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Preface to the Third Edition

The third edition of Plane Answers includes fundamental changes in how
some aspects of the theory are handled. Chapter 1 includes a new section
that introduces generalized linear models. Primarily, this provides a defini-
tion so as to allow comments on how aspects of linear model theory extend
to generalized linear models.

For years I have been unhappy with the concept of estimability. Just
because you cannot get a linear unbiased estimate of something does not
mean you cannot estimate it. For example, it is obvious how to estimate
the ratio of two contrasts in an ANOVA, just estimate each one and take
their ratio. The real issue is that if the model matrix X is not of full rank,
the parameters are not identifiable. Section 2.1 now introduces the concept
of identifiability and treats estimability as a special case of identifiability.
This change also resulted in some minor changes in Section 2.2.

In the second edition, Appendix F presented an alternative approach to
dealing with linear parametric constraints. In this edition I have used the
new approach in Section 3.3. I think that both the new approach and the
old approach have virtues, so I have left a fair amount of the old approach
intact.

Chapter 8 contains a new section with a theoretical discussion of models
for factorial treatment structures and the introduction of special models for
homologous factors. This is closely related to the changes in Section 3.3.

In Chapter 9, reliance on the normal equations has been eliminated from
the discussion of estimation in ACOVA models — something I should have
done years ago! In the previous editions, Exercise 9.3 has indicated that
Section 9.1 should be done with projection operators, not normal equations.
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viii Preface to the Third Edition

I have finally changed it. (Now Exercise 9.3 is to redo Section 9.1 with
normal equations.)

Appendix F now discusses the meaning of small F' statistics. These can
occur because of model lack of fit that exists in an unsuspected location.
They can also occur when the mean structure of the model is fine but the
covariance structure has been misspecified.

In addition there are various smaller changes including the correction
of typographical errors. Among these are very brief introductions to non-
parametric regression and generalized additive models; as well as Bayesian
justifications for the mixed model equations and classical ridge regression.
I will let you discover the other changes for yourself.

Ronald Christensen
Albuquerque, New Mexico, 2001



Preface to the Second Edition

The second edition of Plane Answers has many additions and a couple
of deletions. New material includes additional illustrative examples in Ap-
pendices A and B and Chapters 2 and 3, as well as discussions of Bayesian
estimation, near replicate lack of fit tests, testing the independence assump-
tion, testing variance components, the interblock analysis for balanced in-
complete block designs, nonestimable constraints, analysis of unreplicated
experiments using normal plots, tensors, and properties of Kronecker prod-
ucts and Vec operators. The book contains an improved discussion of the
relation between ANOVA and regression, and an improved presentation of
general Gauss—Markov models. The primary material that has been deleted
are the discussions of weighted means and of log-linear models. The mate-
rial on log-linear models was included in Christensen (1990b), so it became
redundant here. Generally, I have tried to clean up the presentation of ideas
wherever it seemed obscure to me.

Much of the work on the second edition was done while on sabbatical at
the University of Canterbury in Christchurch, New Zealand. I would par-
ticularly like to thank John Deely for arranging my sabbatical. Through
their comments and criticisms, four people were particularly helpful in con-
structing this new edition. I would like to thank Wes Johnson, Snehalata
Huzurbazar, Ron Butler, and Vance Berger.

Ronald Christensen
Albuquerque, New Mexico, 1996
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Preface to the First Edition

This book was written to rigorously illustrate the practical application of
the projective approach to linear models. To some, this may seem contra-
dictory. I contend that it is possible to be both rigorous and illustrative,
and that it is possible to use the projective approach in practical appli-
cations. Therefore, unlike many other books on linear models, the use of
projections and subspaces does not stop after the general theory. They are
used wherever I could figure out how to do it. Solving normal equations and
using calculus (outside of maximum likelihood theory) are anathema to me.
This is because I do not believe that they contribute to the understanding
of linear models. I have similar feelings about the use of side conditions.
Such topics are mentioned when appropriate and thenceforward avoided
like the plague.

On the other side of the coin, I just as strenuously reject teaching linear
models with a coordinate free approach. Although Joe Eaton assures me
that the issues in complicated problems frequently become clearer when
considered free of coordinate systems, my experience is that too many
people never make the jump from coordinate free theory back to practical
applications. I think that coordinate free theory is better tackled after
mastering linear models from some other approach. In particular, I think it
would be very easy to pick up the coordinate free approach after learning
the material in this book. See Eaton (1983) for an excellent exposition of
the coordinate free approach.

By now it should be obvious to the reader that I am not very opinionated
on the subject of linear models. In spite of that fact, I have made an effort
to identify sections of the book where I express my personal opinions.
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xii Preface to the First Edition

Although in recent revisions I have made an effort to cite more of the
literature, the book contains comparatively few references. The references
are adequate to the needs of the book, but no attempt has been made
to survey the literature. This was done for two reasons. First, the book
was begun about 10 years ago, right after I finished my Masters degree at
the University of Minnesota. At that time I was not aware of much of the
literature. The second reason is that this book emphasizes a particular point
of view. A survey of the literature would best be done on the literature’s
own terms. In writing this, I ended up reinventing a lot of wheels. My
apologies to anyone whose work I have overlooked.

USING THE BOOK

This book has been extensively revised, and the last five chapters were
written at Montana State University. At Montana State we require a year
of Linear Models for all of our statistics graduate students. In our three-
quarter course, I usually end the first quarter with Chapter 4 or in the
middle of Chapter 5. At the end of winter quarter, I have finished Chapter 9.
I consider the first nine chapters to be the core material of the book. I go
quite slowly because all of our Masters students are required to take the
course. For Ph. D. students, T think a one-semester course might be the
first nine chapters, and a two-quarter course might have time to add some
topics from the remainder of the book.

I view the chapters after 9 as a series of important special topics from
which instructors can choose material but which students should have ac-
cess to even if their course omits them. In our third quarter, I typically
cover (at some level) Chapters 11 to 14. The idea behind the special topics
is not to provide an exhaustive discussion but rather to give a basic intro-
duction that will also enable readers to move on to more detailed works
such as Cook and Weisberg (1982) and Haberman (1974).

Appendices A-E provide required background material. My experience
is that the student’s greatest stumbling block is linear algebra. I would not
dream of teaching out of this book without a thorough review of Appendices
A and B.

The main prerequisite for reading this book is a good background in lin-
ear algebra. The book also assumes knowledge of mathematical statistics
at the level of, say, Lindgren or Hogg and Craig. Although I think a mathe-
matically sophisticated reader could handle this book without having had a
course in statistical methods, I think that readers who have had a methods
course will get much more out of it.

The exercises in this book are presented in two ways. In the original
manuscript, the exercises were incorporated into the text. The original
exercises have not been relocated. It has been my practice to assign virtually
all of these exercises. At a later date, the editors from Springer-Verlag
and I agreed that other instructors might like more options in choosing



Preface to the First Edition xiii

problems. As a result, a section of additional exercises was added to the
end of the first nine chapters and some additional exercises were added to
other chapters and appendices. I continue to recommend requiring nearly
all of the exercises incorporated in the text. In addition, I think there is
much to be learned about linear models by doing, or at least reading, the
additional exercises.

Many of the exercises are provided with hints. These are primarily de-
signed so that I can quickly remember how to do them. If they help anyone
other than me, so much the better.

ACKNOWLEDGMENTS

I am a great believer in books. The vast majority of my knowledge about
statistics has been obtained by starting at the beginning of a book and
reading until I covered what I had set out to learn. I feel both obligated
and privileged to thank the authors of the books from which I first learned
about linear models: Daniel and Wood, Draper and Smith, Scheffé, and
Searle.

In addition, there are a number of people who have substantially influ-
enced particular parts of this book. Their contributions are too diverse to
specify, but I should mention that, in several cases, their influence has been
entirely by means of their written work. (Moreover, I suspect that in at least
one case, the person in question will be loathe to find that his writings have
come to such an end as this.) T would like to acknowledge Kit Bingham,
Carol Bittinger, Larry Blackwood, Dennis Cook, Somesh Das Gupta, Sey-
mour Geisser, Susan Groshen, Shelby Haberman, David Harville, Cindy
Hertzler, Steve Kachman, Kinley Larntz, Dick Lund, Ingram Olkin, S. R.
Searle, Anne Torbeyns, Sandy Weisberg, George Zyskind, and all of my stu-
dents. Three people deserve special recognition for their pains in advising
me on the manuscript: Robert Boik, Steve Fienberg, and Wes Johnson.

The typing of the first draft of the manuscript was done by Laura Cran-
mer and Donna Stickney.

I would like to thank my family: Sharon, Fletch, George, Doris, Gene,
and Jim, for their love and support. I would also like to thank my friends
from graduate school who helped make those some of the best years of my
life.

Finally, there are two people without whom this book would not exist:
Frank Martin and Don Berry. Frank because I learned how to think about
linear models in a course he taught. This entire book is just an extension
of the point of view that I developed in Frank’s class. And Don because he
was always there ready to help — from teaching my first statistics course
to being my thesis adviser and everywhere in between.

Since I have never even met some of these people, it would be most unfair
to blame anyone but me for what is contained in the book. (Of course, I
will be more than happy to accept any and all praise.) Now that I think
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about it, there may be one exception to the caveat on blame. If you don’t
like the diatribe on prediction in Chapter 6, you might save just a smidgen
of blame for Seymour (even though he did not see it before publication).

Ronald Christensen
Bozeman, Montana, 1987
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Introduction

This book is about linear models. Linear models are models that are linear
in their parameters. A typical model considered is

Y=X0+e

where Y is an n X 1 vector of observations, X is an n X p matrix of known
constants called the design (or model) matrix, 8 is a p x 1 vector of un-
observable parameters, and e is an n x 1 vector of unobservable random
errors. Both Y and e are random vectors. We assume that E(e) = 0 and
Cov(e) = 0?1, where 02 is some unknown parameter. (The operations E(-)
and Cov(-) will be defined formally a bit later.) Our object is to explore
models that can be used to predict future observable events. Much of our
effort will be devoted to drawing inferences, in the form of point estimates,
tests, and confidence regions, about the parameters § and 2. In order to
get tests and confidence regions, we will assume that e has an n-dimensional
normal distribution with mean vector (0,0,...,0)" and covariance matrix
%I, ie., e ~ N(0,02%I).

The applications dealt with will generally fall into two special cases:
Regression Analysis and Analysis of Variance. Regression Analysis refers
to models in which the matrix X’X is nonsingular. Analysis of Variance
(ANOVA) models are models in which the design matrix consists entirely
of zeros and ones.

ExAMPLE 1.0.1.  Simple linear regression.
Consider the model

Yi = Bo + Prx; + ey,
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i=1,...,6, (1,29, 23, 24,25, 26) = (1,2,3,4,5,6), where the e;’s are in-
dependent N (0,02). In matrix notation we can write this as

Y1 11 el
Y2 1 2 €2
Y3 _ 13 [ Bo } n es
Y4 N 1 4 B1 €4
Ys 1 5 (&159
Ye 1 6 €6
Y = X 16} + e.

ExXAMPLE 1.0.2  One-Way Analysis of Variance.

The model
Yij = B+ Q; + €45,

i=1,...,3, j =1,...,N;, (Ni,Na,N3) = (3,1,2), where the e;;s are

independent N(O7 02), can be written as
Y11 1 1 0 0 e11
Y12 1 1 0 O 1% €12
Y13 _ 1 1 0 0 a1 + €13
Y21 - 1 01 0 (65 €91
Y31 1 0 0 1 Qs €31
y32 1 0 0 1 €32
Y = X I6] + e

Examples 1.0.1 and 1.0.2 will be used to illustrate concepts in Chapters 2
and 3.

With any good statistical procedure, it is necessary to investigate
whether the assumptions that have been made are reasonable. Methods
for evaluating the validity of the assumptions will be considered. These
consist of both formal statistical tests and the informal examination of
residuals. We will also consider the issue of how to select a model when
several alternative models seem plausible.

The approach taken here emphasizes the use of vector spaces, subspaces,
orthogonality, and projections. These and other topics in linear algebra are
reviewed in Appendices A and B. It is absolutely vital that the reader be
familiar with the material presented in the first two appendices. Appendix
C contains the definitions of some commonly used distributions. Much of
the notation used in the book is set in Appendices A, B, and C. To develop
the distribution theory necessary for tests and confidence regions, it is
necessary to study properties of the multivariate normal distribution and
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properties of quadratic forms. We begin with a discussion of random vectors
and matrices.

Exercise 1.1 Write the following models in matrix notation:

(a) Multiple regression

Yi = Bo + Brxi + Baxio + B3is + ey,

i=1,...,6.
(b) Two-way ANOVA with interaction

Yijk = 1+ aq + B + i + eijk,

i=1,23,j=12k=12
(¢) Two-way analysis of covariance (ACOVA) with no interaction

Yijk = K+ o6 + B + ik + €ijk,

i=1,2,3,j=12 k=12
(d)  Multiple polynomial regression

Yi = Boo + BroTi1 + Bo1Tiz + Bood + Lo2¥is + Br1TiiTia + €5,

i=1,...,6.

1.1 Random Vectors and Matrices

Let y1,...,yn be random variables with E(y;) = p;, Var(y;) = o, and
Cov(yi, y;) = 0ij = 0ji-

Writing the random variables as an n-dimensional vector Y, we can define
the expected value of Y elementwise as

1 Eyq M1
Y2 Eyo M2
E(Y) = E . = . = . = M
In general, we can define a random matrix W = [w;;], where each w;j,
1=1,...,r, j =1,...,s is a random variable. The expected value of W

is taken elementwise, i.e., E(W) = [E(w;;)]. This leads to the definition of
the covariance matrix of Y as

011 012 - O0Oiln

021 022 =+ 0O2n

Cov(Y) = BI(Y — n)(Y — p)'] =

Onl Onp2 " Onn
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A random vector is referred to as singular or nonsingular depending on
whether its covariance matrix is singular or nonsingular.

It is easy to see that if Y is an n-dimensional random vector, A is an
r X n matrix, and b is a vector in R", then

E(AY +b) = AE(Y) + b
and
Cov(AY +b) = ACov(Y)A'.

This last equality can be used to show that for any random vector Y,
Cov(Y) is nonnegative definite. It follows that Y is nonsingular if and only
if Cov(Y') is positive definite.

Exercise 1.2 Let W be an r X s random matrix, and let A and C be
nxr and n X s matrices of constants, respectively. Show that E(AW +C) =
AE(W) 4+ C. If B is an s x t matrix of constants, show that E(AWB) =
AE(W)B. If s = 1, show that Cov(AW + C) = ACov(W)A’.

Exercise 1.3 Show that Cov(Y') is nonnegative definite for any
random vector Y.

The covariance of two random vectors with possibly different dimensions
can be defined. If W1 and Ys«; are random vectors with EW = ~ and
EY = p, then the covariance of W and Y is the r X s matrix

Cov(W.Y) = E[(W — 7)Y - p)'].

In particular, Cov(Y,Y) = Cov(Y). If A and B are fixed matrices, the
results of Exercise 1.2 quickly yield

Cov(AW, BY) = ACov(W,Y)B'.
Another simple consequence of the definition is:
Theorem 1.1.1. If A and B are fixed matrices, and W and Y are

random vectors, and if AW and BY are both vectors in R", then, assuming
that the expectations exist,

Cov(AW + BY) = ACov(W)A’ + BCov(Y)B’
+ ACov(W,Y)B' + BCov(Y, W)A'.

ProOOF.  Without loss of generality we can assume that E(W) = 0 and
EY)=0:

Cov(AW + BY) = E[(AW + BY)(AW + BY)/]
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AE[WW'|A’ + BE[YY'|B’

+ AEWY'|B' + BE[Y W'] A’

ACov(W)A' + BCov(Y)B'

+ ACov(W,Y)B' + BCov(Y,W)A". O

1.2  Multivariate Normal Distributions

It is assumed that the reader is familiar with the basic ideas of multivariate
distributions. A summary of these ideas is contained in Appendix D.

Let Z = [z1,...,2,) be a random vector with zi,..., 2, independent
identically distributed (i.i.d.) N(0, 1) random variables. Note that E(Z) = 0
and Cov(Z) = 1.

Definition 1.2.1. Y has an r-dimensional multivariate normal distri-
bution if Y has the same distribution as AZ +b, i.e., Y ~ AZ +b, for some
n, some 7 X n matrix A, and some r vector b. We indicate the multivariate
normal distribution of Y by writing Y ~ N (b, AA").

Since A and b are fixed, and since E(Z) = 0, Cov(Z) = I, we have
E(Y) =b and Cov(Y) = AA'.

It is not clear that the notation ¥ ~ N(b, AA’) is well defined, i.e.,
that a multivariate normal distribution depends only on its mean vector
and covariance matrix. Clearly, if we have Y ~ AZ + b, then the notation
Y ~ N(b, AA") makes sense. However, if we write, say, Y ~ N(u, V), we
may be able to write both V = AA’ and V = BB’, where A # B. In that
case, we do not know whether to take Y ~ AZ +por Y ~ BZ + pu. In fact,
the number of columns in A and B need not even be the same, so the length
of the vector Z could change between Y ~ AZ + yand Y ~ BZ + pu. We
need to show that it does not matter which characterization is used. We now
give such an argument based on characteristic functions. The argument is
based on the fact that any two random vectors with the same characteristic
function have the same distribution. Appendix D contains the definition of
the characteristic function of a random vector.

Theorem 1.2.2. IfY ~ N(u,V) and W ~ N(u, V), then Y and W
have the same distribution.

PRrROOF. Recall that

n n
¢z (t) = Elexp(it' Z)] H lexp(itjz;)] = Hexp(—tf/Z) = exp(—t't/2).
j=1 j=1
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Define Y ~ AZ + u, where AA’ = V. The characteristic function of YV is

ey (t) = Elexp(it'Y)] = Elexp(it'[AZ + p])]
exp(it' i)z (A't)

= exp(it'p) exp(—t'AA't/2)

= exp(it'p —t'Vt/2).

Similarly,
ow (t) = exp(it' u — t'Vt/2).

