Y*(k) are
obtained without the onerous checking of repeating common labels. We
keep track of their successive partial sums Z*(k) and we stop when the
sum exceeds a specified number such as 20,000,000 or 50,000,000.
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36.4 Findings

So far, we have primarily examined the sequence of inter-occurrence
times Y*(k) for distributions with heavy geometric tails, that is with a
parameter smaller than 0.1. For these cases, we find a sufficiently large
number of new indices (typically on the order of two hundred) with the
stopping time set equal to 50,000,000. We plotted the logarithms of
the Y*(k) and found that these consistently exhibit a close to linear
behavior. The parameters of the linear regression lines fitted to these
simulation results show little variation in replications of the experiment.
That variation is consistent with the relatively small sample sizes, that
is the number of rare indices found even in as many as 50,000,000 tri-
als. The number of rare indices found is remarkably consistent across
replications. As an illustration, we display the parameters of the linear
fits, the sample sizes, and the stopping times for 25 replications in Table
36.1. In that example, the density {p(j)} is geometric.

Our results exemplify the challenges in examining asymptotic behavior
by simulation. Even if the difficulties associated with simulating rare
events can be avoided, the asymptotic parameters must typically be
estimated from few data points. The type of sample variability seen in
Table 36.1 is representative.

Particularly for short-tailed prevalence distributions, such as Poisson,
the combination of rarity and small sample sizes adds to the difficulty of
experimentation. On the other hand, the asymptotic behavior may be
most interesting for heavy-tailed distributions. We explored cases of the
zeta density given by

p(7) = [C(N)] ™17, forj > 1. (36.4.1)

With A = 3 and v = 107!, we find that there are N = 9405 labels
in all of which only Ny = 20 are common. In a particular run, Stage
1 took 6,369 steps and that number does not vary significantly across
replications. In that same run, only 7 rare labels showed up in Stage 1
and the smallness of that number is also typical. As is to be expected,
heavier tailed distributions are somewhat more generous in producing
rare labels. With a stopping time of 50,000,000, that run produced 418
labels during Stage 2 and that number again does not vary significantly
across replications.

The logarithms of the Y*(k) now consistently exhibit a behavior that
is well-captured by a regression line of the form

y = a + bk®, (36.4.2)
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TABLE 36.1

Parameters of the linear regression lines for the logarithms of the
times between occurrences of rare indices in 50,000,000 trials using
a geometric prevalence distribution with success probability 0.05.
The first column gives the number of the replication; the second,
the intercept, and the third the slope of the linear regression. J is
the number of rare indices found in 50,000,000 trials in stage 2.
The final index gives the time at which the simulations stopped,
the time variable having exceeded 50,000,000

Nr a b J Final index
1 | -.279E-02 | .706E-01 | 230 50000017
2 | -.424E-02 | .796E-01 | 218 50000009
3 | -.421E-02 | .788E-01 | 218 50000005
4 | -.346E-02 | .736E-01 | 227 50000000
5 | -.382E-02 | .746E-01 | 229 50000031
6 | -.370E-02 | .739E-01 | 226 50000009
7 | -.292E-02 | .693E-01 | 239 50000004
8 | -.456E-02 | .802E-01 | 215 50000050
9 | -.359E-02 | .725E-01 | 229 50000002

10 | -.410E-02 | .752E-01 | 224 50000011
11 | -.348E-02 | .721E-01 | 228 50000048
12 | -.347E-02 | .729E-01 | 230 50000005
13 | -.396E-02 | .757E-01 | 223 50000121
14 | -.395E-02 | .782E-01 | 216 50000017
15 | -.329E-02 | .706E-01 | 234 50000009
16 | -.481E-02 | .828E-01 | 211 50000002
17 | -.250E-02 | .667E-01 | 242 50000038
18 | -.431E-02 | .767E-01 | 222 50000021
19 | -.592E-02 | .847E-01 | 215 50000060
20 | -.371E-02 | .724E-01 | 231 50000002
21 | -.305E-02 | .703E-01 | 235 50000050
22 | -.335E-02 | .T18E-01 | 226 50000018
23 | -416E-02 | .794E-01 | 214 50000000
24 | -.340E-02 | .T20E-01 | 229 50000001
25 | -.427E-02 | .750E-01 | 228 50000037
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where the variability of the parameter estimates is similar to that in
Table 36.1. However, in the interest of brevity, we do not display results
for replications of the experiment with the zeta density.
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A Distribution Functional Arising in
Epidemic Control

Niels G. Becker and Sergey Utev
Australian National University
Institute of Mathematics, Novosibirsk University, Russia

ABSTRACT The properties of a relatively new functional, [Becker
and Utev (1998)], are investigated, with emphasis on extreme values
with respect to a probability distribution. Scale invariance is established
and degenerate distributions are shown to give extreme values. The
functional gives, for a certain strategy of vaccination, the fraction of
the households that must be immunized to prevent epidemics within
a community consisting of a large number of households. Interest lies
in seeing how the distribution of household size affects the estimate of
the critical immunity coverage. The functional also gives the fraction of
individuals that must be immunized to prevent epidemics in a community
of individuals who mix uniformly but whose susceptibility is age-specific.
Interest then lies in seeing how the distribution of susceptibility affects
the estimate of the critical immunity coverage.

Keywords and phrases Epidemic control, functional of distributions,
inequalities for functionals

37.1 Introduction

Certain functionals of probability distributions have an important role in
probability theory and mathematical statistics. Classical examples are
the Fisher information I(X) = [[(In f)']? fdz and the Shannon entropy
H(X) = — [ fln fdz. Their study is of interest both for their own
sake and for the contribution they make to vital practical problems.
See Huber (1981) for applications of Fisher information in statistics,
Ellis (1985) for applications of Shannon entropy in statistical mechanics,
Barron (1986), Chen (1988), and Cacoullos, Papathanasiou, and Utev
(1994) for applications in limit theorems of probability theory.
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Here we study a distribution functional that is important as an es-
timate of the immunity coverage required to prevent epidemics in a
community of households [see Becker and Utev (1998)]. In part our
motivation is to see how the distribution of household size in the com-
munity affects this estimate. The same functional is an estimate of the
immunity coverage required to prevent epidemics in a community of in-
dividuals with varying susceptibility to infection. Our interest then lies
in seeing how the distribution of susceptibility over community members
affects the estimate.

We first introduce the functional of interest, then establish some of its
properties and finally discuss some insights these results provide in the
context of epidemic control.