Since the characteristic functions are the same, Y ~ W. ]

Suppose that Y is nonsingular and that Y ~ N(u,V), then Y has a
density. By definition, Y nonsingular means precisely that V' is positive
definite. By Corollary B.23, we can write V = AA’, with A nonsingular.
Since Y ~ AZ + p involves a nonsingular transformation of the random
vector Z, which has a known density, it is quite easy to find the density of
Y. The density is

Fly) = 2m) 7" 2[det(V)] 7% exp[—(y — u)'V " (y — 1) /2],

where det(V) is the determinant of V.

Exercise 1.4 Show that the function f(y) given above is the density
of Y when Y ~ N(u, V) and V is nonsingular.

Hint: If Z has density fz(z) and Y = G(Z), the density of Y is fy(y) =
f2(G~(y))|det(dG~1)|, where dG~! is the derivative (matrix of partial
derivatives) of G=1 evaluated at y.

An important and useful result is that for random vectors having a joint
multivariate normal distribution, the condition of having zero covariance is
equivalent to the condition of independence.

Theorem 1.2.3. IfY ~N(p,V)andY = Bﬁl } , then Cov(Y7,Y2) =0
2

if and only if Y7 and Y5 are independent.

PrOOF. Partition V and p to conform with Y, giving V' = {Vn V12}

Vor Vo
and p = {Zl] Note that V1o = V4, = Cov (Y1, Ya).
2

(a) If Y7 and Y3 are independent,

Viz = B[(Y1 — 1) (Y2 — p2)'] = E(Y1 — 1) E(Y2 — p2)’ = 0.
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(b)  Suppose Cov(Yy,Y2) =0, so that V5 = V3; = 0. Using the definition
of multivariate normality, we will generate a version of Y in which it is
clear that Y; and Y5 are independent. Given the uniqueness established in
Theorem 1.2.2, this is sufficient to establish independence of Y; and Y5.
Since Y is multivariate normal, by definition we can write ¥ ~ AZ + p,

where A is an r x n matrix. Partition A in conformance with [}{1} as
2

A= [Al} so that
2

v [V Vel (A4 a4
Var Vo Ay AL A AL

Because Vi3 = 0, we have A; A, = 0 and

a4 o
V—[ 0 AQA'Q]'

Now let 21, 22,..., 22, be 1.i.d. N(0,1). Define the random vectors Z; =
[21, ey Zn]/7 ZQ = [Zn+17 ey Zgn]/ and

_ |4
a-[2]
Note that Z; and Z5 are independent. Now consider the random vector

A 0

By definition, W is multivariate normal with E(W) = p and

A 0774 o]
Cov(W) = [ O1 AJ { O1 Az]
A4 0
- 0 A4
= V.

We have shown that W ~ N(u, V) and by assumption Y ~ N(u, V). By
Theorem 1.2.2, W and Y have exactly the same distribution; thus

A 0

It follows that Y1 ~ [Al,O]ZQ + H1 = A1Z1 + M1 and Y2 ~ [O,AQ]ZO +
pa = AsZs + po. The joint distribution of (Y7, Ys) is the same as the joint
distribution of (A1 Z1+p1, AaZa+pz). However, Z; and Zs are independent;
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thus A1 Z1 + 1 and AsZs + ps are independent, and it follows that Y; and
Y5 are independent. O

Exercise 1.5 Show that if Y is an r-dimensional random vector with
Y ~ N(u, V) and if B is a fixed n x r matrix, then BY ~ N(Bu, BV B').

In linear model theory, Theorem 1.2.3 is often applied to establish inde-
pendence of two linear transformations of the data vector Y.

Corollary 1.2.4. If Y ~ N(p,02I) and if AB’ = 0, then AY and BY
are independent.

ProoOF. Consider the distribution of {g} Y. By Exercise 1.5, the joint

distribution of AY and BY is multivariate normal. Since Cov(AY, BY) =
02AIB’' = 0?AB’ = 0, Theorem 1.2.3 implies that AY and BY are inde-
pendent. O

1.3 Distributions of Quadratic Forms

In this section, quadratic forms are defined, the expectation of a quadratic
form is found, and a series of results on independence and chi-squared
distributions are given.

Definition 1.3.1. Let Y be an n-dimensional random vector and let
A be an n X n matrix. A quadratic form is a random variable defined by
Y'AY for some Y and A.

Note that since Y'AY is a scalar, Y/AY = Y'A'Y = Y'(A+ A)Y/2.

Since (A + A’)/2 is always a symmetric matrix, we can, without loss of
generality, restrict ourselves to quadratic forms where A is symmetric.

Theorem 1.3.2. If E(Y) = p and Cov(Y) = V, then E(Y'AY) =
tr(AV) + 1/ Ap.

PROOF.

(Y — ) AY — p) Y'AY — ' AY =Y Ap+ p' Ap,
E[(Y —p)AY —p)] = E[Y'AY] - p/Ap— W/ Ap+ ' Ap,

so B[Y'AY] = B[(Y — p)/ A(Y — p)] + ' Ap.
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It is easily seen that for any random square matrix W, E(tr(W)) =
tr(E(WW)). Thus

EI(Y = ) A(Y — )] = E(exl(Y — p)/ AY — )
= E([AY - p) Y —p)])
= tr(E[AY — p)(Y = p)])
—  (AE[(Y — p)(Y — )]
= tr(AV).
Substitution gives
E(Y'AY) = tr(AV) + ¢/ Ap. ]

We now proceed to give results on chi-squared distributions and inde-
pendence of quadratic forms. Note that by Definition C.1 and Theorem
1.2.3, if Z is an n-dimensional random vector and Z ~ N(u,I), then

Z'Z ~ X2 (n, 1 p1)2).

Theorem 1.3.3. If Y is a random vector with Y ~ N(u, I) and if M
is a perpendicular projection matrix, then Y’ MY ~ x2(r(M), u'Mu/2).

PrROOF. Let 7(M) = r and let 01,...,0, be an orthonormal basis for
C(M). Let O = [o1,...,0.] so that M = OO’. We now have Y/MY =
Y'O0'Y = (O'Y)(0'Y), where O'Y ~ N(O'u,0'I0). The columns of
O are orthonormal, so O’O is an r X r identity matrix, and by definition
(O'Y)(O'Y) ~ x2(r, ”' OO uu/2) where y'OO'pu = p' M pu. a

Observe that if ¥ ~ N (u,02I), then [1/0]Y ~ N ([1/o]p,I) and
Y'MY /02 ~ X2 (r(M), ' Mpu/20?).

Theorem 1.3.6 provides a generalization of Theorem 1.3.3 that is valid
for an arbitrary covariance matrix. The next two lemmas are used in the
proof of Theorem 1.3.6.

Lemma 1.3.4. IfY ~ N(u, M), where p € C(M), and if M is a
perpendicular projection matrix, then Y'Y ~ x2(r(M), ' 11/2).

ProOOF. Let O have r orthonormal columns with M = OO’. Since p €
C(M), p = Ob. Let W ~ N(b,I), then Y ~ OW. Since O'O = I, is
also a perpendicular projection matrix, the previous theorem gives Y'Y ~
W'O'OW ~ x2(r,b’O’0Ob/2). The proof is completed by observing that
r=r(M) and b’O'Ob = 1/ pu. O

The following lemma establishes that, if Y is a singular random variable,
then there exists a proper subset of R™ that contains Y with probability
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one.
Lemma 1.3.5. If E(Y) = p and Cov(Y) = V, then Pr[(Y — p) €
c(V))=1.

ProOOF. Without loss of generality, assume u = 0. Let My be the per-
pendicular projection operator onto C(V), then Y = MyY + (I — My)Y.
Clearly, E[(I— My )Y] = 0and Cov[(I-My)Y] = (I—-My)V(I—My)=0.
Thus, Pr[(]—My)Y =0] =1 and Pr[Y = MyY] = 1. Since MyY € C(V),
we are done. O

Exercise 1.6 Show that if YV is a random vector and if E(Y) = 0
and Cov(Y) =0, then Pr[Y = 0] = 1.

Hint: For a random variable w with Pr[w > 0] = 1 and k£ > 0, show that
Priw > k] < E(w)/k. Apply this result to Y'Y

Theorem 1.3.6. IfY ~ N(u, V), then Y/AY ~ x2(tr(AV), i/ Ap/2)
if (1) VAVAV =V AV, (2) W/ AVAu =/ Ap, and (3) VAV Au =V Ap.

Proor. By Lemma 1.3.5, for the purpose of finding the distribution of
Y'AY, we can assume that Y = p + e, where e € C'(V). Using conditions
(1), (2), and (3) of the theorem and the fact that e = Vb for some b,

Y'AY = pAp+p'Ae+e Ap+ e Ae
= WAVAu+ AV Ae + & AV Ap + € AV Ae
Y/(AVA)Y.

We can write V = QQ’ so that Y/AY = (Q'AY ) (Q'AY'), where Q" AY ~
N(Q'Au, Q' AV AQ). If we can show that Q' AV AQ is a perpendicular pro-
jection matrix and that Q'Ap € C(Q'AV AQ), then Y'AY will have a
chi-squared distribution by Lemma 1.3.4.

Since V' is nonnegative definite, we can write @ = Q1Q2, where ()1 has
orthonormal columns and @5 is nonsingular. It follows that

Q;'Q1V = Q' Q1[1Q:Q = Q.

Applying this result, VAVAV = VAV implies that Q"AVAQ = Q'AQ.
Now Q'AVAQ = (Q'AQ)(Q'AQ), so Q'AQ is idempotent and symmetric
and Q"AQ = Q'AV AQ so Q' AV AQ is a perpendicular projection operator.

From the preceding paragraph, to see that Q' Au € C(Q'AV AQ) it suf-
fices to show that Q" AQQ' Ay = Q' Ap. Note that VAV Ay = V Ap implies
that Q"AVAu = Q'Ap. However, since Q'AVAu = Q' AQQ’'Ap, we are
done.
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The noncentrality parameter is one-half of
(Q"Ap)(Q'Ap) = (' AV Ap = 1/ Ap.
The degrees of freedom are

r(QAVAQ) = r(QAQ) = tr(Q'AQ) = tr(AQQ)) = tr(AV). O

Exercise 1.7 Show that if V' is nonsingular, then the three conditions
in Theorem 1.3.6 reduce to AVA = A.

The next three theorems establish conditions under which quadratic
forms are independent. Theorem 1.3.7 examines the important special case
in which the covariance matrix is a multiple of the identity matrix.

In addition to considering independence of quadratic forms, the theorem
also examines independence between quadratic forms and linear transfor-
mations of the random vector.

Theorem 1.3.7. If Y ~ N(u,02I) and BA = 0, then
(1)  Y'AY and BY are independent,
(2) Y'AY and Y'BY are independent,

where A is symmetric and in (2) B is symmetric.

ProOOF. By Corollary 1.2.4, if BA =0, BY and AY are independent. In
addition, any function of AY is independent of any function of BY". Since
Y'AY = Y'AA~AY and Y'BY = Y'BB~ BY are functions of AY and
BY, the theorem holds. O

The final two theorems provide conditions for independence of quadratic
forms under general covariance matrices.

Theorem 1.3.8. IfY ~ N(u,V), A and B are nonnegative definite,
and VAV BV =0, then Y'AY and Y’'BY are independent.

PrRoOF. Since A and B are nonnegative definite, we can write A = RR’
and B = 55’. We can also write V = QQ'.
Y'AY = (RY)(R'Y) and Y'BY = (§'Y)'(S'Y) are independent
if R'Y and S’'Y are independent
iff Cov(R'Y,S'Y)=0
if RVS=0
iff RQQ'S=0
iff C(Q'S) L C(Q'R).
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Since C(AA’) = C(A) for any A, we have

C@Q'S) LC(QR) iff C(Q'SSQ)LCQRRQ)
iff  [Q'SSQIQ'RR'Q]=0
if QBVAQ=0
iff C(Q) L C(BVAQ)
iff C(QQ) L C(BVAQ)
if QQBVAQ=0
iff VBVAQ=0.

Repeating similar arguments for the right side gives VBV AQ = 0 iff
VBV AV =0. a

Theorem 1.3.9. IfY ~ N(u,V)and (1) VAVBV =0, (2) VAVBu =
0, (3) VBVAu =0, (4) / AVBu =0, then Y'AY and Y'BY are indepen-
dent.

Exercise 1.8 Prove Theorem 1.3.9.

Hints: Let V = QQ’ and write Y = u+QZ, where Z ~ N (0, ). Multiply
Y’AY and Y’'BY out in terms of Z and check independence of terms using
Theorem 1.3.7 and an argument contained in the proof of Theorem 1.3.8.

Note that both Theorems 1.3.8 and 1.3.9 apply immediately if AY and
BY are independent, i.e., if AV B = 0. In something of a converse, if V'
is nonsingular, the condition VAV BV = 0 is equivalent to AV B = 0; so
both theorems apply only when AY and BY are independent. However, if
V' is singular, the conditions of Theorems 1.3.8 and 1.3.9 can be satisfied
even when AY and BY are not independent.

Exercise 1.9 Let M be the perpendicular projection operator onto
C(X). Show that (I — M) is the perpendicular projection operator onto
C(X)*. Find tr(I — M) in terms of r(X).

Exercise 1.10 For a linear model Y = X3 + e, E(e) =0, Cov(e) =
021, show that E(Y) = X3 and Cov(Y) = o21.

Exercise 1.11 For a linear model Y = X + ¢, E(e) = 0, Cov(e) =
021, the residuals are
é=(I - MY,

where M is the perpendicular projection operator onto C(X). Find

(a) E(é).
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(b) Cov(é).

(c) Cov(é, MY).

(d) E(e).

(e) Show that &é =YY — (Y/M)Y.

[Note: In Chapter 2 we will show that for a least squares estimate of
B, say [, we have MY = X3.]

(f) Rewrite (¢) and (e) in terms of /.

1.4 Generalized Linear Models

We now give a brief introduction to generalized linear models. On occasion
through the rest of the book, reference will be made to various proper-
ties of linear models that extend easily to generalized linear models. See
McCullagh and Nelder (1989) or Christensen (1997) for more extensive dis-
cussions of generalized linear models and their applications. First it must
be noted that a general linear model is a linear model but a generalized
linear model is a generalization of the concept of a linear model. General-
ized linear models include linear models as a special case but also include
logistic regression, exponential regression, and gamma regression as spe-
cial cases. Additionally, log-linear models for multinomial data are closely
related to generalized linear models.

Consider a random vector Y with E(Y) = u. Let h be an arbitrary
function on the real numbers and, for a vector v = (vy,...,v,)’, define the
vector function

h(v1)
h(v) =
h(vn)
The primary idea of a generalized linear model is specifying that
p=h(Xp),

where h is a known invertible function and X and [ are defined as for
linear models. The inverse of h is called the link function. In particular,
linear models use the identity function h(v) = v, logistic regression uses the
logistic transform h(v) = e”/(1 4 €¥), and both exponential regression and
log-linear models use the exponential transform h(v) = e¥. Their link func-
tions are, respectively, the identity, logit, and log transforms. Because the
linear structure X0 is used in generalized linear models, many of the anal-
ysis techniques used for linear models can be easily extended to generalized
linear models.
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Typically, in a generalized linear model it is assumed that the y;s are
independent and each follows a distribution having density or mass function
of the form

f(wil0i, ¢3w;) = exp {1;1[91'3/1 - T’(ei)]} 9(Yi, , w;) (1)
where 7(-) and g(-,-,-) are known functions and 6;, ¢, and w; are scalars.
By assumption, w; is a fixed known number. Typically, it is a known weight
that indicates knowledge about a pattern in the variabilities of the y;s. ¢ is
either known or is an unknown parameter, but for some purposes is always
treated like it is known. It is related to the variance of y;. The parameter
0; is related to the mean of y;. For linear models, the standard assumption
is that the y;s are independent N(6;,¢/w;). The standard assumption of
logistic regression is that the V;y;s are distributed as independent binomials
with N; trials, success probability

E(y:) = pi = pi = e /[1 + €],

w; = N;, and ¢ = 1. Log-linear models fit into this framework when assum-
ing that the y;s are independent Poisson with mean y; = %, w; = 1, and
¢ = 1. Note that in these cases the mean is some function of #; and that ¢
is merely related to the variance. Note also that in the three examples, the
h function has already appeared, even though these distributions have not
yet incorporated the linear structure of the generalized linear model.

To investigate the relationship between the #; parameters and the linear
structure x}8, where z; is the ith row of X, let 7(8;) be the derivative
dr(6;)/df;. Tt can be shown that

E(yi) = pi = 7(0;).
Thus, another way to think about the modeling process is that
i = h(xiB) = 7(0;),

where both h and 7 are invertible. In matrix form, write § = (64,...,6,)’
so that

XB=h7"p)=h7"[H(O)] and 77N [A(XB)] =77 () = 0.

The special case of h(-) = 7(+) gives X 8 = 0. This is known as a canonical
generalized linear model, or as using a canonical link function. The three
examples given earlier are all examples of canonical generalized linear mod-
els. Linear models with normally distributed data are canonical generalized
linear models. Logistic regression is the canonical model having N;y; dis-
tributed Binomial(N;, u;) for known N; with A= (u;) = log(pi/[1 — ).
Another canonical generalized linear model has y; distributed Poisson(u;)
with A= (p;) = log(s)-
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1.5 Additional Exercises

Exercise 1.5.1 Let Y = (y1,92,y3) be a random vector. Suppose
that E(Y') € M, where M is defined by

M ={(a,a — b,2b)’|a,b € R}.
(a) Show that M is a vector space.

(b) Find a basis for M.

(c) Write a linear model for this problem (i.e., find X such that ¥ =
XGB+e, E(e) =0).

(d) If B8 = (B1,52) in part (c), find two vectors r = (ry,79,73)" and
s = (81, 82,83)" such that E('Y) = /X3 = (1 and E(s'Y) = (.
Find another vector t = (t1,t2,t3)" with » # ¢ but E('Y) = ;.