The Functional of Interest

Let X be any nonnegative random variable with finite expectation EX >
0, and denote its distribution function by F'. Fix areal a, with0 < a < 1,
and for convenience let @ = 1 — a. The functional of main interest is

1

where the functional (X)) is defined by
O(X): suchthat a=FEexp[-aX0(X)]. (37.1.2)

It is important to remember that the argument X in #(X) and v(X)
only reflects their dependence on F. That is, they are not random vari-
ables. Sometimes the notation 6(F) and v(F) is more convenient than
0(X) and v(X).

Note that the functional §(X) exists and is unique when P(X = 0) <
a. For P(X = 0) > a, it is convenient to take 6(X) = oo.

37.2 Properties of the Functional

A substantial part of the theorem below deals with local behaviour with
respect to a perturbation of the form X + §,Y, for sufficiently small
positive h > 0, where dj, is a stochastic process which is independent of
the pair (X,Y") and for which we assume that

Eé, =h forany h >0 and
h=Y(1 — Eexp[—tdy]) — Z(t) as h — 0, for any ¢t > 0. (37.2.1)
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We consider Y > 0 and 0 < d;, < 1. The following parameters will be
useful:

V(h) =v(X+6Y), Zx= 35(525;(—9;5)3])’

E2X _Var(X)
px—m and Ax =a Bx

The main properties of the functional v(X) are as follows:

THEOREM 37.2.1
Using the above notation we have:

1. For any ¢ > 0 we have v(cX) = v(X). In particular, v(c) = v(1) =

1+a/lna.

2. v(X) > v(EX), with equality if and only if X has a degenerate
distribution.

3. v(X)<vBin[l,px]) =1-(a+ Ax)/In(a — Ax)", where z+ =
max(z, 0).

4. V'(0) has constant sign for allY > 0 if and only if X has a degen-
erate distribution.

5. The following statements are equivalent:
S1. V'(0) has constant sign for all non-negative Y that are inde-
pendent of X ;
S2. X is degenerate or Z(t)/t > Zx for allt >0

Discussion

Assertion 1 indicates scale invariance, while Assertion 2 implies that the
distribution functional v(X) assumes its smallest value for degenerate
distributions. Assertions 2 and 3 indicate that v(X) can be approxi-
mated by v(EX) when the relative variability of X is small; that is,
when Var(X)/E?X is small.

To obtain a richer result about extremes of the functional v(X), we
consider its local behaviour with respect to a perturbation of the form
X + dnY. Assertion 4 states that the only stable points of V(h) with
respect to perturbations in the direction Y, where Y is an arbitrary
positive random variable, are degenerate distributions. That is, for each
strictly positive random variable X with a nondegenerate distribution
there exist strictly positive random variables Y7 and Y5 such that

(X +6,Y1) < v(X) < v(X +0,Ys) forall0<h <hg. (37.2.2)
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Two particular types of perturbation promote understanding: the non-
random dp, = h, for which Z(t) = ¢, and Bernoulli chaos with P(d, =
1) = h =1— P(6, = 0), for which Z(t) = 1 — e~ *. Note that the
Bernoulli type perturbation is equivalent to a perturbation in the distri-
bution. That is, given distributions Fx and Gy let Y = U — X. Then
the distribution of X +6,Y is (1 — h)Fx + hGy and (37.2.2) is read as:
for each nondegenerate distributions F' there exist distributions H; and
H such that

v[(1=h)F+hHi] < v(F) < v[(1—h)F +hHs] forall0<h < hg.

Convolutions play a central role in the study of functionals. For ex-
ample, the inequalities

I(X+4+Y) > I(X) and
H(X+Y) < H(X) for all independent X and Y (37.2.3)

are major features of the Fisher information I and Shannon entropy H;
see for example Barron (1986). Assertion 5 of the theorem provides a
local analogue of (37.2.3) for the functional v(X). In particular, we show
that when only perturbations along independent directions Y are con-
sidered, the statement (37.2.2) is no longer true in general. For example,
for a nonrandom perturbation, we have

v(X +¢eY) <v(X) for all fixed € such that 0 < e <eq(Y), (37.2.4)

for each non-negative Y that is independent of X. In contrast, for a
Bernoulli perturbation the local behaviour along independent positive
directions Y is approximately the same as local behaviour along arbitrary
positive directions Y.

Note that the functional v(X) does not satisfy the property (37.2.4)
globally, that is, for all Y independent of X and all € > 0. Suppose, to
the contrary, that

V(X +Y) < v(X) (37.2.5)

were true for all independent random variables X and Y, such that X
has a nondegenerate distribution. Choose a Y with a nondegenerate
distribution and consider a sequence of random variables X1, X5, ... such
that X,, — 1. From (37.2.5) it would follow that v(1 +Y") < v(1) which
contradicts Assertion 2.

©2001 CRC PressLLC



37.3 Proof of the Theorem
PROOF OF ASSERTION 1. By direct substitution of X’ = ¢X into
(37.1.1).

PROOF OF ASSERTION 2. From (37.1.1) it follows that we need to show
6(X) > 0(EX). (37.3.1)
Jensen’s inequality gives
exp[-aEX 0(EX)] = a = Eexp[-aX 0(X)] > exp[-aEX 0(X)],

with equality if and only if X has a degenerate distribution. This implies
(37.3.1), and hence the result. |

PrROOF OF ASSERTION 3. By Assertion 1 we can assume EX = 1
without loss of generality. Then px = 1/EX? < 1 and the random
variable Xo = Bin(1,px)/px is well defined.

Assume that px > @. Then, for X, equation (37.1.2) has the unique

solution In(a — Ax)  Infa—a(l/px —1)]

a+Ax  a+a(l/px - 1)

Applying the sharp upper bound Eexp(—tX) < Eexp(—tXyp), t > 0,
see Stoyan (1983), we obtain

0y =

Eexp[—a X0y] < Eexp[—a Xo0y] = a = Eexp[—a X0(X)],

which implies 6y > 6(X) and thus the result for the case px > a.

For the case px < @ we show that the only possible upper bound is
v(X) = 1. Define a sequence of random variable X, = 7 + wBin(1,u),
with u and w chosen so that wu = 1 —n and w?u(1 — u) = Var(X),
and consider this sequence as n | 0. Then equation (37.1.2) implies that
0(X,) — oo and therefore v(X,) =1—-1/0(X,) — 1asn | 0.

PROOF OF ASSERTION 4. Define the functions
T(h) =0(X+6,Y) and V(h) =v(X +6,Y),

where the domains of T" and V contain an open interval around the
origin. Both T" and V' are functions of a real variable, and both depend
on X and Y.

Applying definition (37.1.2) to X +9,Y, replacing (X +6,Y") by T'(h)
and differentiating at h = 0 yields

0= — B{[aX T'(0) + Z(6aY')] exp(—0aX)} .
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Hhis gives T'(0) — _ Elexp(—f#aX)Z(0aY)]
(0) = E[aX exp(—0aX)] ’

and hence

_ 0aBY E[X exp(~0aX)] — EX B[Z(0aY) exp(—faX)]

V() a0? E2X E[X exp(—6aX))

. (37.3.2)

When X is a constant, almost surely, equation (37.3.2) and Z(y) <y
give

0aE[Y] — EZ(0aY)]
>
- af?E2 X
This establishes the necessary condition of Assertion 4.

Now suppose that V'’ has constant sign. Without loss of generality
let @ = 1 and let H(X,Y) denote the numerator of (37.3.2). Take
Y = yIp, for a set D, and define U = E[X exp(—X)] — exp(—X) EX.
Since Z(y)/y — 1 as y | 0, it follows that

>0 forallY >0.

V'(0)

h?ol H(X,yIp)/y=E(IpU) has constant sign for every set D.
y

Substituting the particular choices D = {U > 0} and D = {U < 0},
in turn, shows that either Pr(U > 0) = 1 or Pr(—=U > 0) = 1. Each
of these implies a degenerate distribution for X. For example, suppose
Pr(U > 0) = 1. That is,

E[X exp(—X)] > exp(—X)EX, almost surely.

Then
E[X exp(—X)] > exp(—x, ) EX, (37.3.3)

Ty = inf {x : / ydF(y) > O}
0

is the essential infimum with respect to the finite positive measure given
by du(z) = zdF(x).
Equation (37.3.3) can be written

where

| lexpl-a) = expl-ay,)) 2 dF(z) 2 0,
0
which implies that F' is degenerate.
A similar proof shows that Pr(—U > 0) = 1 also implies that F is

degenerate. |

PRrROOF OF ASSERTION 5. By Assertion 4, Statement S1 is valid when X
is degenerate. Therefore, without loss of generality, we assume that X
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is nondegenerate. Since Y is independent of X, it follows from (37.3.2)
that Statement S1 is equivalent to the statement
S3. [EZ(#aY)/E(6aY)] — Zx has constant sign for all positive Y.
Note that Zx < 1, with equality if and only if X is degenerate. We
assumed X to be nondegenerate, so that Zx < 1. Since Z(y)/y — 1 as
y — 0, it now follows that S3 is equivalent to the statement
S4. EZ(0aY) > E(0aY)Zx for all positive ¥
Since Statement S4 is equivalent to Statement S2 the assertion is
proved. |

37.4 Application to Epidemic Control

We now point out some insights provided by these results in the context
of epidemic control.

Consider an epidemic model describing the spread of infection to sus-
ceptible units of a community. By a unit we might mean an individual
or a household, depending on the application. Assume that all infectious
individuals have the same potential to transmit the disease to susceptible
units, but susceptibility to infection may differ among units. In the case
of individuals the susceptibility may depend on their age, for example,
while in the case of a household the susceptibility to infection depends
on its size.

Let i(t) and r(t) denote the proportion of infective and removed in-
dividuals at time ¢, respectively. We classify susceptible units according
to type w € A. The proportion of type-w units that are still susceptible
at time t, s, (t), is related to i(¢) and r(t) by

dsqy (t)
dt

= Bfsamit)  md DD _ni) @y

~—

where f(w) indicates the susceptibility of units of type w. Standard
arguments show that there exist limits satisfying

sw(00) = 54(0) exp[—0f(w)r(o0)],

where 0 = 3/v. Let u(w) denote a measure for the structure variable w
such that s(t), the proportion of all individuals who are susceptible at
time ¢, is given by

s(t) = /sw(t)du(w).

Then s(00), the eventual proportion of susceptibles, is given by the so-
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lution of
5(00) = / $5u0(0) exp{—0 () 1 — 5(00)] Jp(w)

This equation can be written in the form of equation (37.1.2) by setting
a = s(00), provided p is such that

Pr{X = f(w)} = s, (0)du(w) (37.4.2)

defines a proper probability distribution for the random variable X.

We now introduce two particular settings, to which the model (37.4.1)
applies, and associated control strategies for which the critical immunity
level is given by (37.1.1).

A Household Structure

Consider a community consisting of a large number of households, in
which the vaccination strategy is to select households at random and to
immunize every member of each selected household against the infectious
disease. Let f(w) = w, w € A= {1,...,n}, and let the measure u be
given by pu(w) = w/p_, where o is the mean household size. In this
setting s, (t) of (37.4.1) denotes the proportion of households of size w
that are still susceptible at time t.

Interest is in knowing how high the immunity coverage needs to be to
make the probability of a major epidemic zero. Becker and Dietz (1995)
showed that the critical immunity level for a disease that is highly infec-
tious within households is given by (37.1.1), where 6 is the mean number
of individuals from other households that an infective would infect if ev-
eryone were susceptible and the random variable X is the size of the
household of an individual selected randomly from the community. The
parameter 6 needs to be estimated. Suppose that the eventual propor-
tion s(oo) is observed for an epidemic arising from an introduction of
the disease into a totally susceptible community. Then 6 can be esti-
mated from estimating equation (37.1.2). Furthermore, the distribution
(37.4.2) is proper.

In this setting, Assertion 1 states that the estimate of the critical im-
munity level v is scale invariant with respect to household size. This
means, for example, that we would get the same estimate of v if every
household were double its actual size. By Assertion 2 the estimate of
v is smallest when every household has the same size. The inequality
of Assertion 3 shows that the critical immunity coverage for a commu-
nity with only two different household sizes may be quite different from
that for a community of uniformly-mixing individuals. This conclusion
supports some examples considered in Becker and Utev (1998). Asser-
tion 4 considers the effect of perturbations of the household distribution

©2001 CRC PressLLC



on the functional v(X). Specifically, it indicates that there are no other
household distributions with extreme estimates.

An Age Structure

Consider now a community of individuals who mix uniformly, but their
susceptibility depends on some characteristic, such as age. Letting w
refer to age, f(w) reflects the susceptibility of individuals aged w and
Sw(t) of (37.4.1) is the proportion of individuals aged w that are still
susceptible at time ¢. Suppose that we estimate the parameter 6 using
data from a major epidemic that occurred, over a relatively short period
of time, as a result of a few infectives joining a completely susceptible
population.