Exercise 1.5.2 Let Y = (y1,y2,y3) with Y ~ N(u, V), where
n=(56,7)
and
2 01
V=|0 3 2
1 2 4
Find

(a) the marginal distribution of y,
(b) the joint distribution of y; and ys,
(¢) the conditional distribution of y3 given y; = u; and ys = us,

e) the conditional distribution of y; and ys given y3 = us,

(
(f

(g) the distribution of

)
)
)
(d) the conditional distribution of y3 given y; = uq,
)
) the correlations pi2, p13, P23,

)

2 1 0 15
Z‘L 1 1]Y+{18}’

(h) the characteristic functions of ¥ and Z.
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Exercise 1.5.3 The density of Y = (y1,y2,y3)’ is
(27T)_3/2|V|_1/2€_Q/2,

where
Q =2y} +y5 +v3 +2y1y2 — Sy1 — 4y2 + 8.

Find V! and p.
Exercise 1.5.4 Let Y ~ N(Ju,0%I) and let O = [n’l/QJ, O1] be
an orthogonal matrix.
(a) Find the distribution of O'Y.
(b) Show that 4. = (1/n)J'Y and that s> = Y'O,0,Y/(n —1).
(c) Show that . and s? are independent.
Hint: Show that Y'Y =Y'O0'Y =Y'(1/n)JJ'Y +Y'O,0}Y.

Exercise 1.5.5 Let Y = (y1,y2)’ have a N(0,I) distribution. Show

that if
1 a 1 0
St I P

then the conditions of Theorem 1.3.7 implying independence of Y’ AY and
Y'BY are satisfied only if |a| = 1/]b| and a = —b. What are the possible
choices for a and b?

Exercise 1.5.6 Let Y = (y1,%2,y3)" have a N(u,0?I) distribution.
Consider the quadratic forms defined by the matrices M;, My, and M;s
given below.

(a) Find the distribution of each Y'M;Y".
(b) Show that the quadratic forms are pairwise independent.

(¢) Show that the quadratic forms are mutually independent.

] 1 9 -3 —6
M1:§J§’7 Mzzﬂ -3 1 21,
-6 2 4

1 1 =5 4
Ms = Y5 ) 25 =20
4 =20 16
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Exercise 1.5.7 Let A be symmetric, Y ~ N(0,V), and wy, ..., ws
be independent x?(1) random variables. Show that for some value of s and
some numbers \;, Y/AY ~ 377 | \w;.

Hint: Y ~ QZ so Y'AY ~ Z'Q'AQZ. Write Q" AQ = PD(\;)P'.

Exercise 1.5.8.

(a) Show that for Example 1.0.1 the perpendicular projection operator
onto C(X) is

25 15 5 -5 —15 —25

15 9 3 -3 -9 -15

s 1 5 3 1 -1 -3 -5
Al_6%+?6 -5 -3 -1 1 3 5
-5 -9 -3 3 9 15

—25 —-15 -5 5 15 25

(b) Show that for Example 1.0.2 the perpendicular projection operator
onto C(X) is

1/3 1/3 1/3 0 0 0

1/3 1/3 1/3 0 0 0
{13 13 13 0 0 0
M=1% 0o o 1 0
0 0 0 0 1/2 1/2

0 0 0 0 1/2 1/2
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2

Estimation

In this chapter, properties of least squares estimates are examined for the
model
Y =XB+e, E(e)=0, Cov(e)=o"l.

The chapter begins with a discussion of the concepts of identifiability and
estimability in linear models. Section 2 characterizes least squares esti-
mates. Sections 3, 4, and 5 establish that least squares estimates are best
linear unbiased estimates, maximum likelihood estimates, and minimum
variance unbiased estimates. The last two of these properties require the
additional assumption e ~ N(0,02I). Section 6 also assumes that the errors
are normally distributed and presents the distributions of various estimates.
From these distributions various tests and confidence intervals are easily
obtained. Section 7 examines the model

Y =XB+e, E(e)=0, Cov(e)=0?V,

where V' is a known positive definite matrix. Section 7 introduces gener-
alized least squares estimates and presents properties of those estimates.
Section 8 presents the normal equations and establishes their relationship to
least squares and generalized least squares estimation. Section 9 discusses
Bayesian estimation.

The history of least squares estimation goes back at least to 1805, when
Legendre first published the idea. Gauss made important early contribu-
tions (and claimed to have invented the method prior to 1805).

There is a huge body of literature available on estimation and testing
in linear models. A few books dealing with the subject are Arnold (1981),
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Eaton (1983), Graybill (1976), Rao (1973), Schefté (1959), Searle (1971),
and Seber (1966, 1977).

2.1 Identifiability and Estimability

A key issue in linear model theory is figuring out what parameters can and
cannot be estimated. We will see that those functions of the parameters that
are identifiable can be estimated. Linear functions of the parameters that
are identifiable are called estimable and have linear unbiased estimators.
These concepts also have natural applications to generalized linear mod-
els. The definitions used here are tailored to (generalized) linear models,
but coincide with more general definitions of identifiability, cf. Christensen
(2001). For general definitions, the key idea is that the distribution of ¥’
should be either completely determined by E(Y") or completely determined
by E(Y") along with some parameters that are functionally unrelated to the
parameters in E(Y).
Consider the general linear model

Y =XB+e, E(e)=0,

where again Y is an n x 1 vector of observations, X is an n x p matrix of
known constants, 3 is a p X 1 vector of unobservable parameters, and e is
an n X 1 vector of unobservable random errors whose distribution does not
depend on 3. We can only learn about § through X 3. If « is the ith row
of X, a3 is the ith row of X and we can only learn about § through the
x}fs. X3 can be thought of as a vector of inner products between § and a
spanning set for C'(X’). Thus, we can learn about inner products between
B and C(X'). In particular, when X is a p x 1 vector of known constants,
we can learn about functions '3 where A € C'(X’), i.e., where A = X'p for
some vector p. These are precisely the estimable functions of 3. We now
give more formal arguments leading us to focus on functions M3 where
M = p'X or, more generally, vectors A’3 where A’ = P'X.

In general, a parameterization for the n x 1 mean vector E(Y') consists
of writing E(Y) as a function of some parameters [, say,

A general linear model is a parameterization

E(Y) = X3
because E(Y) = E(X(G +¢) = X3 + E(e) = XB. A parameterization is
identifiable if knowing E(Y) tells you the parameter vector [.

Definition 2.1.1 The parametrization 3 is identifiable if for any [



20 2. Estimation

and (B2, f(B1) = f(B2) implies $1 = B2. Moreover, a vector-valued function
9(B) is identifiable if f(51) = f(B2) implies g(51) = g(B2).

The key point is that if 8 or a function g(3) is not identifiable, it is simply
impossible to know what it is, based on knowing E(Y"). From a statistical
perspective, we are considering models for the mean vector with the idea
of collecting data that will allow us to estimate E(Y"). If actually knowing
E(Y) is not sufficient to tell us the value of 8 or g(3), no amount of data
is ever going to let us estimate them.

In regression models, i.e., models for which r(X) = p, the parameters
are identifiable. In this case, X’X is nonsingular so if X3; = X3, then

Br=(X'X)"'X'XB = (X'X) X' X = f3a

and identifiability holds.

For models in which r(X) = r < p, there exist 81 # (2 but X = X 32,
so the parameters are not identifiable.

For general linear models, the only functions of the parameters that are
identifiable are functions of X 3. This follows from the following result:

Theorem 2.1.2 A function g(0) is identifiable if and only if g(3) is a
function of f(3).

PROOF.  ¢(8) being a function of f(3) means that for some function g.,
9(8) = g«[f(B)] for all g; or, equivalently, it means that for any 5, # [o
such that f(81) = f(B2), 9(B1) = g(B2)-

Clearly, if g(8) = g.[f(8)] and f(B1) = £(Bx), then g(61) = gu[(Br)] =
9:[f(B2)] = g(B2), so g(B) is identifiable.

Conversely, if g(3) is not a function of f(8), there exists 31 # 2 such
that f(61) = f(B2) but g(61) # g(B2). Hence, g(B) is not identifiable. O

It is reasonable to estimate any identifiable function. Thus, in a linear
model it is reasonable to estimate any function of X 3. It is not reasonable
to estimate nonidentifiable functions, because you simply do not know what
you are estimating.

The traditional idea of estimability in linear models can now be pre-
sented. Estimable functions are linear functions of § that are identifiable.

Definition 2.1.3 A vector-valued linear function of 3, say, A’f is
estimable if A’/3 = P’ X3 for some matrix P.

Actually, an identifiable linear function of 3 is a function g.(X /) but since
the composite function is linear and X is linear, the function g, must be
linear, and we can write it as a matrix P’.
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Clearly, if A’ is estimable, it is identifiable and therefore is a reasonable
thing to estimate. However, estimable functions are not the only functions
of 3 that are reasonable to estimate. For example, the ratio of two estimable
functions is not estimable, but it is identifiable, so it is reasonable to es-
timate. You can estimate many nonestimable functions. What you cannot
do is estimate nonidentifiable functions.

It should be noted that the concepts of identifiability and estimability
are based entirely on the assumption that E(Y) = X 3. Identifiability and
estimability do not depend on Cov(Y') = Cov(e) (as long as the covariance
matrix is not also a function of ).

An important property of estimable functions A’3 = P’X 3 is that al-
though P need not be unique, its perpendicular projection (columnwise)
onto C'(X) is unique. Let P; and P, be matrices with A’ = P{X = P} X,
then MP = X(X'X)"X'PL=X(X'X) " A=XX'X)"X'P,=MP,.

EXAMPLE 2.1.4. In the simple linear regression model of Example 1.0.1,
(1 is estimable because

1 1
1 2
1 1 3] (B Bo
-5,-3,—-1,1,3,5 = (0,1 = .
35( ) ) 9 L9y ) 1 4 |:61:| (7 )|:ﬁ1 ﬁl
1 5
1 6
Bo is also estimable. Note that
1 1
1 2
1 13| [B] ., .7
6(17171a17171) 1 4 |:ﬁ1:| _5()+§ﬁ17
1 5
1 6

S0
Bo = (ﬂo + 7ﬁ1> - ;51

-3

]
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|~
e i e
|
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7N
w
Gl =
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|
— =
e e e
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1
= 55(20,14,8,2,-4,-10)

)

For any fixed number z, By + 1z is estimable because it is a linear combi-
nation of estimable functions.

e e e
S U= W N~

EXAMPLE 2.1.5. In the one-way ANOVA model of Example 1.0.2, we
can estimate things like p + a1, a1 — ag, and a1 + as — 2a3. Observe that

1 1 0 0
1 1 0 0 n
110 0| |ar]|
(15070707030) 1 01 0 Qs = p+an,
1 0 0 1
1 1 0 0
1 1 0 0 W
110 0| |ar]|
(17050707 _1a0) 1 0 1 0 as = a1 — a3,
1 0 0 1 Qs
1 0 0 1
but also
1 1.0 0
1 100|rp
S | ;1 ;1 1 1 0 0 (051 _ _
199 91 2 ) 2 1 0 1 0 Qs = Qq ag,
1 0 0 1 Q3
1 0 0 1
and
1 1 0 0
1 1 0 0 W
110 0] |ar]|_ -
(1,0, 0, 1, 72, 0) 101 0 Qo =] + Qo 20[3.
1 0 0 1 Qs
1 0 0 1

We have given two vectors p; and ps with p, X = a; — a3. Using M given
in Exercise 1.5.8b, the reader can verify that M p; = M po.

In the one-way analysis of covariance model,

Yij = B+ i i+ eij, E(ei;) =0
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i=1,...,a, 7 = 1,...,N;, z;; is a known predictor variable, and y is
its unknown coefficient. 7y is generally identifiable but p and the «;s are
not. The following result allows one to tell whether or not an individual
parameter is identifiable.

Proposition 2.1.6 For a linear model, write X3 = Y7 _; X0 where
the Xis are the columns of X. An individual parameter §; is not identifiable
if and only if there exist ays such that X; = Zk# Xrog.

PrROOF. To show that the condition on X implies nonidentifiability, it is
enough to show that there exist § and 3, with X8 = X3, but §; # B.i.
The condition X; = ", i Xiay is equivalent to there existing a vector «
with «; # 0 and X = 0. Let 8, = 8+ « and the proof is complete.
Rather than showing that when [3; is not identifiable, the condition on X
holds, we show the contrapositive, i.e., that when the condition on X does
not hold, 3; is identifiable. If there do not exist such ays, then whenever
Xa = 0, we must have o; = 0. In particular, if X8 = Xf,, then X (5 —
By) =0, so (8; — Bx«i) =0 and 5, is identifiable. m]

The concepts of identifiability and estimability apply with little change
to generalized linear models. In generalized linear models, the distribution
of Y is either completely determined by E(Y’) or it is determined by E(Y")
along with another parameter ¢ that is unrelated to the parameterization of
E(Y). A generalized linear model has E(Y) = h(X3). By Theorem 2.1.2, a
function g(0) is identifiable if and only if it is a function of h(X 3). However,
the function h(-) is assumed to be invertible, so g(() is identifiable if and
only if it is a function of X 3. A vector-valued linear function of 3, say,
A’ is identifiable if A’3 = P’ X 3 for some matrix P, hence Definition 2.1.3
applies as well to define estimability for generalized linear models as it does
for linear models. Proposition 2.1.6 also applies without change.

Finally, the concept of estimability in linear models can be related to the
existence of linear unbiased estimators. A linear function of the parameter
vector 3, say A3, is estimable if and only if it admits a linear unbiased
estimate.

Definition 2.1.7. An estimate f(Y) of g(0) is unbiased if E(f(Y)) =
9(B) for any f3.

Definition 2.1.8. f(Y) is a linear estimate of N’ if f(V) =ap+a'Y
for some scalar ag and vector a.

Proposition 2.1.9. ag + @'Y is unbiased for A3 if and only if ag = 0
and /X = \.
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PROOF. Necessity: If ag = 0and @’ X = X, then E(ag+d'Y) = 0+d' X3 =
Np.

Sufficiency: If ag + @'Y is unbiased, A'3 = E(ag + a'Y) = ap + o’ X 3, for
any (3. Subtracting a’ X8 from both sides gives

N —dX)B=ag

for any 3. If 8 =0, then ag = 0. Thus the vector A — X’a is orthogonal to
any vector 3. This can only occur if A — X'a =0; s0 N =a'X. o

Corollary 2.1.10. M3 is estimable if and only if there exists p such
that E(p'Y) = X' for any 3.

2.2 Estimation: Least Squares

Consider the model
Y =XpB+e, E()=0, Cov(e)=o0?l

Suppose we want to estimate E(Y). We know that E(Y) = X, but f is
unknown; so all we really know is that E(Y) € C(X). To estimate E(Y),
we might take the vector in C'(X) that is closest to Y. By definition then,
an estimate B is a least squares estimate if X B is the vector in C'(X) that
is closest to Y. In other words, B is a least squares estimate of § if

(Y = XB)'(Y = XB) = min(Y = XB)'(Y ~ X).

For a vector A’3, a least squares estimate is defined as A’ B for any least
squares estimate B

In this section, least squares estimates are characterized and a uniqueness
property of least squares estimates is given. An unbiased estimate of o is
then presented. Finally, at the end of the section, the geometry associated
with least squares estimation and unbiased estimation of o2 is discussed.
The geometry provides good intuition for n-dimensional problems but the
geometry can only be visualized in three dimensions. In other words, al-
though it is a fine pedagogical tool, the geometry can only be spelled out
for three or fewer data points. The fundamental goal of this book is to
build the theory of linear models on vector space generalizations of these
fundamentally geometric concepts. We now show that the vector in C(X)
that is closest to Y is the perpendicular projection of ¥ onto C(X).

Theorem 2.2.1. B is a least squares estimate of § if and only if
X3 = MY, where M is the perpendicular projection operator onto C(X).
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ProOOF. We will show that
Y -XB) (Y -XB)=(Y -—MY) (Y —MY)+ (MY — XB) (MY — Xp).

Both terms on the right-hand side are nonnegative, and the first term

does not depend on 8. (Y — X3) (Y — X) is minimized by minimizing

(MY —-XpB) (MY —Xp3). This is the squared distance between MY and X 3.

The distance is zero if and only if MY = X3, which proves the theorem.
We now establish the equation.

(Y = XB)(Y - XB)
= (Y -MY+MY - XB)(Y - MY + MY — Xp3)
(Y = MY)' (Y = MY) + (Y = MY) (MY — Xp3)
+ (MY — XB) (Y = MY) + (MY — XB) (MY — Xf).
However, (Y — MY)' (MY — X3) =Y'(I - M)MY —Y'(I — M)XB3 =0

because (I — M)M = 0 and (I — M)X = 0. Similarly, (MY — X3)'(Y —
MY) = 0. O

Corollary 2.2.2. (X'X)~X'Y is a least squares estimate of 3.

In Example 1.0.2 with M given in Exercise 1.5.8b, it is not difficult to
see that

7. 110 0 110 0
7. 1 100|r0 110 0 .
7. 110 0| |7 110 0 0

MY: = = _
Yo1 101 0] |y21 10 1 0 [y1—71
s, 100 1] Lgs 100 1| Lgs -
Us. 100 1 100 1

Thus, both 41 = (071,921, 93.) and B3 = (§1.,0,y21 — 1., J3. — 1.)’ are
least squares estimates of §. From Example 2.1.5, a1 — ag is

a1 — a3 =(1,0,0,0,—-1,0) X5 =(1/3,1/3,1/3,0,—1/2,—1/2) X 3.
The least squares estimates are
(1,0,0,0,~1,0)X3 = (1,0,0,0, —1,0)MY = g1. — §s.,
but also

(1/3,1/3,1/3,0,-1/2,—1/2)X3 = (1/3,1/3,1/3,0,-1/2, —1/2) MY
=Y. — Y3
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Moreover, these estimates do not depend on the choice of least squares
estimates. Either 61 or 62 gives this result.