Then an estimating equation for 4 is (37.1.2), where X = f(W), the
random variable W is the age of an individual selected randomly from
the community and u(w) gives the age distribution for the community.
Suppose the vaccination strategy is to immunize each individual, in-
dependently, with probability v. Then the critical immunity level is
estimated by (37.1.1).

Assertion 2 states that the estimate of v is smallest when the suscep-
tibility f(w) is constant over age. This implies that it is wise to take the
age structure into account when estimating the critical immunity cov-
erage. The upper bound of Assertion 3 suggests that the simple lower
bound of Assertion 2 is useful when susceptibility does not change very
much with age. Assertions 4 and 5 investigate the local behaviour of
the estimate with respect to perturbations in susceptibility of the form
fe(W) = f(W)+eY = X 4+ Y with both € and Y positive. According
to Assertion 4 an extreme estimate occurs only when all age groups are
equally susceptible. In contrast, Assertion 5 states that each distribu-
tion for the susceptibility is stable with respect to perturbations in any
“independent” direction.
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A Birth and Death Urn for Ternary
Outcomes: Stochastic Processes Applied
to Urn Models

Anastasia Ivanova and Nancy Flournoy
University of North Carolina, Chapel Hill, NC
The American University, Washington, D.C.

ABSTRACT Consider the situation in which subjects arrive sequen-
tially in a clinical trial. There are K possibly unrelated treatments.
Suppose balls in an urn are labeled with treatments. When a subject
arrives, a ball is drawn randomly from the urn, the subject receives the
treatment indicated on the ball and ball is then returned to the urn.
There are three levels of response: success, no response, and failure. If
the treatment is successful, one ball of the same type is added to the
urn. If a failure is observed, one ball of the same type is taken out from
the urn. Otherwise, nothing is done. We describe how the proposed
urn process can be embedded in a collection of independent continuous-
time birth and death processes. We demonstrate the usefulness of this
tool in obtaining limiting results for the continuous-time process that
are equivalent to analogous ones for the urn design. Furthermore, im-
portant exact statistics are obtained by using a stopping rule to transfer
statistics derived from the continuous-time birth and death processes to
the urn design. Finally, we give a likelihood ratio test for the comparison
of the K treatments.

Keywords and phrases Adaptive designs, clinical trials, experimen-
tal design, birth and death process with immigration

38.1 Introduction

An urn model is a useful model for treatment allocation. See Kotz
and Balakrishnan (1997) for recent review. Several adaptive designs
based on an urn models have been studied [see Ivanova and Rosenberger
(2000) for a review]. We consider the situation in which subjects arrive
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sequentially for a clinical trial in which there are K possibly unrelated
treatments with ternary outcomes. Label each ball in the urn with a
treatment. A ball labeled i is called a type ¢ ball, ¢ = 1,..., K. The
collection of all balls in the urn is called the urn composition. In gen-
eral, when a subject arrives, a ball is drawn randomly from the urn; the
subject receives the treatment indicated on the ball, and the ball is then
returned to the urn. To facilitate the theory, this discrete time urn
process can be embedded into a continuous-time process. The technical
justification for this can be found in Athreya and Ney (1972). In this
paper, the urn process can be imbedded into a family of continuous-
time Markov linear birth and death processes. We emphasize how such
embedding permits the use of well-known results for continuous-time
Markov processes for characterizing an urn composition and for obtain-
ing other statistics of importance in evaluating the results of a clinical
trial.

We present a new adaptive design which is a generalized version of
the birth and death urn design for binary outcomes proposed by Ivanova
et al. (2000). Both exact and asymptotic results are presented. In
Section 38.2, we define the birth and death urn design. In Section
38.3, we describe how the urn can be embedded in a continuous-time
birth and death process. In Sections 38.4-38.7, we characterize the
number of successes and trials in the continuous-time birth and death
process. In Section 38.8, we introduce a stopping rule and show how it
can be used to transfer statistics derived from the continuous-time birth
and death process to the urn design. In Sections 38.9 and 38.10, we
use the continuous-time birth and death process to obtain the limiting
proportion of trials on each treatment and the limiting proportion of
successes on each treatment, respectively. Important asymptotic results
are stated specifically for the birth and death urn with ternary responses.
However, the proofs of these results are analogous to ones previously
reported, and so are not given here. Section 38.11 gives a likelihood ratio
test for equal success probabilities. Finally, we make some concluding
remarks in Section 38.12.

38.2 A Birth and Death Urn with Immigration for
Ternary Outcomes

The term birth refers to the addition of a ball to the urn, whereas the
term death refers to the removal of a ball from the urn. Having an urn
process in which balls can be removed from the urn creates the possibility
that even ball type(s) with high success probability will become depleted
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over the course of the experiment. Hence, we define the urn process to
include the possibility of randomly replenishing the urn through immi-
gration. A ball is called an immigration ball if, when it is drawn, it is
replaced together with additional balls of other types and no subject is
treated.

We define a birth and death urn design with immigration for ternary
responses as follows:

An urn contains balls of K types representing K treatments,
and aK immigration balls. When a subject arrives, a ball is
drawn at random and then replaced. If it is an immigration
ball, one ball is added to the urn, with each ball type having
probability 1/K of being the one added; then the next ball is
drawn. The procedure is repeated until the ball representing
an actual treatment is drawn (i.e., not an immigration ball).
If it is a type 4 ball, the subject receives treatment 7. If a
success is observed, a type i ball is added to the urn; if no
response is observed the urn composition remains unchanged;
if a failure is observed, a type ¢ ball is removed. The process
continues sequentially with the arrival of the next subject.