In Example 1.0.1, X’X has a true inverse, so the unique least squares
estimate of g is

- b1 6 217 '[1 1 1 1 1 1
f=XX) XY{21 91] {1 2 3 456 Y
An immediate result of Theorem 2.2.1, the uniqueness of perpendicular
projection operators (Proposition B.34), and Theorem 2.1.2 as applied to
linear models is that the least squares estimate of any identifiable function
is unique. Any least squares estimates Bl and Bg have X Bl =X Bg, so if
g(p) is identifiable, g(Bl) = g(Bg). In particular, least squares estimates of
estimable functions are unique.

Corollary 2.2.3. The unique least squares estimate of p' X3 is p’ MY

Recall that a vector-valued linear function of the parameters, say A’(3, is
estimable if and only if A’ = P’X for some matrix P. The unique least
squares estimate of A’3 is then P’MY = A’B.

We now show that the least squares estimate of X' is unique only if A3
is estimable.

Theorem 2.2.4. N = X if N3 = N, for any (1, 32 satisfying
X3 = X[y = MY.

PROOF. Decompose A into vectors in C(X’) and its orthogonal comple-
ment. Let N be the perpendicular projection operator onto C'(X'), then
we can write A = X'p; + (I — N)pa. We want to show that (I — N)pa = 0.
This will be done by showing that (I — N)ps is orthogonal to every vector
in RP.

By assumption, \’ (51 ﬁz) =0, and we know that p’lX(ﬂAl - Bg) =0; so
we must have p2( )(ﬁl Bg) = 0, and this holds for any least squares
estimates /61, 62

Let 51 be any least squares estimate and take v such that v L C’( N,
then ﬂQ /6’1 — v is a least squares estimate. This follows because X ﬂg =
X3 — Xv = X, = MY. Substituting above gives 0 = ph(I — N)(ﬂl —
By) = ph(I — N)v for any v L C(X'). Moreover, by definition of N for any
veCX'"), (I —N)=0.It follows that p5(I — N)v = 0 for any v € R?
and thus (I — N)ps = 0. O

Finally, we note that least squares estimates of estimable functions are
unbiased.
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Proposition 2.2.5. It N = p'X, then E(p’MY) = Ng.
PrROOF. E(f/MY)=pME(Y)=pMXp3=pX3=Ng. |

None of these results on least squares estimation involve the assumption
that Cov(e) = o%I. Least squares provides unique estimates of identifiable
functions and unbiased estimates of estimable functions, regardless of the
covariance structure. We establish in the next three sections that least
squares estimates have good statistical properties when Cov(e) = o21.

We now consider estimation of the variance parameter o2. The data
vector Y can be decomposed as Y = MY + (I — M)Y. The perpendicular
projection of Y onto C(X) (i.e., MY) provides an estimate X 3. Note that
MY = MX(+ Me = X3+ Me so that MY equals X3 plus some error
where E(Me) = ME(e) = 0. Similarly, [-M)Y = (I-M)Xp+(I—M)e =
(I — M)e, so (I — M)Y depends only on the error vector e. Since o2 is a
property of the error vector, it is reasonable to use (I — M)Y to estimate
o2.

Theorem 2.2.6. Let 7(X) = r and Cov(e) = o2I, then Y'(I —
M)Y/(n —r) is an unbiased estimate of 0.

PrROOF.  From Theorem 1.3.2 and the facts that E(Y) = Xg and
Cov(Y) = 021, we have
EY'(I - M)Y]=tr[o*(I - M)] + X (I - M)Xp.
However, tr(c*(I — M)) = o2tr(I — M) = o*r(I — M) = 0% (n—r) and
(I-M)X =0,s0 g'X'(I — M)X = 0; therefore
E[Y'(I - M)Y] =02 (n—7)

and
E[Y'(I —= M)Y/(n —7)] = o*. i

Y'(I-M)Y is called the sum of squares for error (SSE). It is the squared
length of (I — M)Y.Y'(I — M)Y/(n —r) is called the mean squared error
(MSE). Tt is the squared length of (I—M)Y divided by the rank of (I—M).
In a sense, the M SE is the average squared length of (I — M)Y, where the
average is over the number of dimensions in C'(I — M). The rank of I — M
is called the degrees of freedom for error, denoted dfE.

For Example 1.0.1,

SSE = (y1 = Bo — Bi1)” + (y2 — fo — $12)* + -+~ + (y6 — o — 16)°
and MSE = SSE/(6 — 2). For Example 1.0.2,

SSE = (y11 — 41.)> + (y12 — i1.)* + (13 — 41.)°
+ (Y21 — y21)® + (Y31 — ¥3.)° + (y32 — ¥3.)°
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and MSE = SSE/(6 — 3).

Finally, one can think about the geometry of least squares estimation
in three dimensions. Consider a table. (Yes, that furniture you have in
your kitchen!) Take one corner of the table to be the origin. Take C(X)
as the two-dimensional subspace determined by the surface of the table. Y
can be any vector originating at the origin, i.e., any point in three dimen-
sional space. The linear model says that E(Y) = X3, which just says that
E(Y) is somewhere on the surface of the table. The least squares estimate
MY = XJ3 is the perpendicular projection of Y onto the table surface. The
residual vector (I — M)Y is the vector starting at the origin, perpendicular
to the surface of the table, that reaches the same height as Y. Another way
to think of the residual vector is to connect the ends of MY and Y with
a line segment (that is perpendicular to the surface of the table) but then
shift the line segment along the surface (keeping it perpendicular) until the
line segment has one end at the origin. The residual vector is the perpen-
dicular projection of Y onto C(I — M), that is, the projection onto the
orthogonal complement of the table surface. The orthogonal complement
is the one dimension space in the vertical direction that goes through the
origin. Because the orthogonal complement has only one dimension, M SFE
is just the squared length of the residual vector.

Alternatively, one could take C(X) to be a one-dimensional subspace
determined by an edge of the table that includes the origin. The linear
model now says that E(Y") is somewhere on this edge of the table. MY =
X B is found by dropping a perpendicular from Y to the edge of the table. If
you connect MY and Y, you essentially get the residual vector (I — M)Y,
except that the line segment has to be shifted down the edge so that it
has one end at the origin. The residual vector is perpendicular to the C'(X)
edge of the table, but typically would not be perpendicular to the surface of
the table. C'(I — M) is now the plane that contains everything (through the
origin) that is perpendicular to the C'(X) edge of the table. In other words,
C(I— M) is the two-dimensional space determined by the vertical direction
and the other edge of the table that goes through the origin. M SFE is the
squared length of the residual vector divided by 2, because C(I — M) is a
two-dimensional space.

2.3 Estimation: Best Linear Unbiased

Another criterion for estimation of \’3 is to choose the best linear unbiased
estimate of \'3. We prove the Gauss—Markov Theorem that least squares
estimates are best linear unbiased estimates.

Definition 2.3.1. a'Y is a best linear unbiased estimate (BLUE) of
N3 if 'Y is unbiased and if for any other linear unbiased estimate b'Y,
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Var(a'Y) < Var(d'Y).

Gauss—Markov Theorem 2.3.2. Consider the linear model
Y=XB+e, E(e) =0, Cov(e) = o?I.
If M3 is estimable, then the least squares estimate of \’3 is a BLUE of X' 3.

ProOOF. Let M be the perpendicular projection operator onto C(X).
Since A3 is an estimable function, let A’ = p’ X for some p. We need to show
that if ¢’Y is an unbiased estimate of '3, then Var(a'Y) > Var(p’MY).
Since @'Y is unbiased for N3, N3 = E(a'Y) = &' X for any value of 3.
Therefore p’X = X = o’ X. Write
Var(a'Y) = Var(dY —p'MY + p'MY)
= Var(d'Y — p’MY) + Var(p’MY)
+2Cov[(a'Y — p'MY),p'MY].
Since Var(a'Y — p'MY') > 0, if we show that Cov[(a'Y — p’MY),p’MY] =
0, then Var(a'Y") > Var(p’MY') and the theorem holds.
We now show that Cov[(a'Y — p’MY), p’MY] = 0.

Cov[(d'Y — p'MY),p’MY] = Cov[(a' —p'M)Y,p'MY]
= (a —p'M)Cov(Y)Mp
= o%(d —p'M)Mp
= o%(a'M — p'M)p.

As shown above, a’X = p'X, and since we can write M = X(X'X)~ X',
we have ' M = p' M. It follows that o?(a’M — p’M)p = 0 as required. O

Corollary 2.3.3. If 02 > 0, there exists a unique BLUE for any
estimable function \'3.

Proor. Let X = p’X, and recall from Section 1 that the vector p' M is
uniquely determined by \. In the proof of Theorem 2.3.2, it was shown
that for an arbitrary linear unbiased estimate a'Y’,

Var(a'Y) = Var(p’MY) + Var(a'Y — p’MY).

If @'Y is a BLUE of X', it must be true that Var(a'Y — p’MY) = 0. It is
easily seen that

0= Var(a'V — p’MY) = Var[(a' — p'M)Y] = o*(a — Mp)'(a — Mp).

For 02 > 0, this occurs if and only if a — Mp = 0, which is equivalent to
the condition a = Mp. ]
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2.4 Estimation: Maximum Likelihood

Another criterion for choosing estimates of 3 and o2 is maximum likelihood.
The likelihood function is derived from the joint density of the observations
by considering the parameters as variables and the observations as fixed at
their observed values. If we assume Y ~ NV (X 8,021 ), then the maximum
likelihood estimates (mles) of 3 and o2 are obtained by maximizing

(2m) "/ 2[det(a?1)] "2 exp[—(Y — XB)'(Y — XB)/207] . (1)

Equivalently, the log of the likelihood can be maximized. The log of (1) is

M tos(2m) - % log[(02)"] — (Y — XB)(Y — X8)/202.
For every value of o2, the log likelihood is maximized by taking § to
minimize (Y — XB8)'(Y — Xf3), i.e., least squares estimates are mles. To
estimate 02 we can substitute Y'(I — M)Y = (Y — XB)' (Y — Xf3) for
(Y —X3) (Y — X 3) and differentiate with respect to o2 to get Y'(I-M)Y/n
as the mle of o2.

The mle of o2 is rarely used in practice. The MSE is the standard
estimate of ¢2. For almost any purpose except point estimation of o2, it
is immaterial whether the M SFE or the mle is used. They lead to identical
confidence intervals and tests for 2. They also lead to identical confidence
regions and tests for estimable functions of (. It should be emphasized
that it is not appropriate to substitute the mle for the MSFE and then
form confidence intervals and tests as if the M.SE were being used.

2.5 Estimation: Minimum Variance Unbiased

In Section 3, it was shown that least squares estimates give best estimates
among the class of linear unbiased estimates. If the error vector is normally
distributed, least squares estimates are best estimates among all unbiased
estimates. In particular, with normal errors, the best estimates happen to
be linear estimates. As in Section 3, a best unbiased estimate is taken to
be an unbiased estimate with minimum variance.

It is not the purpose of this monograph to develop the theory of minimum
variance unbiased estimation. However, we will outline the application of
this theory to linear models. See Lehmann (1983, Sections 1.4, 1.5) and
Lehmann (1986, Sections 2.6, 2.7, 4.3) for a complete discussion of the
definitions and theorems used here. Our model is

Y = X0 +e, ewN(O,UQI).

Definition 2.5.1. A vector-valued sufficient statistic T'(Y") is complete
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if E[h(T(Y))] = 0 for all 3 and o2 implies that Pr[h(T(Y)) = 0] = 1 for all
B3 and o2.

Definition 2.5.1 is simplified in that it ignores some measure theoretic de-

tails. However, it conveys the basic idea of completeness.

Theorem 2.5.2.  If T(Y) is a complete sufficient statistic, then f(T(Y"))
is a minimum variance unbiased estimate of E[f(T(Y"))].

PrOOF.  Suppose g(Y) is an unbiased estimate of E[f(T(Y))]. By the
Rao—Blackwell Theorem (see Cox and Hinkley, 1974)

Var(E[g(Y)[T(Y)]) < Var(g(Y)).

Sice Elg(1)T(V)] is unbiased, BU(T(Y)) ~Elg()TO) = 0. By
completeness of T(Y), Pr{f(T(Y)) =E[g(Y)|T(Y)]} = 1. It follows that
Var(f(T(Y))) < Var(g(Y)). o

We wish to use the following result from Lehmann (1983, pp. 28, 46):

Theorem 2.5.3. Let 8 = (61,...,05) and let Y be a random vector
with probability density function

J(Y) = c(6) exp [_Z 0.T:(Y

then T(Y) = (T1(Y), T2(Y), ..., Ts(Y))" is a complete sufficient statistic
provided that neither § nor T'(Y) satisfy any linear constraints.

Y),

Suppose r(X) = r < p, then the theorem cannot apply to X'Y because,
for b L C(X’), Xb=0;s0 b'X'Y is subject to a linear constraint. We need
to consider the following reparameterization. Let Z be an nxr matrix whose
columns form a basis for C'(X). For some matrix U, we have X = ZU. Let
N3 be an estimable function. Then for some p, N3 = p’ X3 = p/ZUp.
Define v = UG and consider the linear model

Y =Zy+e,  e~N(0,0%).

The usual estimate of N3 = p'Z~ is p’ MY regardless of the parameter-
ization used. We will show that p’MY is a minimum variance unbiased
estimate of \'3. The density of Y can be written

fY) (2m) "2 (0%) " exp[—(Y = Z9)' (Y — Z7)/207]
= Cy(0?) exp|— (Y'Y —2¢/'Z'Y ++/Z' Z) /202]
Cs(v,0%) exp[(=1/20*)Y'Y + (072')(Z2'Y)] .

—n/2
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This is the form of Theorem 2.5.3. There are no linear constraints on the
parameters (—1/202,v1/02,...,7./0%) nor on (Y'Y, Y'Z)',so (Y'Y, Y'Z)
is a complete sufficient statistic. An unbiased estimate of N3 = p' X is
PMY = pZ(Z'Z)~Z'Y. p MY is a function of Z'Y, so it is a minimum
variance unbiased estimate. Y'(I — M)Y/(n — r) is an unbiased estimate
of 02 and Y/'(I — MY =Y'Y — (Y'Z)(Z'Z)~(Z'Y) is a function of the
complete sufficient statistic (Y'Y, Y’Z)’, so MSE is a minimum variance
unbiased estimate. We have established the following result:

Theorem 2.5.4. MSE is a minimum variance unbiased estimate of
02 and p' MY is a minimum variance unbiased estimate of p’ X3 whenever
e~ N(0,07I).

2.6 Sampling Distributions of Estimates

If we continue to assume that Y ~ N (X 8,021 ), the distributions of esti-
mates are straightforward. The least squares estimate of A’S where A’ =
P'X is '3 = P'MY . The distribution of P’MY is N(P'Xp,0°P'MIMP)
or, equivalently,

P'MY ~ N(NB,0*P'MP).

Since M = X (X'X)~ X', we can also write
NB~N(ANB,o*N(X'X)"A).
Two special cases are of interest. First, the estimate of X3 is
MY ~ N(XB,0°M).
Second, if (X’X) is nonsingular, 3 is estimable and
B~N(B,o*(X'X)7).

In Section 2 it was shown that the mean square error Y/'(I—M)Y/(n—r)
is an unbiased estimate of o2. It will now be shown that Y'(I — M)Y/o? ~
x%(n —r). Clearly Y/o ~ N(X3/c,I), so by Theorem 1.3.3

Y'(I-M)Y/o? ~x*(r(I — M),B'X'(I - M)XB/20%).
We have already shown that 7(I—M) = n—r and 8'X'(I-M)X3/20?% = 0.
Moreover, by Theorem 1.3.7, MY and Y'(I — M)Y are independent.

Exercise 2.1 Show that for )’ estimable,

NB—Np
VMSEN(X'X)~A

~ t(dfE).
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Find the form for a confidence interval for N3 and the form of a test of
Hy: NB=0versus Hy : N3 #0.

Hint: The confidence interval and test can be found using the methods
of Appendix E.

Exercise 2.2 Let Y11, Y12, - -, Y1r be N(u1,02) and yo1,Yo2, - - . , Yos
be N(ug,0?) with all y;;s independent. Write this as a linear model. For
the rest of the problem use the results of Chapter 2. Find estimates of
p1, po, 1 — p2, and o2. Using Appendix E and Exercise 2.1, form 95%
confidence intervals for p1 — po and p;. Similarly, form an « = .01 test for
Hy : py = po versus Hy @ puy # pa. What is the test for Hy @ up = ps + A
versus Ha : p1 # po + A, where A is some known fixed quantity? How do
these results compare with the usual analysis for two independent samples?

Exercise 2.3 Let y1,%2,...,Yy, be independent N(u,c?). Write a
linear model for these data. For the rest of the problem use the results of
Chapter 2, Appendix E, and Exercise 2.1. Form a 95% confidence interval
for p and form an o = .01 test for Hy : pu = po versus Hy : u # po, where
to is some known fixed number. How do these results compare with the
usual analysis for one sample?

2.7 Generalized Least Squares
A slightly more general linear model than the one considered so far is
Y=XB+e, E(e) =0, Cov(e) = a2V, (1)

where V' is some known positive definite matrix. By Corollary B.23, we can
write V' = QQ’ for some nonsingular matrix Q. It follows that Q~'V Q'™ =
1.

Instead of analyzing model (1), we analyze the equivalent model,
Q'Y =Q X3+ Qe (2)

For model (2), E(Q~te) = 0 and Cov(Qte) = 02Q 1VQ~Y = 02I. The
transformed model satisfies the assumptions made in the previously de-
veloped theory. For the transformed model, the least squares estimates
minimize

Q'Y —Q'X8) (Q7'Y —Q'Xp)

= (Y-XB)'QVQ ' (Y -Xp)
(Y = XB) V(Y - Xp).
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The estimates of 3 that minimize this function are called generalized least
squares estimates because instead of minimizing the squared distance be-
tween Y and X3, a generalized squared distance determined by V! is
minimized. Generalized least squares is a concept in linear model theory
and should not be confused with generalized linear models.

Theorem 2.7.1.

(a) A is estimable in model (1) if and only if A’'( is estimable in model

(2)-

(b) [ is a generalized least squares estimate of § if and only if
X (X'V7IX) X'V7yY = XB.

For any estimable function there exists a unique generalized least
squares estimate.