The parameter a is called the rate of immigration. Given treatment
1, let p; be the probability of adding a type i ball to the urn; let r; be
the probability that the urn composition remains unchanged entirely,
and let ¢; be the probability of removing a type ¢ ball from the urn;
¢G+ri+pi=1 TIfalg =0,7i=1,...,K, and a = 0, we have the
pure birth urn design (called the generalized Pdlya urn) considered in
Durham, Flournoy and Li (1998). Ifr;, =0,¢=1,...,K, and a = 0,
we have the birth and death urn design considered in Ivanova (1998). If
r; =0,i=1,..., K, and a > 0, we have the birth and death urn design
with immigration considered in Ivanova et al. (2000). For all these
designs, and for the one presented herein as well, a type ¢ ball is added
to the urn following a success on treatment i; so p; = P{success|i}. In
Ivanova (1998), Ivanova et al. (2000), and here as well, a type ¢ ball
is removed from the urn following a failure on treatment i; so ¢; =
P{failure|i}. Here we admit the possibility of no response, and given
this lack of response the urn composition will remain unchanged entirely,
so r; = P{no response|i}. We also permit immigration with rate a.
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38.3 Embedding the Urn Scheme in a
Continuous-Time Birth and Death Process

To assist in the characterization of urn process defined in Section 38.2, we
employ the technique of embedding this urn process into a continuous-
time K-type Markov process, which in the present context is a collection
of K independent linear birth and death processes with immigration
(given by Theorem 38.3.1). Conventionally, continuous-time birth and
death processes describe the behavior of particles which split (produce
or die) at certain time points. In our context, “particles” correspond
to balls in the urn, and the “splitting” of a type ¢ ball corresponds
to the addition of a type i ball following a success on treatment ¢ or
the immigration of a type i ball, as well as to the removal of a type 4
ball following a failure on treatment i. We call these events instead of
splits. When a nonimmigration ball is drawn, a trial is initiated with
a treatment being selected for a subject. If we start the experiment
with the urn having Z;p balls of type i, then Zg = {Z19,..., ZKko} is
the initial urn composition. We assume that the vector Zg is fixed.
Let Z, = {Z14,,. - . ,Zkw} denote the composition of the urn after
w consecutive events, where Z;, is the number of type ¢ balls. Then
{Z,, w=0,1,2,...} is a stochastic process defined on K dimensional
integer lattice.

Denote the continuous-time analog of the urn process by {Z(t) =
(Z1(t),...,Zk(t)) | t > 0}, where Z;(t), i = 1,..., K, is a linear birth
and death processes with birth rate p;, death rate ¢; and immigration
rate a as for the urn process; and Z;(t) are independent of each other.
Consider the event times, 7, w = 0,1,..., 70 = 0, of Z(t), and the
discrete process {Z(7,),w = 0,1,...} defined at the event times. The
following theorem is key to characterizing the urn design.

THEOREM 38.3.1
Given that Z(0) = Zo, the stochastic processes Z,, and {Z(7,),w =
0,1,...} are equivalent.

PROOF The proof is similar to one in Athreya and Ney (1972, p. 221).

Characteristics of the number of successes, failures, and trials for the
continuous-time process at time ¢ can be obtained through generating
functions. In Sections 38.4-38.7, we present results from an artificial
experiment conducted according to a continuous-time birth and death
process. But time is a construct that has no meaning in terms of
the urn process, and hence in terms of the experiment. Therefore,
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using a stopping rule in Section 38.8, we show how to translate statistics
obtained from the continuous-time process back to the urn process at
the time the experiment is stopped. Furthermore, we give asymptotic
results in Section 38.9 that are the same for both the urn process and
its continuous-time analog.

In clinical trials we are interested in estimating the success probability
for each treatment. For making inferences concerning the proportion
of successes across the various treatments, joint characterization of the
numbers of successes and trials is required (Section 38.7). However, we
start by obtaining the probability generating function for the number of
successes on treatment .

38.4 The Probability Generating Function for the
Number of Successes on Treatment ; in the
Continuous-Time Birth and Death Process

Because the number of successes at any time depends on the number of
type ¢ balls in the urn at that time, to obtain the probability generating
function for the number of successes on treatment i, we first derive a
differential equation that is satisfied by the joint probability generating
function for the number of type i successes and the number of type ¢ balls
in the urn. Then the marginal solution yields the generating function
for the number of type i successes.

Let Z;(t) be a linear birth and death process with immigration, that
is, Z;(t) denote the number of balls of type 7 at time ¢; X;(¢) denotes
the number of successes on treatment ¢ by or at time ¢; Y;(¢) denotes the
number of failures on treatment 4, and N;(¢) denotes the number of trials
on treatment i. Because the processes corresponding to each ball type in
continuous-time are independent, we only consider type 7. Also we often
suppress the subscript ¢ for notational simplicity when it is not needed
for understanding. Let PZ_ () (P _.(t), Py ., (t), PN _,(t)) be the
probability of getting z (x, y, n) type i balls (successes, failures, trials)
by time ¢ starting with zg (2o, Yo, n0) type ¢ balls (successes, failures,
trials).

Z;(t) is a Markov process on states 0, 1, ... with stationary probabil-
ities. The postulates defining a linear birth and death process with
immigration rate a are [Karlin and Taylor (1974, p. 189)]:

1. PZ,. (At) = (piz + a)At + o(At) as At — 0, 2> 0

2. PZ __(At) = qizAt +o(At) as At — 0,z > 1
3. PZ _(At)=1— (piz+ qiz + a)At + o(At) as At — 0, 2 >0
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Note that the process Z;(t) is Markovian, but the processes X;(t),
Y;(t), N;(t) are non-Markovian because the transition rates at ¢ depend
on Z;(t). To deal with the dependency of X; on Z;, we expand on a hint
by Cox and Miller (1965, page 265) and consider the two-dimensional
process of the number of successes on treatment ¢ and the number of type
i balls, (X;(t), Z;(t)), having state space the set of nonnegative integer
pairs (x,z). Let PoZ . (t) be the probability of having z successes

and z balls by time ¢ given there were xy successes and zg balls at time
0.

Define also the joint probability generating function for the number of
balls and the number of successes,

oo oo
GXZ(v,s,t| Zig) =2 = ﬂfoz z = OZ Pjgio_%z(t)vxsz,

where |v| <1, |s| < 1. To obtain forward differential equations, assume
now that the joint process is at (z,2), z > 0, x > 0, at time ¢t + At.
The following theorem gives the differential equation for the probability
generating function. This equation is solved for the case in which the
urn is initialized by the immigration process, i.e., Z;0 = 0. This result
is useful for any initial urn composition because with immigration, the
effect of the initial urn composition is only substantial in an experiment
with a very small sample size. ~The limiting results do not depend
on the initial urn composition, but they do depend on the immigration
rate. Note that if the urn initially is not empty so that Z;y # 0, the
process Z;(t) is the sum of two independent processes: one is initiated
by the balls which were in the urn from the beginning; another process
is initiated by the balls constantly immigrating into the urn. The first
process is a birth and death process without immigration.

THEOREM 38.4.1
Given the initial urn composition Z;(0) = Z,o, the joint probability gener-

ating function for the number of successes and balls satisfies the following
relation:

BGZ.XZ(U, 8,t | Zip)ot = (p,»vs2 —(1=ry)s+ qi)aG;XZ(v, $,t | Zin)0s
ta(s — 1)GXZ (v, 8,t | Zio). (38.4.1)

With X;(0) = 0, the initial condition is

GXZ(v,5,0| Zi) = sZ.
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Furthermore, when the urn is initialized by the immaigration process so
that Z;y = 0, the probability generating function for the number of suc-
cesses at time t is

Glx(l},t | ZiO = 0)
= [2pe " (2p;v — 1+ 1; +p) — (2p;v — 1+ 1; — p)] 7w

__ta o — .
X e 2mv(2plv 1+r1+p)’

where p = \/(1 —1;)% — 4p;q;v, |v] < 1.

PROOF Consider the possible transitions which are composite events
involving changes in the number of the type ¢ balls and the number of
successes on treatment ¢. There are three that can occur in the time
interval At and result in x successes and z balls. First is an immigration,
ie., (z,z—1) — (z,2), with probability of occurrence a/At. The second
transition is a trial resulting in a success, i.e., (x — 1,2 — 1) — (z, 2).
The probability of a success conditional on a type ¢ ball being drawn
and on Z;(t) = z — 1 is (z — 1)p;At.  The third transition is a trial
resulting in a failure, i.e., (z,2+ 1) — (z,2). The probability of a
failure conditional on a type 4 ball being drawn and on Z;(t) = z + 1 is
(z+1)g;At. In addition to these composite events, a trial can result in
no response, i.e., (z,z) — (z,z), with probability zr; At conditional on
a type ¢ ball being drawn and Z;(t) = z. Finally, no composite events
occur, i.e., (z,2) — (z,2), with probability [1 — (zp; + z¢; + zr; + a) At]
conditional on Z;(t) = z.

From the postulates defining a birth and death process with immi-
gration, it can be shown that P,fff_mz(At)/At = o(1) for k ¢ {z —
1,2,z + 1}, where the o(1) term, apart from tending to zero, is uni-
formly bounded with respect to k& and m, and z for fixed z as At — 0.
Then it follows for z > 0, x > x¢, that

PXZ (t + At) = PXZ (t)(1 = (2pi + 2q; + a)At)

Xo,20—,2 Tro,20—T,2

+P3§§,Zzo~>x71,zfl(t)(2 - 1)piAt
+Pﬂv)§io%w,z+l(t)(z + 1)gi Nt
PR a1 (Dalt + o(A);

whereas for z = 0,

pPXZ (t+At) = PXZ (t)(1—alt)+ PXZ ()i Nt +o(At).

xg,z0—x,0 xo,z0—x,0 To,20—T,1
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Taking the derivative and letting At — 0 for z > 0, we obtain

oPxZ2 (t + Aot = —(2p; + 2q; + a) PXZ (t)

T0,20—T,2 T0,20—T,2

+[(Z - 1)pl + G’}Pw)g,zzo—):v—l,z—l(t)

(2 + DG P2 pay (). (38.4.2)
For z = 0, we obtain
OPXZ oot =—aPX% . o(t) + aiPaZ _s1(t). (38.4.3)

The initial conditions are given by X;(0) = zg, Z;(0) = zo and

PXZ (0)=1 ifr=uxz0,2=2

0,20 —T,2

PXZ (0) =0 otherwise.

0,20 —I,2

Multiply (38.4.2) and (38.4.3) by v* and by s* and sum over all values
of z and z. Then rearrange terms and use the fact that

500G (v, 8,t | Zip) = = xoz,z = OZ pPXZ (t)v*zs?,

Tro,20—T,2

to yield the result (38.4.1).

Assuming Z;o = 0, apply the algorithm in Anderson (1991) for solving
a Lagrange differential equation. The probability generating function
for the number of type i successes is thereby obtained from the solution
to equation (38.4.1) by putting s = 1. Tt is

Gi((’U,t ‘ Zio = 0)
2p Piv
e~ Pt (2piv—14+r;+p)— 2pv—14+r; —p)

i o (2o Thritp)

)

where p = /(1 — ;)2 — dp;qiv, [v] < 1. |

38.5 The Probability Generating Function for the
Number of Trials on Treatment i in the
Continuous-Time Birth and Death Process

Just as we obtained the probability generating function for the number of
successes from the joint probability generating function for the number
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of successes and the number of balls, the probability generating function
for the number of trials can be obtained from the joint probability gen-
erating function for the number of trials and the number of balls. Let
GNZ(w,s,t | Zip) denote the joint probability generating function for
the numbers of successes and trials.

THEOREM 38.5.1
If the wrn is initialized by the immigration process, the probability gen-
erating function for the numbers of trials is

GY(w,t| Zio =0)

2p piw
e P (2pw — 1+ 1w+ p) — (2piw — 1+ r;w — p)

— ta . — .9
x e T (ZPiw—ltriwte) (38.5.1)

where p = /(1 — rjw)2 — 4dp;q;w?, |w| < 1.

PROOF Using the same logic as in the proof of Theorem 38.4.1, the
probability generating function for the number of trials on treatment ¢
by time ¢, N;(¢), can be shown to satisfy the differential equation

OGNZ (w, s,t | Zy)ot
= (piws? — (1 — ryw)s + qw)OGNZ (w, s,t | Zi)0s
+a(5 - 1)vaz(wa Sat | ZzO)
The probability generating function for the number of successes is found

by solving this equation and setting s = 1. The solution for the case in
which Z; = 0 is the result. |

38.6 The Number of Trials on Treatment i in the
Continuous-Time Birth and Death Process

When Z;y = 0, the expected number of trials by time ¢ can be obtained
from the generating function (38.5.1) as

sn) = (250

w=1
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Evaluating the derivative yields

oy Ja(e®im )t — (pp — gt — 1)/ (p; — q:)? whenp; # q;
PO = { ot o

(38.6.1)

The variance can be found easily by evaluating

N w
Var(N;(t)) 4 <waG(’t)> — E(N;(t))>.

~ w ow

w=1

We show how to translate these moments, from the continuous-time
birth and death process to the urn process, in Section 38.8 with the
introduction of a stopping rule.

Now we give a limiting result for the (appropriately standardized)
number type ¢ balls in the continuous-time birth and death process. In
particular, we have

THEOREM 38.6.1

For a >0,
X P
Ni(t)/E*(Ni(t)) = Wi(pi),
where
Wi(pi)
Gamma(a/p;,pi/a), when p; > ¢;
= { has characteristic function [cosh (2p“/—17/a)] i when p; = ¢
1 when p; < ¢;
and
aePi=at [(p; — q;)  when p; > ¢;
B (Ni(1) = at?/2 when p; = g;

at/(q; — pi) when p; < ¢;
is the dominant term in E(N;(t)).