(c) For an estimable function A3, the generalized least squares estimate
is the BLUE of X' 3.

(d) Ife ~ N(0,02V), then for any estimable function \’3, the generalized
least squares estimate is the minimum variance unbiased estimate.

(e) If e ~ N(0,02V), then any generalized least squares estimate of 3 is
a maximum likelihood estimate of [3.

PROOF.

(a) If N0 is estimable in model (1), we can write
N =pX=(Q)QX;

so X3 is estimable in model (2). If X' is estimable in model (2), then
N =pQ X = (p)Q1)X; so N3 is estimable in model (1).

(b) By Theorem 2.2.1, the generalized least squares estimates (i.e., the
least squares estimates for model (2)) satisfy the equation

Qle (X/QfllelX)_ X/Q71/Q71Y — QleB.

Simplifying and multiplying through on the left by @ gives the equiv-
alent condition

X (X'V7IX) X'V7Y = XB.

From Theorem 2.2.3, generalized least squares estimates of estimable
functions are unique.
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(¢) From Theorem 2.3.2 as applied to model (2), the generalized least
squares estimate of A’ is the BLUE of X' 3 among all unbiased linear
combinations of the vector Q'Y . However, any linear combination,
in fact any function, of Y can be obtained from Q'Y because Q! is
invertible. Thus the generalized least squares estimate is the BLUE.

(d) Applying Theorem 2.5.4 to model (2) establishes that the generalized
least squares estimate is the minimum variance unbiased estimated
from among unbiased estimates that are functions of QY. Since
Q) is nonsingular, any function of Y can be written as a function
of Q7'Y; so the generalized least squares estimate is the minimum
variance unbiased estimate.

(e) The likelihood functions from models (1) and (2) are identical. From

model (2), a generalized least squares estimate 3 maximizes the like-
lihood among all functions of @'Y, but since @ is nonsingular, 3
maximizes the likelihood among all functions of Y. o

Theorem 2.7.1(b) is the generalized least squares equivalent of Theorem
2.2.1. Theorem 2.2.1 relates XB to the perpendicular projection of Y onto
C(X). Theorem 2.7.1(b) also relates X to a projection of Y onto C(X),
but in Theorem 2.7.1(b) the projection is not the perpendicular projection.

If we write
A=X (X'V'X) X'V (3)

then the condition in Theorem 2.7.1(b) is
AY = X3.

We wish to show that A is a projection operator onto C(X). The per-
pendicular projection operator onto C(Q~1X) is

QX [(QTX)(QT'X)] (@7'X)-
By the definition of a projection operator,
QTX[(QTX)(QTY)] (@TX)QT'X =Q7'X.
This can also be written as
Q'AX =Q'X.
Multiplying on the left by @ gives
AX = X. (4)
From (3) and (4), we immediately have

AA=A

)
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so A is a projection matrix. From (3), C(A) C C(X) and from (4), C(X) C
C(A); so C(A) = C(X) and we have proven:

Proposition 2.7.2. A is a projection operator onto C'(X).

For an estimable function M@ with X' = p’X, the generalized least

squares estimate is '3 = p’AY. This result is analogous to the ordinary
least squares result in Corollary 2.2.3. To obtain tests and confidence in-
tervals for X8, we need to know Cov(X ().

Proposition 2.7.3.  Cov(Xf) = 02X (X'V71X)™ X".

PRrROOF.  Cov(XJ3) = Cov(AY) = 02AV A’. From (3) and (4) it is easily
seen (cf. Exercise 2.4) that

AVA = AV =V A'.
In particular, AV = X (X'V71X) X' O

Corollary 2.7.4. If M3 is estimable, then the generalized least squares
estimate has Var(X'3) = o2\ (X'V71X) "~ A

It is necessary to have an estimate of 2. From model (2),

SSE = (@) [1-Q'X[(@7X)(@ X)) @' X)](@'Y)
= YV'Y - YVIX(XVX) X'V'Y
= Y([I-AVH-AY.

Note that (I — A)Y is the vector of residuals, so the SSE is a quadratic
form in the residuals. Because @ is nonsingular, (Q ! X) = r(X). It follows
from model (2) that an unbiased estimate of o2 is obtained from

MSE=Y'(I-AV Y1 -A)Y/[n—r(X)].

With normal errors, this is also the minimum variance unbiased estimate
of o2.

Suppose that e is normally distributed. From Theorem 1.3.7 applied to
model (2), the M SE is independent of Q=1 X. Since X3 is a function of
Q~'Xj, the MSE is independent of X 3. Also, X3 is normally distributed
and SSE/o? has a chi-squared distribution.

A particular application of these results is that, for an estimable function
N, )

NB=Np
VMSEN (X'V-1X)" A

~t(n —r(X)).




2.7 Generalized Least Squares 37

Given this distribution, tests and confidence intervals involving A3 can be
obtained as in Appendix E.

We now give a result that determines when generalized least squares
estimates are (ordinary) least squares estimates. The result will be gener-
alized in Theorem 10.4.5. The generalization changes it to an if and only if
statement for arbitrary covariance matrices.

Proposition 2.7.5. If V is nonsingular and C(VX) C C(X), then
least squares estimates are BLUEs.

PROOF.  The proof proceeds by showing that A = X (X'V-1X)- X'V 1
is the perpendicular projection operator onto C(X). We already know that
A is a projection operator onto C(X), so all we need to establish is that if
w L C(X), then Aw = 0.

V' being nonsingular implies that the null spaces of VX and X are iden-
tical, so r(VX) = r(X). With C(VX) C C(X), we must have C(VX) =
C(X).C(VX) = C(X) implies that for some matrices By and B, VX B; =
X and VX = XB,. Multiplying through by V! in both equations gives,
XB; = V!X and X = V71XB,, so O(X) = C(V71X). It follows
immediately that C(X)+ = C(V71X)1. Now, w L C(X) if and only if
w1 C(V71X), so

Aw = [X(X'V'X)" X'V Nw=XXV'X)" [X'V'w]=0. O

Frequently in regression analysis, V is a diagonal matrix, in which case
generalized least squares is referred to as weighted least squares. Consider-
able simplification results.
Exercise 2.4

(a) Show that AVA' = AV =V A"

(b) Show that A'V~1A=AV-1=V-1A

(¢) Show that A does not depend on the choice of the generalized inverse

(X'VX)".

The following result will be useful in Section 9. It is essentially the
Pythagorean Theorem and can be used directly to show Theorem 2.7.1(b),
that X3 is a generalized least squares estimate if and only if X3 = AY.

Lemma 2.7.6 Let A= X(X'V71X)"X'V~1 then

(Y = XB)VHY - Xp)
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= (Y -AY)V HY — AY) + (AY — XB)V 1 (AY — X[3)
= (Y -AY)V (Y - AY) + (8- 8) (X'V'X)(8 — 5)

where = (X'V-1X)"X'V-1ly.

PRrROOF: Following the proof of Theorem 2.2.2, write (Y — X3) = (Y —
AY) + (AY — X3) and eliminate cross product terms using Exercise 2.4
and

(I —AVHAY - XB) =V (I - A)(AY — X3) =0. i

Exercise 2.5 Show that A is the perpendicular projection operator
onto C'(X) when the inner product between two vectors x and y is defined
as 'V 1y

Hint: Recall the discussion after Definition B.50.

2.8 Normal Equations

An alternative method for finding least squares estimates of the parameter
[ in the model

Y=X0G+e, E(e) =0, Cov(e) = 0?1

is to find solutions of what are called the normal equations. The normal
equations are defined as
X'XpB=X'Y.

They are usually arrived at by setting equal to zero the partial derivatives
of (Y — X3) (Y — X3) with respect to 3.

Corollary 2.8.2 shows that solutions of the normal equations are least
squares estimates of 3. Recall that, by Theorem 2.2.1, least squares esti-
mates are solutions of X = MY.

Theorem 2.8.1. B is a least squares estimate of (3 if and only if

(Y — XB) L C(X).

PROOF.  Since M is the perpendicular projection operator onto C(X),
(Y — XpB) L C(X) if and only if M(Y — X3) = 0, i.e, if and only if

MY = X5. O

Corollary 2.8.2. B is a least squares estimate of [ if and only if
X'Xp=X'Y.
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PROOF. X'Xf(3 = X'Y if and only if X'(Y - XB) = 0, which occurs if
and only if (Y — X() L C(X). a

For generalized least squares problems, the normal equations are found
from model (2.7.2). The normal equations simplify to

X'v-ixpg=Xv-ly.

2.9 Bayesian Estimation

Bayesian estimation incorporates the analyst’s subjective information
about a problem into the analysis. It appears to be the only logically con-
sistent method of analysis, but not the only useful one. Some people object
to the loss of objectivity that results from using the analyst’s subjective
information, but either the data are strong enough for reasonable people
to agree on their interpretation or, if not, analysts should be using their
subjective (prior) information for making appropriate decisions related to
the data.

There is a vast literature on Bayesian statistics. Three fundamental works
are de Finetti (1974, 1975), Jeffreys (1961), and Savage (1954). A good
introduction to the subject is Lindley (1971). A few of the well known
books on the subject are Berger (1985), Box and Tiao (1973), DeGroot
(1970), Geisser (1993), Raiffa and Schlaifer (1961), and Zellner (1971).

Consider the linear model

Y =XB+e, e~ N(0,0°),

where r(X) = r. It will be convenient to consider a full rank reparameter-
ization of this model,

Y =2Zy+e, e~ N(0,0%0),

where C(X) = C(Z). As in Sections 1.2 and 2.4, this determines a den-
sity for Y given v and o2, say, f(Y|y,0?). For a Bayesian analysis, we
must have a joint density for v and o2, say p(v,0?). This distribution re-
flects the analyst’s beliefs, prior to collecting data, about the process of
generating the data. We will actually specify this distribution condition-
ally as p(v,0?) = p(v|o?)p(c?). In practice, it is difficult to specify these
distributions for v given ¢ and 2. Convenient choices that have mini-
mal impact on (most aspects of) the analysis are the (improper) reference
priors p(vy|o?) = 1 and p(c?) = 1/02%. These are improper in that neither
prior density integrates to 1. Although these priors are convenient, a true
Bayesian analysis requires the specification of proper prior distributions.
Specifying prior information is difficult, particularly about such abstract
quantities as regression coefficients. A useful tool in specifying prior in-
formation is to think in terms of the mean of potential observations. For
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example, we could specify a vector of predictor variables, say Z;, and specify
the distribution for the mean of observations having those predictor vari-
ables. With covariates Z;, the mean of potential observables is Z/~. Typically
we assume that 2y has a N(7;, 0%w;) distribution. One way to think about
7; and w; is that g; is a prior guess for what one would see with covariates
Z;, and 1/w; is the number of observations this guess is worth. To specify
a proper prior distribution for v given o2, we specify independent priors at
vectors Z;, ¢ = 1,...,r, where r is the dimension of v. As will be seen be-
low, under a mild condition this prior specification leads easily to a proper
prior distribution on 7. Although choosing the Z;s and specifying the pri-
ors may be difficult to do, it is much easier to do than trying to specify
an intelligent joint prior directly on ~. If one wishes to specify only partial
prior information, one can simply choose fewer than r vectors Z; and the
analysis follows as outlined below. In fact, using the reference prior for ~
amounts to not choosing any Z;s. Again, the analysis follows as outlined
below. Bedrick, Christensen, and Johnson (1996) discuss these techniques
in more detail.

I believe that the most reasonable way to specify a proper prior on o2 is to
think in terms of the variability of potential observables around some fixed
mean. Unfortunately, the implications of this idea are not currently as well
understood as they are for the related technique of specifying the prior for
v indirectly through priors on means of potential observables. For now, we
will simply consider priors for o2 that are inverse gamma, distributions, i.e.,
distributions in which 1/0? has a gamma distribution. An inverse gamma
distribution has two parameters, a and b. One can think of the prior as
being the equivalent of 2a (prior) observations with a prior guess for o2 of
b/a.

It is convenient to write Y = (1, ...,%,) and Z as the r x r matrix with
ith row Z,. In summary, our distributional assumptions are

Y|y,0? ~ N(Zv,0%I)
Zylo? ~ N(Y,0?D(w))
o ~ InvGa(a,b).

We assume that Z is nonsingular, so that the second of these induces the
distribution o R R
v|o? ~ N(Z7YY, 02 Z ' D(w)Z ™).

Actually, any multivariate normal distribution for v given o2 will lead to
essentially the same analysis as given here.

A Bayesian analysis is based on finding the distribution of the parame-
ters given the data, i.e., p(vy,0?|Y). This is accomplished by using Bayes’s
Theorem, which states that

f(¥y,0%)p(y,0%)
f(Y)

p(y,o?Y) =
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If we know the numerator of the fraction, we can obtain the denominator
by

F) = / F(Y . 0%)p(y, 0%) dn do®.

In fact, because of this relationship, we only need to know the numerator
up to a constant multiple, because any multiple will cancel in the fraction.
Later in this section we will show that

—(n+r)/2
p(7,02lY) & (02) "2 p(o?)

<o { o [0- 9@ 2+ 2D 020 -9) | m
cexp{ 5 [V = 29 = 20) 4 (7 = 29y D @) - 29)] |
where
A= (Z’Z + Z’D‘l(ﬁ;)Z) B [Z’Y + Z’D—l(w)ff} . (2)

The joint posterior (post data) density is the right-hand side of (1) divided
by its integral with respect to v and o2.

The form (1) for the joint distribution given the data is not particu-
larly useful. What we really need are the marginal distributions of o2 and
functions p'Zy = p’' X 3, and predictive distributions for new observations.

As will be shown, the Bayesian analysis turns out to be quite consistent
with the frequentist analysis. For the time being, we use the reference prior
p(62) = 1/02. In our model, we have Zv random, but it is convenient to
think of Y as being r independent prior observations with mean Z~v and
weights w. Now consider the generalized least squares model

P[] F (@] 2[5 o)) @

This generalized least squares model can also be written as, say,
Y, =Z.y+e., e~ N(0,0%V,).

The generalized least squares estimate from this model is 4 as given in
(2). In the Bayesian analysis, 4 is the expected value of 7 given Y. Let
BMSE denote the mean squared error from the (Bayesian) generalized
least squares model with BdfE degrees of freedom for error.

In the frequentist generalized least squares analysis, for fixed v with
random 4 and BMSE,

Ny — N~y

~ t(BdfE).

~ -\ —1
\/ BMSE N (Z’Z + Z’D*l(dz)Z) A
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In the Bayesian analysis, the same distribution holds, but for fixed 4 and
BMSE with random ~. Frequentist confidence intervals for \'v are iden-
tical to Bayesian posterior probability intervals for \'v. Note that for esti-
mating a function p’ X 3, simply write it as p’ X 3 = p'Z~ and take X' = p'Z.

In the frequentist generalized least squares analysis, for fixed ¢ and

random BMSFE,
(BAfE)BMSE
IR X (BAE).
In the Bayesian analysis, the same distribution holds, but for fixed BMSFE
and random o?. Confidence intervals for o2 are identical to Bayesian pos-
terior probability intervals for o2.
In the frequentist generalized least squares analysis, a prediction interval
for a future independent observation yy with predictor vector zy and weight
1 is based on the distribution

Yo - 4 ~tBAE), (&)
\/BMSE [1 + 2 (Z’Z + Z/D—l(uv)Z) o ZO:|

where 4 and BMSFE are random and gq is independent of Y for given
and 02, see Exercise 2.10.1. In the Bayesian analysis, the same distribution
holds, but for fixed 4 and BM SFE. Standard prediction intervals for y, are
identical to Bayesian prediction intervals.

If we specify an improper prior on « using fewer than r vectors Z;, these
relationships between generalized least squares and the Bayesian analysis
remain valid. In fact, for the reference prior on 7, i.e., choosing no z;s, the
generalized least squares model reduces to the usual model Y = X3 + e,
e ~ N(0,02I), and the Bayesian analysis becomes analogous to the usual
ordinary least squares analysis.

In the generalized least squares model (3), BdfE = n. If we take 02 ~
InvGa(a,b), the only changes in the Bayesian analysis are that BMSE
changes to [(BdfE)BM SE+2b|/(BdfE+2a) and the degrees of freedom for
the t and x? distributions change from BdfE to BdfE + 2a. With reference
priors for both v and o2, BdfE = n — r, as in ordinary least squares.

EXAMPLE 2.9.1.  Schafer (1987) presented data on 93 individuals at
the Harris Bank of Chicago in 1977. The response is beginning salary
in hundreds of dollars. There are four covariates: sex, years of educa-
tion, denoted EDUC, years of experience, denoted EXP, and time at hir-
ing as measured in months after 1-1-69, denoted TIME. This is a regres-
sion, so we can take Z = X, v = (3, and write X = Z. With an inter-
cept in the model, Johnson, Bedrick, and I began by specifying five co-
variate vectors 7, = (1, SEX,;, EDUC;, EXP;,, TIME,), say, (1,0,8,0,0),
(1,1,8,0,0), (1,1,16,0,0), (1,1,16,30,0), and (1,1,8,0,36), where a SEX
value of 1 indicates a female. For example, the vector (1,0,8,0,0) corre-
sponds to a male with 8 years of education, no previous experience, and
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starting work on 1-1-69. Thinking about the mean salary for each set of
covariates, we chose ¢ = (40,40, 60,70,50), which reflects a prior belief
that starting salaries are the same for equally qualified men and women,
and a belief that salary is increasing as a function of EDUC, EXP, and
TIME. The weights w; are all chosen to be .4, so that in total the prior
carries the same weight as 2 sampled observations. The induced prior on
B given o2 has mean vector (20,0,2.50,.33,.28)" and standard deviation
vector 0(2.74,2.24,.28,.07,.06)".

To illustrate partial prior information, we consider the same example,
only with the fifth “prior observation” deleted. In this instance, the prior
does not reflect any information about the response at TIMEs other than
0. The prior is informative about the mean responses at the first four co-
variate vectors but is noninformative (the prior is constant) for the mean
response at the fifth covariate vector. Moreover, the prior is constant for
the mean response with any other choice of fifth vector, provided this vec-
tor is linearly independent of the other four. (All such vectors must have a
nonzero value for the time component.) In this example, the induced im-
proper distribution on ( has the same means and standard deviations for
081, B2, B3, and B4, but is flat for Js.