PROOF The characteristic function of the random variable
t — oolim [N;(t)/E*(N;(t))]
can be obtained by substituting w = exp[it/E*(N;(t))] in G;(w, s,t | 0)

and calculating the limit when ¢ goes to infinity. The rest of the proof is
similar to the one for binary responses with a > 0 [Ivanova et al. (2000)].
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For the pure birth process with a = 0, Durham, Flournoy and Li (1998)
apply results from Athreya and Ney (1972, pp. 127-130) to show that
N;(t)/E(N;(t)) converges to a gamma distribution with shape parameter
z;0 and scale parameter 1/z;.

38.7 The Joint Probability Generating Function for
the Number of Successes and the Number of
Trials in the Continuous-Time Birth and
Death Process

The observed proportion of successes on treatment i, X;(t)/N;(t), is a
natural estimator of the success probability of the ith treatment in the
continuous-time birth and death process. Therefore, we seek the joint
distribution of successes and trials in order to characterize the propor-
tion of successes. But again, in order to obtain this joint distribution
function, because the successes and trials depend upon the urn compo-
sition, we must first obtain the joint probability generating function for
the total numbers of trials, successes and balls, Gf(NZ (s,w,t| Zy). We
obtain this generating function for the case in which the urn is initialized
by the immigration process.

THEOREM 38.7.1
Given the initial urn composition Z;(0) = Z;o,

OGENZ (v, w,s,t | Zip)
ot
= (pivws® — (1 — ryw)s + qw)OGENZ (v, w, s, | Zio)Os

+a(s — 1)GENZ (v, w, s, | Zio).

With X;(0) = N;(0) = 0, the initial condition is
GXNZ(y,w,5,0 | Zy) = s%°.

When the urn is initialized by the immigration processes, the joint gen-
erating function for the numbers of successes and trials is
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G (v,w,t | Zip = 0)

= [2pe """ (2pjvw — 1+ rw + p) — (2pivw — 1 + ryw — p)| 7®

2pivw—1+r;w+p)

__ta
2p;vw
X e i ,

where p = /(L= riw)? — dpsqow?, Ju] < 1, o] < 1.

PROOF Proceed in an analogous way to the proof of Theorem 38.4.1 to
obtain the differential equation. Then the joint probability generating
function for the number of successes and trials, GX (v, w,t | Z;y = 0), is
the solution of the partial differential equation evaluated at s = 1.

The joint distribution of successes and trials is obtained by taking a
Taylor series expansion of G*V (v,w,t | Zi;p = 0) around w = 0 and
v = 0. We have been unable to find a closed form solution for the terms
in this expansion. A numerical solution can be obtained pointwise and
used to evaluate a specific urn design.

38.8 Adopting a Stopping Rule to Convert
Continuous-Time Statistics to the Urn Design

Recall that the continuous-time birth and death process is constructed
to assist in the analysis of the urn process; time is an artificial construct
and is not related to the treatment of subjects. The next subject will
receive treatment ¢ with probability proportional to the number of type
1 balls in the urn. Therefore, we are interested in the number of balls in
the urn, Z;,, rather than in Z;(¢). One way to relate subjects and time
is to introduce a stopping rule. We use the stopping rule introduced by
Durham, Flournoy and Li (1998) for the pure birth urn design.

We introduce a fictitious treatment labeled ‘K + 1’ having success
probability pxy+1 = 1. Balls labeled with this hypothetical treatment
are called control balls. Thus each time a control ball is drawn and
returned to the urn another control ball is added to the urn. Since the
control balls are drawn randomly, they mark time, so to speak. The urn
starts with one control ball. Use control balls to stop the experiment
as follows:

stop the sequence of trials when n, n > 1, control balls have
been drawn from the urn.
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We now show how to derive the expected number of subjects receiving
treatment 7 when the nth control ball is drawn.

Let T;, = min{¢ : Z(t) = n+ 1} denote the time the nth control ball
is drawn. The density of T}, was derived by Durham, Flournoy and Li
(1998). It is

fn(t) = %P{Tq7 <t} =n(l—eHynten—t, (38.8.1)

Taking an expectation from the continuous-time birth and death process
conditional on T, = t and integrating with respect to df,(t) yields the
unconditional expectation when the nth ball is drawn from the urn. For
example, using (38.6.1) and (38.8.1), the expected number of trials on
ith treatment when the nth immigration ball is drawn for p; # ¢; is

E{N(T,)} = 0 / B{N(T,)|T, = t}f(t)dt
= 0/ S el ()t = D1 = e
_ Pt Pl —(pi—q)nt
Cpi—q (F(U—(pi—fﬁ)‘i‘l) 1>'

The expected number of successes on treatment 4 follows from the rela-
tionship E{X(T,)} = pi E{N(T;)}.

In an analogous manner, time can be integrated out of all generating
functions and expectations that are obtained for the continuous-time
birth and death process.

The observed proportion of successes on treatment ¢, X (T;,)/N(T,,), is
a natural (but not necessarily unbiased) estimator of the success proba-
bility of the ith treatment at the time the experiment is stopped. How-
ever, we have to worry about dividing by zero because there is posi-
tive probability that N(T,) = 0. Therefore, consider the estimator
X(T,)/(N(T;) + 1) which will be essentially equivalent for large sam-
ples. It is straightforward to write the expectation of this estimator,
X(T,)/(N(T;) + 1) from the joint generating function as

e (i) = [ (] =) o

= —{GXN(n,w w )
—0/ 0/ HEY G0)dw || 10
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However, we have been unable to find a closed form solution for the con-
ditional expectation E (X (T;,)/(N(T;) + 1)|T;, = t). It can be obtained
pointwise using numerical integration for evaluating a particular design.

38.9 Limiting Results for the Proportion of Trials
on Treatment i

For the continuous-time birth and death process, let 74,...,7, denote
the trial times (as opposed to the event times considered in Section 38.3).
Now for the urn process, define the sample sizes on each treatment after
n subjects to be N;,, where, in terms of the continuous-time birth and
death process, N;, = N;(7,). Note that, by construction, Ny(7,) +
-+ 4+ Ng(1,) =n. Consider the proportion of subjects assigned to the
ith treatment for each i, i = 1,..., K, after n subjects, N;,/n. We are
interested in the limit of N;,/n as n — oo. It follows from Theorem
38.3.1 that

K
n — oolimN;,n =t — oolimN;(t)j = 1ZNj (1),

that is, the limiting proportion of trials on treatment ¢ that is obtained
from the continuous-time analog is equivalent to the limiting proportion
for the urn design. Therefore, we evaluate this limit in the continuous-
time model.