We specify a prior on 02 worth 2a = 2 observations with a prior guess
of b/a = 25. The prior guess reflects our belief that a typical salary has a
standard deviation of 5.

Using our informative prior, the posterior mean of (3 is

3 = (33.68,6.96,1.02, .18, .23)’

with BdfE = 95 and BMSE = 2404/95 = 25.3053. The standard devi-
ations for B are ,/95/93(310,114,23.43,6.76,5.01)' /100. In the partially
informative case discussed above, the posterior mean is

3 = (34.04,7.11,0.99, .17, .23),

BdfE =94, BMSE = 2383/94 = 25.3511, and the standard deviations for
B are 1/94/92(313,116,23.78,6.80,5.06)" /100. Using the standard reference
prior, in other words, using ordinary least squares without prior data, B =
(35.26,7.22,.90, .15, .23)', BdfE = 88, BMSE = 2266/88 = 25.75, and
the standard deviations for  are /88/86(328,118,24.70,7.05,5.20)’ /100.
The 95% prediction interval for zo = (1,0,10,3.67,7) with a weight of 1
is (35.97,56.34) for the informative prior, (35.99,56.38) with partial prior
information, and (36.27,56.76) for the reference prior.

2.9.1 DISTRIBUTION THEORY

For the time being, we will assume relation (1) for the joint posterior and
use it to arrive at marginal distributions. Afterwards, we will establish
relation (1).
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The distribution theory for the Bayesian analysis involves computations
unlike anything else done in this book. It requires knowledge of some basic
facts.

The density of a gamma distribution with parameters a > 0 and b > 0 is

g(r) = %

791 exp[—br]

for 7 > 0. A Gamma(n/2,1/2) distribution is the same as a x?(n) distri-
bution. We will not need the density of an inverse gamma, only the fact
that y has a gamma a,b distribution if and only if 1/y has an inverse
gamma a, b distribution. The improper reference distribution corresponds
toa=0,b=0.

The ¢ distribution is defined in Appendix C. The density of a ¢(n) dis-
tribution is

o= [0 57T (4) e ) v

Eliminating the constants required to make the density integrate to 1 gives

27 —(n+1)/2
g(w) {1 + w]

n

Bayesian linear models involve multivariate ¢ distributions, cf. DeGroot
(1970, Sec. 5.6). Let W ~ N (p1, V), Q ~ x*(n), with W and @ independent.
Then if

by definition

Y ~t(n,u, V).
For an r vector Y, a multivariate ¢(n) distribution with center p and dis-
persion matrix V has density

—(n+r)/2
gly) = |1+ %(y — )V iy - u)}

% T (" ; T> /{r (g) (mr)r/Z[det(V)]l/Z} .

This distribution has mean u for n > 1 and covariance matrix [n/(n—2)|V

for n > 2. To get noninteger degrees of freedom a, just replace Q/n in the

definition with bT'/a, where T' ~ Gamma(a/2,b/2) independent of W.
Note that from the definition of a multivariate t,

NY = XNp (VW =N /VNVX
VNV VQ/n

t(n). ()
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We can now proceed with the Bayesian analysis. In finding the marginal
posterior density of v, let

From (1),
—(n+r -1
p(v[Y) o</(a2) (mt )/2p(02)exp —Q ¢ do?.
202
Transforming o2 into 7 = 1/0? gives 02 = 1/7 and do? = | — 77 2|d7. Thus

pOIY) o / (1) D2 p(1/r) exp {—7Q/2) 72

Note that if o2 has an inverse gamma distribution with parameters a and
b, then 7 has a gamma distribution with parameters a and b; so p(1/7)72
is a gamma density and

(1Y) o / ()T o (@ 4 20)/2) d

The integral is a gamma integral, e.g., the gamma density given earlier
integrates to 1, so

pOIY) o T(n+ 7 +2a)/2) [ (@ +26)/2) "2/
p(1|Y)  [Q + 2b] " (MHTH20)/2

We can rewrite this as

p(7]Y)
x {(Bde)(BMSE) +2b

. ~ L~ R —(n+r+2a)/2
+ (=9 (22+ 2D @)Z) (v~ )]
R . o~ ~ —(n+2a+r)/2
1 =3 (224 2D @)Z) (- )

M 2 [(B&E)(BMSE) + 28)/(n + 2a) ’

SO

(BAfE)(BMSE) + 2b
n+ 2a

~ N\ —1
AY ~ t<n+2a,&, (Z’Z+Z’D—1(u7)z) )

Together with (5), this provides the posterior distribution of A'7.
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Now consider the marginal (posterior) distribution of o2

p(a®Y) x (%) " p(o?)

cexp{ 5 [V = 29 = 29)+ (7 - 23y D)7 - 29)] |

<[ @) P ew{ sz [0 - @z 20 @20 - 3] b

202

The term being integrated is proportional to a normal density, so the inte-
gral is a constant that does not depend on o2. Hence,

(oY) x (%) " p(o?)
-1 Ny . A S A
xexp{ 5 [V = 29 - 29) + (7 - 23y D)7 - 29)] |

or, using the generalized least squares notation,

—n/2 =1

p(a?|Y) (02) 572

p(c?) exp [ (Bde)(BMSE)} )

We transform to the precision, 7 = 1/02. Assuming an InvGa(a,b) distri-
bution for o2, we get

p(rlY) o (7)"? (1) " exp[—br] exp {;T(Bde)(BMSE)}

(T)[(n+2a)/2]—l exp { 2b + (BdfE)(BMSE) 7-] ;

2

SO

7Y ~ Gamma (” +2a 2b+ <Bde><BMSE>> |

2 7 2
It is not difficult to show that

20+ (BAfE)(BMSE)]r|Y ~ Gamma (” 20 1) 7

2 2
ie.,

2b + (BAfE)(BMSE
2

2a 1
)‘YwGamma<n+ a )

2 2
Note that for the reference distribution with a = 0,b =0,

g

) ’Y ~ Gamma (Z, ;) =x%(n)

(BdfE)(BMSE
0-2

as mentioned earlier.
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Finally, we establish relation (1).
p(v,0%Y)
o f(Y]y,0*)p(rle*)p(0?)
—n/2
~ {(02) P exp [-(Y = 29)/ (¥ - Z’y)/QGZ]} x

{(02)—7«/2 exp [ (7 — Z*lY)I(Z’D*(m)Z) (7 _ 27137) /202} }
x p(o?)

Most of the work involves simplifying the terms in the exponents. We isolate
those terms, deleting the multiple —1/202.

(v =2V ~29) + (- 277) (2D @)Z) (v~ 27'7)
= (Y =29 (Y = Z7)+ (Y = Z7)'D(@) "' (Y = Zv)

Y e )

Write

and apply Lemma 2.7.6 to get

~ ~\/ ~ ~ ~ ~
(Y =27/ (Y = 23) + (v= 27F) (2D (@)Z) (v- 27'7)
= (Ve Ze) VN (Ye — Zer)
Y, — A VY, =AY + (5 =) (ZV Z)(3 — )
where A, = Z.(Z.V, ' Z,)"'Z/ V" and

¥o= (ZVIz)TZvY,

- ~\ —1 - ~
(Z’Z + Z’D—l(w)z) {Z’Y + Z’D—l(m)Y] .
Finally, observe that

(Vi = AY) VY. = AY) + (5 =) (ZV.T Z)(G =)

= (v = 29)(v = 24) + (¥ - Z3) DM @)V ~ Z7)]
+ | =22+ 2D @) 2)(y-7)] -

Substitution gives (1).

Exercise 2.6 Prove relation (4).
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2.10 Additional Exercises

Exercise 2.10.1 Consider a regression model Y = X8 + e, e ~
N(0,0%I) and suppose that we want to predict the value of a future obser-
vation, say 9o, that will be independent of Y and be distributed N (z)3, o2).

(a) Find the distribution of

Yo — 9663
VMSE1 + 2)(X'X)~tag]

(b) Find a 95% symmetric two-sided prediction interval for yg.

Hint: A prediction interval is similar to a confidence interval except
that, rather than having a random but observable interval around an
unobservable parameter, one has a random but observable interval
around an unobserved random variable.

(¢) Let n € (0,.5]. The 100nth percentile of the distribution of yq is,
say, v(n) = z(8 + z(n)o. (Note that z(n) is a negative number.)
Find a (1 — «)100% lower confidence bound for v(n). In reference
to the distribution of yg, this lower confidence bound is referred to
as a lower 7 tolerance point with confidence coefficient (1 — «)100%.
For example, if n = 0.1, « = 0.05, and yq is the octane value of a
batch of gasoline manufactured under conditions zg, then we are 95%
confident that no more than 10% of all batches produced under z
will have an octane value below the tolerance point.

Hint: Use a noncentral ¢ distribution based on z3 — y(n).
Comment: For more detailed discussions of prediction and tolerance (and

we all know that tolerance is a great virtue), see Geisser (1993), Aitchison
and Dunsmore (1975), and Guttman (1970).

Exercise 2.10.2 Consider the model

Y =XB+b+e, E(e) =0, Cov(e) = o°1,

where b is a known vector. Show that Proposition 2.1.3 is not valid for this
model by producing a linear unbiased estimate of p’ X3, say ag + a'Y’, for
which ag # 0.

Hint: Modify p’ MY .

Exercise 2.10.3 Consider the model y; = (121 + Boxio + €5, €8
i.i.d. N(0,02). Use the data given below to answer (a) through (d). Show
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your work, i.e., do not use a regression or general linear models computer
program.

(a) Estimate 31, (2, and 0.

(b) Give 95% confidence intervals for 8; and £ + Oo.

(¢) Perform an a = .01 two-sided test for Hy : 82 = 3.

(d) Find an appropriate P value for the two-sided test of Hy : £1— 32 = 0.

obs. | 1 2 3 4 5 6 7 8
y[82 79 74 83 80 81 84 31
zp {10 9 9 11 11 10 10 12
x| 15 14 13 15 14 14 16 13

Exercise 2.10.4 Consider the model y; = (121 + Boxio + €5, €8

i.i.d. N(0,02). There are 15 observations and the sum of the squared ob-

servations is Y'Y = 3.03. Use the normal equations given below to answer

parts (a) through (d).

(a) Estimate 3y, B2, and o2.

(b) Give 98% confidence intervals for Sy and B — .

(¢) Perform an oo = .05 two-sided test for Hy : 81 = 0.5.

(d) Find an appropriate P value for the one-sided test of Hy : 31+ 062 =0
versus Hy : 51 + B2 > 0.

The normal equations are

15.00 37450 | | 1| _ 6.03
374.50 9482.75| | B2 | | 158.25 |

Exercise 2.10.5 Consider the model

Yi = Bo + Brxi1 + Baxio + 511%21 + ﬁ22$?2 + Braxixio + €,

where the predictor variables take on the following values.

i |1 2 3 45 6 7

Show that Gy, 51, B2, B11 + P22, P12 are estimable and find (nonmatrix)
algebraic forms for the estimates of these parameters. Find the M SFE and
the standard errors of the estimates.
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3
Testing Hypotheses

We will consider two approaches to testing hypotheses about linear models.
The approaches are identical in that a test under either approach is a well
defined test under the other. The two methods differ only conceptually.
One approach is that of testing models; the other approach involves testing
linear parametric functions.

Section 1 discusses the notion that a linear model depends fundamentally
on C(X) and that the vector of parameters f3 is of secondary importance.
Section 2 discusses testing different models against each other. Section 3
discusses testing linear functions of the 3 vector. Section 4 examines the
problem of testing parametric functions that put a constraint on a given
subspace of C'(X). In particular, Section 4 establishes that estimates and
tests can be obtained by using the projection operator onto the subspace.
This result is valuable when using one-way ANOVA methods to analyze
balanced multifactor ANOVA models. Section 5 presents a brief discussion
of the relative merits of testing models versus testing linear parametric
functions. Section 6 considers the problem of breaking sums of squares into
independent components. This is a general discussion that relates to break-
ing ANOVA treatment sums of squares into sums of squares for orthogonal
contrasts and also relates to the issue of writing multifactor ANOVA ta-
bles with independent sums of squares. Section 7 discusses the construction
of confidence regions for estimable linear parametric functions. Section 8
presents testing procedures for the generalized least squares model of Sec-
tion 2.7.
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3.1 More About Models

For estimation in the model
Y =XB+e E(e)=0 Covle)=cI,

we have found that the crucial item needed is M, the perpendicular projec-
tion operator onto C'(X). For convenience, we will call C'(X) the estimation
space and C(X)* the error space. I — M is the perpendicular projection
operator onto the error space. In a profound sense, any two linear models
with the same estimation space are the same model. For example, any two
such models will give the same predicted values for the observations and
the same estimate of o2. Suppose we have two linear models for a vector of
observations, say Y = X101 +e; and Y = X505 + €5 with C(X;) = C(X3).
M does not depend on which of X; or X is used; it depends only on
C(X1)[= C(X32)]. Thus, the M SE does not change, and the least squares
estimate of E(Y') is Y = MY = XBl = X/E’g.

The expected values of the observations are fundamental to estimation
in linear models. Identifiable parameteric functions are functions of the
expected values. Attention is often restricted to estimable functions, i.e.,
functions p’ X3 where X8 = E(Y). The key idea in estimability is restrict-
ing estimation to linear combinations of the rows of E(Y). E(Y) depends
only on the choice of C(X), whereas the vector 5 depends on the par-
ticular choice of X. Consider again the two models discussed above. If
A f1 is estimable, then X8, = p'X 181 = p'E(Y) for some p. This es-
timable function is the same linear combination of the rows of E(Y) as
PEY) = p' X202 = M,02. These are really the same estimable function,
but they are written with different parameters. This estimable function has
a unique least squares estimate, p' MY .

EXAMPLE 3.1.1.  One-Way ANOVA.

Two parameterizations for a one-way ANOVA are commonly used. They
are

Yij = B+ + €5
and
Yij = Hi + €ij.

It is easily seen that these models determine the same estimation space. The
estimates of 02 and E(y;;) are identical in the two models. One convenient

aspect of these models is that the relationships between the two sets of
parameters are easily identified. In particular,

pi = E(yij) = p+ o

It follows that the mean of the u;s equals u plus the mean of the s, i.e.,
. = p+a.. It also follows that g1 — s = a3 —aq, etc. The parameters in the
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two models are different, but they are related. Any estimable function in one
model determines a corresponding estimable function in the other model.
These functions have the same estimate. Chapter 4 contains a detailed
examination of these models.

ExAMPLE 3.1.2.  Simple Linear Regression.
The models

yi = Bo + Prxi +e;

and
yi=%+mnzi—2.)+e

have the same estimation space (Z. is the mean of the z;s). Since

Bo + Brzi = E(yi) = v0 +1i(zi — 7.) (1)

for all 7, it is easily seen from averaging over i that

Bo + B1Z. = vo.

Substituting By = 70 — $1Z. into (1) leads to

Bi(zi —7.) =m(vi —7.)

and, if the x;s are not all identical,

Br=mm.

These models are examined in detail in Section 6.1.

When the estimation spaces C(X7) and C(X5) are the same, write X; =
XoT to get
X161 = XoT By = Xof3a. (2)

Estimable functions are equivalent in the two models: A5 = P'X 6, =
P' X506, = AyfBs. Tt also follows from equation (2) that the parameteriza-
tions must satisfy the relation

B2 =Tp1 +v (3)

for some v € C(X4)*. In general, neither of the parameter vectors 3; or
B2 is uniquely defined but, to the extent that either parameter vector is
defined, equation (3) establishes the relationship between them. A unique
parameterization for, say, the Xo model occurs if and only if X} X5 is non-
singular. In such a case, the columns of X5 form a basis for C(X3), so
the matrix T' is uniquely defined. In this case, the vector v must be zero
because C(X4)*+ = {0}. An alternative and detailed presentation of equiv-
alent linear models, both the reparameterizations considered here and the
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equivalences between constrained and unconstrained models considered in
subsequent sections, is given by Peixoto (1993).
Basically, the 8 parameters in

Y =XB+e, E(e)=0, Cov(e)=o?I

are either a convenience or a nuisance, depending on what we are trying
to do. Having E(e) = 0 gives E(Y) = X3, but since (3 is unknown, this is
merely saying that E(Y") is some linear combination of the columns of X.
The essence of the model is that

E(Y) € O(X), Cov(Y) ="l

As long as we do not change C(X), we can change X itself to suit our
convenience.

3.2 Testing Models

In this section, the basic theory for testing a linear model against a re-
duced model is presented. A generalization of the basic procedure is also
presented.

Testing of hypotheses in linear models reduces essentially to putting a
constraint on the estimation space. We start with a model we know (as-
sume) to be valid,

Y =XB+e, e~ N(0,0°I). (1)

Our wish is to reduce this model, i.e., we wish to know if some simpler
model gives an acceptable fit to the data. Consider whether the model

Y = Xgy+e, e~N(0,0%), C(Xq)CC(X) 2)

is acceptable. Clearly, if model (2) is correct, then model (1) is also correct.
The question is whether (2) is correct.
This testing procedure is a commonly used method in statistics.

ExamMmpLE 3.2.0.

(a) One-Way ANOVA.
The full model is
Yij = B+ & + €ij.
To test for no treatment effects, i.e., to test that the a;s are extraneous, the
reduced model simply eliminates the treatment effects. The reduced model
is
Yij =7 + €ij-
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Additionally, consider testing Hy : oy — a3 = 0 in Example 1.0.2. The
full model is

Y11 1 1 0 0 €11
y12 1 1 O 0 /l, €12
yizs| |1 1 0 0 g " e13
yor| |1 0 1 0 |a2 a1
Y31 1 001 ag €31
Y32 10 0 1 €32
We can rewrite this as
1 1 0 0
1 1 0 0
1 1 0 0
Y=u 1 + aq 0 + o 1 + as 0 +e.
1 0 0 1
1 0 0 1

If we impose the constraint Hy : a; — az3 = 0, i.e., a3 = a3, we get

1 0 0
1 0 0
1 0 0
Y=pl+ar || +as ||| +ar || +e
0 0 1
0 0 1
or
1 ro 0
1 0 0
1 0 0
Y=pJ+m 0 + 0 + o 1 + e,
0 1 0
0 L1 0
or
Y11 1 1 07 e11
Y12 110 €12
ys| _ |1 1o [0 e
Ya1 1 01 al €21
Ys1 11 0|Lt™ €31
Y32 1 1 04 €32

This is the reduced model determined by Hy : a3 — az = 0. However, the
parameters u, a1, and as no longer mean what they did in the full model.

(b) Multiple Regression.
Consider the full model

Yi = Po + Brxi + Boxio + B33 + €.
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For a simultaneous test of whether the variables z; and x3 are adding
significantly to the explanatory capability of the regression model, simply
eliminate the variables 1 and x3 from the model. The reduced model is

Yi = Yo + V2Ti2 +€;.
Now write the original design matrix as X = [J, X7, X5, X3], so

Bo

Y = [/, X1, Xz, X] g; o= Bod + B X1 + faXs + BaXs +e.

fs

Consider the hypothesis Hy : B2 — 3 = 0 or Hy : B2 = (3. The reduced
model is

Y = (o + 5 X1+BXo+ BXs+e
Bod + 1 X1+ B2(Xo + X3) +e

Bo
= [J,X1,Xo+X3] | 01| +e

fa

However, these 0 parameters no longer mean what they did in the original
model, so it is better to write the model as

Yo
Y = [']7X1aX2+X3] Y1 + e.

V2

The distribution theory for testing models is given in Theorem 3.2.1.
Before stating those results, we discuss the intuitive background of the
test based only on the assumptions about the first two moments. Let M
and My be the perpendicular projection operators onto C(X) and C(Xj),
respectively. Note that with C(Xo) C C(X), M — My is the perpendicular
projection operator onto the orthogonal complement of C'(Xy) with respect
to C(X), that is, onto C(M — My) = C(Xo)é(x), see Theorems B.47 and
B.48.

Under model (1), the estimate of E(Y) is MY . Under model (2), the
estimate is MyY. Recall that the validity of model (2) implies the validity
of model (1); so if model (2) is true, MY and MyY are estimates of the
same quantity. This suggests that the difference between the two estimates,
MY — MyY = (M — My)Y, should be reasonably small. Under model (2),
the difference is just error because E[(M — My)Y] = 0.

On the other hand, a large difference between the estimates suggests
that MY and MyY are estimating different things. By assumption, MY
is always an estimate of E(Y); so MpY must be estimating something
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different, namely, MoE(Y) # E(Y). If MY is not estimating E(Y"), model
(2) cannot be true because model (2) implies that MY is an estimate of
E(Y).

The decision about whether model (2) is appropriate hinges on deciding
whether the vector (M — Mj)Y is large. An obvious measure of the size of
(M — My)Y is its squared length, [(M — Mo)Y][(M — My)Y] =Y'(M —
My)Y . However, the length of (M — My)Y is also related to the relative
sizes of C(M) and C'(Mp). It is convenient (not crucial) to adjust for this
factor. As a measure of the size of (M — My)Y', we use the value

Y'(M — Mo)Y /r(M — My).

Even though we have an appropriate measure of the size of (M — M;)Y’,
we still need some idea of how large the measure will be both when model
(2) is true and when model (2) is not true. Using only the assumption that
model (1) is true, Theorem 1.3.2 implies that

E[Y'(M — My)Y /r(M — My)] = 0 + ' X"(M — Mo)X3/r(M — My).

If model (2) is also true, X3 = Xgy and (M — My) Xy = 0; so the expected
value of Y/(M — My)Y /r(M — My) is 0. If 0 were known, our intuitive
argument would be complete. If Y/(M — MO)Y/r(M — M) is not much
larger than o2, then we have observed something that is consistent with the
validity of model (2). Values that are much larger than o2 indicate that
model (2) is false because they suggest that §'X'(M — My)X3/r(M —
M()) > 0.

Typically, we do not know o2, so the obvious thing to do is to estimate it.
Since model (1) is assumed to be true, the obvious estimate is the M SE =
Y'(I — M)Y/r(I — M). Now, values of Y'(M — My)Y /r(M — M) that
are much larger than MSE cause us to doubt the validity of model (2).
Equivalently, values of the test statistic

Y'(M — My)Y [r(M — M)
MSE

that are considerably larger than 1 cause precisely the same doubts.

We now examine the behavior of this test statistic when model (2) is
not correct. Y'(M — My)Y/r(M — My) and MSE are each estimates of
their expected values, so the test statistic obviously provides an estimate of
the ratio of their expected values. Recalling E[Y'(M — My)Y/r(M — My)]
from above and that E(MSE) = o2, the test statistic gives an estimate
of 14 3'X'(M — Mo)X3/r(M — My)o?. The term 3'X'(M — My)XJ3 is
crucial to evaluating the behavior of the test statistic when model (2) is not
valid, cf. the noncentrality parameter in Theorem 3.2.1, part i. Note that
B'X' (M — My)XpB = [XB— MyXB)'[X5 — MyXp] is the squared length
of the difference between X3 (i.e., E(Y)) and MyX /3 (the projection of
X3 onto C(Xy)). If X3 — MyXg is large (relative to o2), then model (2)
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is very far from being correct, and the test statistic will tend to be large.
On the other hand, if X3 — MyX 3 is small (relative to ¢2), then model
(2), although not correct, is a good approximation to the correct model. In
this case the test statistic will tend to be a little larger than it would be if
model (2) were correct, but the effect will be very slight. In other words, if
' X" (M — MO)Xﬁ/r(M — My)o? is small, it is unreasonable to expect any
test to work very well.

One can think about the geometry of all this in three dimensions. As in
Section 2.2, consider a table. Take one corner of the table to be the origin.
Take C'(X) as the two-dimensional subspace determined by the surface of
the table and take C'(Xp) to be a one-dimensional subspace determined by
an edge of the table that includes the origin. Y can be any vector originating
at the origin, i.e., any point in three-dimensional space. The full model (1)
says that E(Y) = X, which just says that E(Y) is somewhere on the
surface of the table. The reduced model (2) says that E(Y) is somewhere
on the C(Xj) edge of the table. MY = X 3 is the perpendicular projection
of Y onto the table surface. MyY = X% is the perpendicular projection of
Y onto the C(Xy) edge of the table. The residual vector (I — M)Y is the
perpendicular projection of Y onto the vertical line through the origin.

If MY is close to the C(Xy) edge of the table, it must be close to MyY'.
This is the behavior we would expect if the reduced model is true, i.e., if
X3 = Xyv. The difference between the two estimates, MY — MyY, is a
vector that is on the table, but perpendicular to the C(Xy) edge. In fact,
the table edge through the origin that is perpendicular to the C'(Xy) edge
is the orthogonal complement of C(X() with respect to C(X), that is, it
is C(Xo)é(x) = C(M — My). The difference between the two estimates is
MY — MyY = (M — My)Y, which is the perpendicular projection of Y onto
C(M — My). If (M — My)Y is large, it suggests that the reduced model
is not true. To decide if (M — My)Y is large, we find its average (mean)
squared length where the average is computed relative to the dimension of
C(M —Mp) and compare that to the averaged squared length of the residual
vector (I — M)Y (i.e., the MSE). In our three-dimensional example, the
dimensions of both C(M — M) and C(I — M) are 1. If (M — M;)Y is, on
average, much larger than (I — M)Y, we reject the reduced model.

If the true (but unknown) X 3 happens to be far from the C(Xj) edge of
the table, it will be very easy to see that the reduced model is not true. This
occurs because MY will be near X which is far from anything in C(Xj)
S0, in particular, it will be far from MY . Remember that the meaning of
“far” depends on o2 which is estimated by the M SE. On the other hand,
if X3 happens to be near, but not on, the C'(Xy) edge of the table, it will
be very hard to tell that the reduced model is not true because MY and
MyY will tend to be close together. On the other hand, if X is near, but
not on, the C'(Xy) edge of the table, incorrectly using the reduced model
may not create great problems.
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To this point, the discussion has been based entirely on the assumptions
Y = XfB+e, E(e) = 0, Cov(e) = 02I. We now quantify the precise behavior
of the test statistic for normal errors.

Theorem 3.2.1. Assume that the model
Y =XB+e, e~ N(0,0%)
holds for some values of 3 and 2 and consider the reduced model
Y =Xoy+e, e~ N(0,021), C(Xo)C C(X).

Let M and Mj be the perpendicular projection matrices onto C'(X) and
C(Xp), respectively. Then

(0 Y'(M — Mo)Y/r(M — M)
Y'(I - M)Y/r(I — M)
~ F(r(M — My),r(I — M),3'X"(M — My)X3/207) .

(#4)  The reduced model is true if and only if

Y'(M — Mo)Y/r(M — M)
Y'(I=M)Y/r(I = M)

~ F(r(M — My),r(I — M),0).

ProoFr.
(i)  Recall from Theorem B.47 that M — My is the perpendicular pro-
jection matrix onto C'(M — Mp). As in Section 2.6,

Y'(I - M)Y

3 ~ X (r(I = M))

g

and from Theorem 1.3.3 on the distribution of quadratic forms,

Y'(M — Mo)Y

> ~X*(r(M — My), B X' (M — My)XB/20%) .

a

Theorem 1.3.7 establishes that Y'(M — My)Y and Y'(I — M)Y are inde-
pendent because

(M — Mo)(I — M) M — My — M + MM

M—My— M+ M;=0.
Finally, part (i) of the theorem holds by Definition C.3.

(i4) It suffices to show that §'X'(M — My)XpS = 0 if and only if
E(Y) = Xov for some +.
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Necessity: If E(Y) = X7y, we have E(Y) = Xf for some [ because
C(Xo) C C(X). In particular, /X' (M — My)XB = v X{(M — My)Xo,
but since (M — My)Xo = Xo — Xo = 0, we have /X' (M — My) X3 =0.

Sufficiency: If 'X'(M — My)X3 = 0, then [(M — My)Xp)[(M —
My)XpB] = 0. Since for any z, 2’2 = 0 if and only if x = 0, we
have (M — My)Xp = 0 or X8 = MyXp = Xo(X{Xo)” X[ X 3. Taking
v = (X(Xo)” XX, we have E(Y) = Xo. |

Since a nonzero noncentrality parameter shifts the (central) F' distribu-
tion to the right, we reject the hypothesis

Hy:E(Y) = Xoy for some -,

for large observed values of the test statistic. Formally, an « level test of

H() . E(Y) S C(Xo)

versus

Hy:E(Y)€eC(X) and E(Y) ¢ C(Xo)

rejects Hy if

Y'(M — My)Y/r(M — My)
Y'(I = M)Y/r(I - M)

> F(1— a,r(M — My),r(I — M)).

See Appendiz F for discussion of the significance of small test statistics.

In practice it is often easiest to use the following approach to obtain the
test statistic: Observe that (M — My) = (I — My) — (I — M). If we can
find the error sums of squares, Y’'(I — Mj)Y from the model Y = Xy +e
and Y'(I — M)Y from the model Y = Xf + e, then the difference is
Y'(I-My)Y -Y'(I-M)Y =Y'(M — My)Y, which is the numerator sum
of squares for the F' test. Unless there is some simplifying structure to the
design matrix (as in cases we will examine later), it is usually easier to
obtain the error sums of squares for the two models than to find Y'(M —
My)Y directly.
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ExaMPLE 3.2.2. Consider

OO OO OO HRFRFRFRFRFRFRFRRPRODODODDODODODOOO
el e i e Bl e B an B e i o B an B an B an B an B an i e B an B e B an B an)
OO OO H P OO R R FPFOODODOOFF -
OO R P OO PR OOODODOOFFEFEFOOO
R R, OO OORFrR R OO, OOOoOOo oo

OO0 000000000 OORRF R, = = =

Il
e e e el e e e e e el e e T e T e N S S =

This is the design matrix for the unbalanced analysis of variance y;;r =
M+C¥i -|—77J +eijk7 where ¢ = 1,2,3, j = 17273, k= ]., ooy VGg, N11 = N12 =
N21 = 3, N13 = N22 = N23 = N31 = N32 = N33 = 2. Here we have written
Y = XB+ewith Y = [y111,y112,- -, y332)'s B = [, a1, a2, a3,m1,m2, 3],
and e = [e111, €112, - - -, €332, ]". We can now test to see if the model y;;, =
p4-o €551 is an adequate representation of the data simply by dropping the
last three columns from the design matrix. We can also test y;;jx = 1+ ek
by dropping the last six columns of the design matrix. In either case, the
test is based on comparing the error sum of squares for the reduced model
with that of the full model.

3.2.1 A GENERALIZED TEST PROCEDURE

Before considering tests of parametric functions, we consider a generaliza-
tion of the test procedure outlined above. Assume that the model Y = X 5+
e is correct. We want to test the adequacy of the model Y = Xyv+ Xb+e,
where C'(Xy) C C(X) and Xb is some known vector.
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EXAMPLE 3.2.4.  Multiple Regression. Consider the model

50
Y = [, X1, X, X3 g; o= Bod + BiXy + BaXo + BaXs +e.
X

To test Hy : Bo = (B3 + 5, 1 = 0, write the reduced model as

Y BoJ + (B3 +5) Xz + 33 X3 + e

ﬁ()J+ﬁ3(X2+X3)+5X2+6 (3)

= [J, X2+ X3 [g(’] +5X5 +e.

Alternatively, we could write the reduced model as

Y

BoJ + B2 Xo + (B2 —5) X3 +e
Bod + [2(Xo+ X3) —5Xs+e (4)

fa

We will see that both reduced models lead to the same test.

[J, X2 + X3] [ﬁo] —5X35+e.

The model Y = X(3+e can be rewritten as Y — Xb = X3 — Xb+e. Since
Xb € C(X), this amounts to a reparameterization, ¥ — Xb = X3* + ¢,
where §* = —b. Since Xb is known, Y — X0 is still an observable random
variable.

The reduced model Y = Xyy + Xb + e can be rewritten as ¥ — Xb =
Xo7v+e. The question of testing the adequacy of the reduced model is now
a straightforward application of our previous theory. The distribution of
the test statistic is

(Y — Xb)'(M — Mp)(Y — Xb)/r(M — My)
(Y — Xb)'(I — M)(Y — Xb)/r(I — M)
~ F(r(M — Mo),r(I — M), X" (M — Mo)X 3" /20°) .

The noncentrality parameter is zero if and only if 0 = S*X'(M —
M) Xp* = [(M — Mp)(X8 — Xb)|'[(M — My)(X3 — Xb)], which occurs
if and only if (M — My)(X8 — Xb) =0 or X3 = My(X8 — Xb) + Xb. The
last condition is nothing more or less than that the reduced model is valid
with v = (X[ X0)~ Xo(X S — Xb), a fixed unknown parameter.

Note also that, since (I — M)X = 0, in the denominator of the test
statistic (Y — Xb)'(I —M)(Y —Xb) =Y'(I - M)Y, which is the SSE from
the original full model. Moreover, the numerator sum of squares is

(Y — Xb) (M — M) (Y — Xb) = (Y — Xb)' (I — M) (Y — Xb) = Y'(I - M)Y,
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which can be obtained by subtracting the SSFE of the original full model
from the SSE of the reduced model. To see this, write I — My = (I — M) +
(M — Mo).

EXAMPLE 3.2.4 CONTINUED. The numerator sum of squares for testing
model (4) is (Y +5X3) (M — My)(Y +5X3). But (M — My)[X2 + X3] =0,
so, upon observing that 5X3 = —5Xs + 5[ X5 + X3,

(Y + 5X3)/(M — Mo)(y + 5X3)
= (Y—5X2+5[X2+X3D/(M—M0)(Y—5X2+5[X2+X3])
= (Y = 5X5) (M — Mo)(Y - 5X>),

which is the numerator sum of squares for testing model (3). In fact, models
(3) and (4) are equivalent because the only thing different about them is
that one uses 5X5 and the other uses —5X3; but the only difference between
these terms is 5[X, + X3] € C(Xo).

This phenomenon illustrated in the example is a special case of a general
result. Consider the model Y = Xyy + Xb + e for some unknown ~ and
known b and suppose X (b —b.) € C(Xp) for known b,.. The model E(Y) =
Xov + X0b holds if and only if E(Y) = Xoy. — X(b — bs) + Xb for some
unknown v, which holds if and only if E(Y') = X7y, + Xb..

Exercise 3.1 Show that the F' test developed in the first part of
this section is equivalent to the (generalized) likelihood ratio test for the
same hypothesis.

Exercise 3.2 Redo the tests in Exercise 2.2 using the theory of
Section 3.2. Write down the models and explain the procedure.

Exercise 3.3 Redo the tests in Exercise 2.3 using the procedures of
Section 3.2. Write down the models and explain the procedure.

Hints: (a) Let A be a matrix of zeros, the generalized inverse of A, A~
can be anything at all because AA~A = A for any choice of A~. (b) There
is no reason why Xy cannot be a matrix of zeros.

3.3 Testing Linear Parametric Functions

In this section, the theory of testing linear parametric functions is pre-
sented. A basic test procedure and a generalized test procedure are given.
These procedures are analogous to the model testing procedures of Sec-
tion 2. In the course of this presentation, the important concept of the
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constraint imposed by an hypothesis is introduced. Finally, a class of hy-
potheses that are rarely used for linear models but commonly used with
log-linear models is given along with results that define the appropriate
testing procedure.

Consider a general linear model

Y=XB+e (1)

with X an n X p matrix. A key aspect of this model is that 3 is allowed
to be any vector in R?. Additionally, consider an hypothesis concerning a
linear function, say A’8 = 0. The null hypothesis is

Hy:Y=XB+e and AB=0.

This is the new model to be tested. We need to find a reduced model that
corresponds to this hypothesis.

It should be noted that the constraint A’3 = 0 can be stated in an infinite
number of ways. Observe that A’8 = 0 holds if and only if 8 L C(A); so if
I is another matrix with C'(I') = C(A), the constraint can also be written
as 0 LC(T)or Vg =0.