These limits depend on the uniqueness, or lack thereof, of the differ-
ences p1 — qi, P2 — q2,-- -, Px — Qi - Without loss of generality assume
that these differences are ordered: p1 —q1 > p2 —q2 > -+ > px — QK-
Theorem 6 gives the limiting proportion of subjects assigned to treat-
ment i. In Case 1, p; > ¢1; in Case 2, p1 < ¢1. Let h denote the
number of treatments having maximum success probability, and for the
treatments with maximum success probability, let A denote the differ-
ence between the probability of success and the probability of failure,

Le, A=pr—q=p2—q2="""=pn— G-

THEOREM 38.9.1
Case 1 [fA:plfql =pP2—Qq2="""=DPh—Qqnp >ph+17Qh+1 2 Z
P — qx; with A >0, then

Wi (A)

i n —>POO—> D, = { ng(A)+"'+WiL(A)

n

when 1 < h
when i > h.
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where W;(A),i=1,. . . ,h, are random variables defined in Theorem
38.6.1.
Case 2 IfA=p1—q1>p2—qz> > px — qr; with A <0, then

1

Nin P D,
—n—o0o— D; = — Lt
q1—p1 + + 9K —PK

PROOF The proof is analogous to that of Theorem 2 of Ivanova et al.
(2000). 1

Note in Case 1 that the joint distribution of (D1, ..., Dp—1)isa (h—1)-
variate Dirichlet distribution with all parameters equal to a/A. Fur-
thermore, if h = 1, the limiting proportion of subjects receiving the
(unique) best treatment is one, and the limiting proportion of subjects
on all other treatments is zero.

In both cases, more precise rates of divergence for the treatments
subsamples can be derived analogous to those given for binary outcomes
by Ivanova et al. (2000).

38.10 Limiting Results for the Proportion of
Successes on Treatment i in the Urn

Again, limiting results for the proportion of success on treatment i using
the urn experiment will be identical to the limiting proportion in the
analogous continuous-time process. Hence, we use the continuous-time
process to obtain these results. The maximum likelihood estimator of
the proportion of successes on treatment ¢ in the continuous-time birth
and death model is denoted by p,, = X;(¢)/N;(t). Theorem 38.10.1 gives
the limiting distribution of p;,, appropriately standardized. Let p = pq,
and recall that A =p1 —q1 =p2 —q2 ="+ =pp — qn > Pht1 — Qh+1-

THEOREM 38.10.1

Case 1. p; > q1.

Consider the set A, A= {1,2,...,h} of treatments with mazimum suc-
cess probability. The vector with components /N (Pin — ), i € A, is
asymptotically multivariate normal with mean zero, variances with com-
ponents p;q;, and all covariances zero.

Case 2. p; <q1.

The vector with components /Nip(Pin — pi), 1 = 1,..., K, is asymptot-
ically multivariate normal with mean zero, variances with components
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Ppiqi, and all covariances zero. Furthermore, the vector with components
Vn(Pin —pi), i =1,..., K, is asymptotically a multivariate normal with
mean zero, variances with components p;q;/D;, and all cross-covariances
equal to zero. The constants, D;, are given in Case 2 of Theorem 38.9.1.

PROOF The proof is analogous to that of Theorem 4.2 in Ivanova et al.
(2000). 1

38.11 Asymptotic Inference Pertaining to the
Success Probabilities

When the outcome of an experiment is ternary several hypothesis can
be tested. One might be interested in testing whether all p; — ¢; are the
same. In this paper, we only consider the simplest testing problem that
is of interest:

Hy:pi=py=---=pxg=p

Hi : notallp;areequal.

The likelihood ratio test provides a general method for hypothesis test-
K

ing. Let S =i =1), X;,, where X;,, = X;(7,). The likelihood ratio
test statistic is

An =1 ((S/n) log(S/n) + (1 — S/n)log(l —S/n))

—i= 12]\7 X;/Ni)log(X;/N;) + (1 — X;/N;)log(1 — X;/N;)] .
THEOREM 38.11.1
Under Hy,

—2logh, 2 xk_;.

PROOF The proof is analogous that of Theorem 5.1 in Ivanova et al.
(2000). 1

THEOREM 38.11.2

For A <0,
—2logh, 2 k1 (p),
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where the noncentrality parameter ¢ is

K—1 K -1 K—1 2
p=i=1Y Di6;pia;) — <Z =1y DiPin‘)) (Z =1y Di5ipiqz‘)> ;

where 6 = v/n(p1 — Pk, ..., PKk—1 — Pk, 0).

PROOF The proof is analogous to that of Corollary 5.1 of Ivanova et al.
(2000). 1

The limiting distribution for the likelihood ratio statistic in the case
A > 0 is not known.

38.12 Concluding Remarks

The urn model is useful for treatment allocation in clinical trials. As
a randomized procedure, it provides protection from selection bias and
from confounding effects of unknown covariates. Strategies for changing
the urn composition in response to treatment results can improve the
success rate of future subjects. This was the motivation behind the
two arm randomized play-the-winner rule [Wei and Durham (1978)] and
its generalization to K treatments [Wei (1979)]. The urn composition
in these treatment allocation procedures is a K-variate Markov chain,
and because the urn composition is Markovian, it can be embedded in
a K-variate continuous-time Markov process. However, for these rules,
there are dependencies among the K processes in the continuous-time
analog of the urn process.

If the urn composition is a K-variate Markov chain, but it is modified
after observing a treatment outcome in a way such that only the number
of type i balls changes following treatment 4, then it can be embedded
in a collection of K independent Markov processes. This is the case
with the birth and death urn described herein, as well as with those urn
models described by Durham, Flournoy, and Li (1998), Ivanova (1998),
and Ivanova et al. (2000). The advantages are great, in that much
existing theory facilitates their analysis. It is easy to obtain limiting
results. Also we have shown how a stopping rule can be invoked that
permits exact theoretical results to be obtained.

Just as the availability of theoretical results for the continuous-time
linear birth and death processes helped to suggest the birth and death
urn with immigration, other well-known continuous-time Markov proces-
ses can be used to analyze their analogous urn designs, which may be
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more suitable for a particular application. This paper, used with the
references contained herein, provides a template for such an analysis.
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