To identify the reduced model, pick a matrix U such that

C(U) = C(A)*,

then A’S = 0, if and only if 5 L C(A), if and only if 3 € C(U), which
occurs if and only if for some vector

B=Uy. (2)
Substituting (2) into the linear model gives the reduced model
Y=XU~y+e
or, letting Xg = XU,
Y = Xov +e. (3)

Note that C(Xo) C C(X). If e ~ N(0,021), the reduced model (3) allows
us to test A’S = 0 by applying the results of Section 2. If C(X,) = C(X),
the constraint involves only a reparameterization and there is nothing to
test. In other words, if C(Xp) = C(X), then A’ = 0 involves only arbitrary
side conditions that do not affect the model. Moreover, the reduced model
does not depend on Cov(Y) or the exact distribution of e, it only depends
on E(Y) = X and the constraint A’G = 0.

ExAMPLE 3.3.1.  Consider the one-way analysis of variance model

Y11 1 1 0 0
Y12 1 1 0 0
yiz| |1 1 0 0
w |l =11 01 offFe
Y31 1 0 0 1
Y32 1 0 0 1
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where 8 = (p, a1, a2, a3 )/. The parameters in this model are not
uniquely defined because the rank of X is less than the number of columns.

Let A} = (0,1,0,—1). The contrast A}/ is estimable, so the hypothesis
a1 —ag = ;8 = 0 determines an estimable constraint. To obtain C(A;)* =
C(U), one can pick

100
0 10
U= 0 0 1}’
0 1 0
which yields
1 10
1 10
1 10
XU = 10 1 (4)
1 10
1 10

This is a real restriction on C(X), i.e., C(XU) # C(X).
Let A\; = (0,1,1,1). A nonestimable constraint for a one-way analysis of
variance is that

ap + oy +as = /2620.
Consider two choices for U with C(\2)* = C(U), i.e.,

1 0 0 1 0 0

0 1 1 0 1 1

Ur=1lg 1 | @ =1y 5

0 0 -2 0 -1 1

These yield

1 1 1 1 1 1
1 1 1 1 1 1
1 1 1 1 1 1
XU1 = 1 1 1 and XU2 = 1 O _9
1 0 -2 1 -1 1
1 0 -2 1 -1 1

Note that C(X) = C(XU;) = C(XUs). The models determined by XU,
and X Us are equivalent linear models but have different parameterizations,
say Y = XU +eand Y = XU, + e, with & = (£i17£i27£1‘3)/. Trans-
forming to the original 8 parameterization using (2), for example,

i §11
oy | o, I I STRESE!
as | F=titi= —&12 + &3

Qs —2&13
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Both &; parameterizations lead to oy + ag + a3 = 0. Thus both determine
the same specific choice for the parameterization of the original one-way
analysis of variance model.

Similar results hold for alternative nonestimable constraints such as oy =
0. As will be established later, any nonestimable constraint leaves the es-
timation space unchanged and therefore yields the same estimates of es-
timable functions.

Now consider the joint constraint A} = 0, where

)\/
A = [ 1} .
1 )\/2
M B is a contrast, so it is estimable; therefore A3 has estimable aspects.
One choice of U with C'(A;)t = C(U) is

1 0

0 1
B=1p —2
0 1

This gives
1 1
1 1
1 1
XUs = 1 _a|-

1 1
1 1

and the estimation space is the same as in (4), where only the contrast \| 3
was assumed equal to zero.
A constraint equivalent to Aj8 =0 is ALB = 0, where

A,:[Ag]:[o 2 1 o]

27 01 11

The constraints are equivalent because C(A1) = C(Az). (Note that A3 —
A2 = A1.) Neither A58 nor M\, is estimable, so separately they would affect
only the parameterization of the model. However, A} = 0 involves an es-
timable constraint, so A58 = 0 also has an estimable part to the constraint.

The concept of the estimable part of a constraint will be examined in detail
later.

We have established a perfectly general method for identifying the re-
duced model determined by an arbitrary linear constraint A’8 = 0, and
thus we have a general method for testing A’8 = 0 by applying the results
of Section 2. Next, we will examine the form of the test statistic when A’3
is estimable. Afterwards, we present a series of results that establish that
there is little purpose in ever considering nonestimable linear constraints.
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When A3 is estimable, so that A’ = P’X for some P, we can find the
numerator projection operator for testing A’S = 0 in terms of P and M, or
even in terms of A and any least squares estimate B Recall from Section
2 that the numerator sum of squares is Y/(M — My)Y, where M — M,
is the perpendicular projection operator onto the orthogonal complement
of C(Xp) with respect to C'(X). In other words, M — My is a perpendic-
ular projection operator with C(M — My) = C(Xo)é(x). For testing an
estimable parametric hypothesis with A’ = P’X, we now show that the
perpendicular projection operator onto C(M P) is also the perpendicular
projection operator onto the orthogonal complement of C'(X() with respect
to C(X), i.e., that C(MP) = C(Xo)é(X). It follows immediately that the
numerator sum of squares is Y/ My pY, where My p = MP(P'MP)~P'M
is the perpendicular projection operator onto C (M P). In particular, from
Section 2

Y’MMPY/T(MMP)
Y/(I — M)Y/r(I — M)

~ F(r(Muyp),r(I — M), 8’ X' MypX3/207).
(5)

Proposition 3.3.2 provides a formal proof of the necessary result. How-
ever, after the proof, we give an alternative justification based on finding
the reduced model associated with the constraint. This reduced model ar-
gument differs from the one given at the beginning of the section in that it
only applies to estimable constraints.

Proposition 3.3.2. C(M — My) = C(Xo)é(x) = C(XU)JC'(X) =
C(MP).

PROOF.  From Section 2, we already know that C(M —My) = C(Xo)3
Since Xo = XU, we need only establish that C’(XU)é(X) =C(MP).

Ifxe C’(XU)é(X)7 then 0 = 2’ XU, so X'z L C(U) and X'z € C(A) =
C(X'P). It follows that

(X)*

r=Mz=[X(X'X)"|X'ze C([X(X'X)"|]X'P)=C(MP).
Conversely, if € C(MP), then x = M Pb for some b and
XU =P MXU=VP'XU=ANU=0,

SO:CEC(XU)é(X) . O

Exercise 3.4 Show that 8’ X' My, p X3 = 0 if and only if A’G = 0.

Earlier, we found the reduced model matrix Xg = XU directly and

then, for A’ = P’'X, we showed that C(MP) = C’(Xo)é(x), which led



3.3 Testing Linear Parametric Functions 67

to the numerator sum of squares. An alternative derivation of the test
arrives at C(M — My) = C(Xo)5x) = C(MP) more directly for estimable
constraints. The reduced model is

Y=XB+e and P'X3=0,

or
Y=XB+e and P'MXB=0,
or
EY)e C(X) and E(Y)LC(MP),
or

E(Y) € C(X)nC(MP)*.

The reduced model matrix Xy must satisfy C(Xo) = C(X)NC(MP)*+ =
C(MP)JC:(X). It follows immediately that C(Xo)é(x) = C(MP). Moreover,
it is easily seen that X can be taken as Xo = (I — Myp)X.

Theorem 3.3.3. C[(I — Myp)X])=C(X)NC(MP)*.

PrOOF. First, assume 2 € C(X) and z L C(MP). Write z = Xb for
some b and note that My;px = 0. It follows that x = (I — Myp)z =
(I — ]\4]\413))(1)7 S0 T € C[(I — MMP)X]

Conversely, if ¢ = (I — My;p)Xb for some b, then clearly 2 € C(X) and
’MP=VX'(I — Myp)MP =0 because (I — Mpyp)MP =0 o

Note also that C(X)NC(MP)*+ = C(X)NC(P)*.

ExAMPLE 3.3.4. To illustrate these ideas, consider testing Hy : oy —ag =
0 in Example 3.3.1. The constraint can be written

1 1 0 0
1 1 0 0 Hw
- /111 -1 -1 110 0] |
O—al—a3—<373a370>272> 1 01 O (6] ’
1 0 0 1 o3
1 0 0 1

so P’ =(1/3,1/3,1/3,0,—1/2,—1/2). We need C(X)NC(M P)*. Note that
vectors in C(X) have the form (a,a,a,b,c,c) for any a,b,c, so P = MP.
Vectors in C(MP)* are v = (v11,v12, V13, Va1, V31, V32) With P'v = . —
3. = 0. Vectors in C'(X)NC (M P)L have the first three elements identical,
the last two elements identical, and the average of the first three equal
to the average of the last two, i.e., they have the form (a,a,a,b,a,a)’. A
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spanning set for this space is given by the columns of

Xo

e e

—= = O ==

oo = O OO

As seen earlier, another choice for P is (1,0,0,0,—1,0)’; but M was
given in Exercise 1.5.8b, and this alternative choice for P also leads to
MP = (1/3,1/3,1/3,0,—1/2,—1/2)". To compute (I — My;p)X, observe

that

1
Muyp

2/3
2/3
2/3
0
-1
—1

—_

Then

(1/3) + (1/2)

2/3
2/3
2/3
0
—1
—1

1/9
1/9
1/9

0
~1/6
~1/6

2/3

2/3

2/3
0

-1

-1

(I - Muyp)X =X — MypX

[evilen i an I e B e M @)

[evilen i en J e e el

W WO NN N

1/9
1/9
1/9

0
~1/6
~1/6

-1
-1
-1
0
3/2
3/2

[ecil el en i e e M en)

1/9
1/9
1/9

0
~1/6
~1/6

-1

-1

-1

0

3/2

3/2

0
0

e

which has the same column space as X given earlier.

We have reduced the problem of finding Xy to that of finding C'(X) N
C(M P)*, which is just the orthogonal complement of C'(M P) with respect
to C(X). By Theorem B.48, C(X)N C(MP)*+ = C(M — Myp), so M —
M s p is another valid choice for Xy. For Example 3.3.1 with Hy : o —ag =

~1/6
~1/6
~1/6
0
1/4
1/4

3/5
3/5
3/5
0
3/5
3/5

SO = OO O

~1/6
~1/6
~1/6

1/4
1/4

2/5
2/5
2/5

0 b
2/5
2/5
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0, M was given in Exercise 1.5.8b and Mj;p was given earlier, so

1/5 1/5 1/5 0 1/5 1/5

1/5 1/5 1/5 0 1/5 1/5

|1/5 1/5 1/5 0 1/5 1/5
M—=Mur=1\"0""0" "0 1 0 0
1/5 1/5 1/5 0 1/5 1/5

1/5 1/5 1/5 0 1/5 1/5

This matrix has the same column space as the other choices of Xy that
have been given.

For A’'f3 estimable, we now rewrite the test statistic in (5) in terms of A
and (3. First, we wish to show that 7(A) = r(Mpp). Note that it suffices to
show that r(A) = r(MP). Writing A = X' P, we see that for any vector b,
X'Pb = 0if and only if Pb L C(X), which occurs if and only if M Pb = 0. Tt
follows that C(P'X)t = C(P'M)* so that C(P'X) = C(P'M), r(P'X) =
r(P'M), and r(A) = r(X'P) = r(MP).

Now rewrite the quadratic form Y’ My;pY . Recall that since X3 = MY,
we have A’3 = P’X[3 = P'MY . Substitution gives

Y'MypY = Y'MP(P'MP)P'MY
= FAPX(X'X)"X'P)"Nj
BAN(X'X)"A]7AB.
The test statistic in (5) becomes

FAIN(X'X)"A]” NG /r(A)
MSE

An argument like that given for the quadratic form shows that the non-
centrality parameter in (5) can be written as 3’A[A’(X'X)~A]~A'3/202.
The test statistic consists of three main parts: MSE, A’ f, and the gener-
alized inverse of A’(X’X)~A. Note that 62A’(X’X)~A = Cov(A’S). These
facts give an alternative method of deriving tests. One can simply find the
estimate A’B, the covariance matriz of the estimate, and the MSE.

For a single degree of freedom hypothesis Hy : '3 = 0, the numerator
takes the especially nice form,

AN (X X)"ATIVB = (VB)* /[N (X' X)) A;
so the F' test becomes: reject Hg : N3 =0 if

(VB)?
MSE[N(X'X)~ )

> F(1 —a,1,dfE),
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which is just the square of the ¢ test that could be derived from the sampling
distributions of the least squares estimate and the M SFE, cf. Exercise 2.1.

Definition 3.3.5. The condition E(Y) L C(MP) is called the con-
straint on the model caused (imposed) by A’S = 0, where A’ = P'X. As
a shorthand, we will call C(MP) the constraint caused by A’8 = 0. If
M C C(X) and C(MP) C M, we say that C(MP) is the constraint on
M caused by A’6 = 0. If A’ = 0 puts a constraint on M, we say that
A3 =0 is an hypothesis in M.

Exercise 3.5 Show that a necessary and sufficient condition for
P X3 = 0 and phbXB = 0 to determine orthogonal constraints on the
model is that pj Mps = 0.

If, rather than testing the constraint A’ = 0, our desire is to estimate
B subject to the constraint, simply estimate v in model (3) and use § =
U#. Such estimates automatically satisfy A’ 3 = 0. Moreover, estimable
functions I8 = Q’'Xf are equivalent to I'U~r = Q'XU~, and optimal
estimates of v are transformed into optimal estimates of .

We now examine the implications of testing A’3 = 0 when A’S3 is not
estimable. Recall that we began this section by finding the reduced model
associated with such a constraint, so we already have a general method for
performing such tests.

The first key result is that in defining a linear constraint there is no reason
to use anything but estimable functions, because only estimable functions
induce a real constraint on C(X). Theorem 3.3.6 identifies the estimable
part of A, say Ay3, and implies that Ay = 0 gives the same reduced
model as A’S = 0. Ag is a matrix chosen so that C(A) N C(X') = C(Ao).
With such a choice, A’S = 0 implies that AjS = 0 but A{S is estimable
because C'(Ag) C C(X'), so Aj = PX for some P,.

Theorem 3.3.6. If C(A)NC(X') = C(Ag) and C(Up) = C(Ag)*, then
C(XU) = C(XUp). Thus A’G = 0 and AjS = 0 induce the same reduced
model.

PrOOF. C(Ag) C C(A), so C(U) = C(A)* € C(Ag)*+ = C(Up). There-
fore, C(XU) C C(XUy).

To complete the proof, we show that there cannot be any vectors in
C(XUp) that are not in C(XU). In particular, we show that there are
no nontrivial vectors in C(XUy) that are orthogonal to C(XU), i.e., if
v e C(XU)é(XUO) then v = 0. If v € C(XU)é(Xon then v’ XU = 0, so
X'v L C(U) 50 X'v € C(A). But also note that X'v € C(X’), so X'v €
C(A)NC(X’') = C(Ag). This implies that X'v L C(Up), so v L C(XUyp).
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We have shown that the vector v which, by assumption, is in C(XUy), is
also orthogonal to C'(XUy). The only such vector is the 0 vector. i

Nontrivial estimable constraints always induce a real constraint on the
column space.

Proposition 3.3.7. If A8 is estimable and A # 0, then A’S = 0
implies that C(XU) # C(X).

Proor. With A’ = P’X, the definition of U gives 0 = A'U = P'XU =
P'MXU, so C(XU) L C(MP). Both are subspaces of C(X); therefore if
C(MP) # {0}, we have C(X) # C(XU). However, PPMX = A # 0, so
C(MP) is not orthogonal to C(X) and C(MP) # {0}. O

Note that Proposition 3.3.7 also implies that whenever the estimable part
Ay is different from 0, there is always a real constraint on the column space.

Corollary 3.3.8 establishes that A’S has no estimable part if and only
if the constraint does not affect the model. If the constraint does not af-
fect the model, it merely defines a reparameterization, in other words, it
merely specifies arbitrary side conditions. The corollary follows from the
observation made about Ag after Proposition 3.3.7 and taking Ay = 0 in
Theorem 3.3.6.

Corollary 3.3.8. C(A)NC(X’) = {0} if and only if C(XU) = C(X).

In particular, if A’S is not estimable, we can obtain the numerator sum
of squares for testing A’S = 0 either by finding Xg = XU directly and
using it to get M — My, or by finding Ao, writing Aj = P}X, and using
My p,. But as noted earlier, there is no reason to have A’ not estimable.

3.3.1 A GENERALIZED TEST PROCEDURE

We now consider hypotheses of the form A’S = d where d € C'(A’) so that
the equation A’S = d is solvable. Let b be such a solution. Note that

NB=ANb=d,
if and only if

A/(ﬂ - b) = Oa
if and only if

(B—=0b) LCA).

Again picking a matrix U such that



72 3. Testing Hypotheses

A'(B —b) =0 if and only if
(6—b) € CU)
which occurs if and only if for some vector
(8-b)=Un.
Multiplying both sides by X gives
Xp—Xb= XUy

or
XB=XUry+ Xb

We can now substitute this into the linear model to get the reduced model
Y = XUy + Xb+e,

or, letting Xg = XU,
Y =Xoy+Xb+e. (6)

Recall that Xb is a known vector.

The analysis for reduced models such as (6) was developed in Section 2.
For nonestimable hypotheses, use that theory directly. If A’ = P’X, then
C(Xo)é(x) = C'(MP) and the test statistic is easily seen to be

(Y — Xb)/MMP(Y — Xb)/T(MMP)
(Y — Xb)y' (I — M)(Y — Xb)/r(I — M)

Note that A’8 = d imposes the constraint E(Y — Xb) L C(MP), so once
again we could refer to C'(M P) as the constraint imposed by the hypothesis.
We did not specify the solution b to A’3 = d that should be used. For-
tunately, for A’S estimable, the test of hypothesis does not depend on the
choice of b. As mentioned in the previous section, (Y — Xb)'(I — M)(Y —
Xb) =Y'(I — M)Y, so the denominator of the test is just the M.SE and
does not depend on b. The numerator term (Y — Xb)' My p(Y — Xb) equals
(N3 —d)'[N(X'X)"A]~ (A’ — d). The test statistic can be written as

(N6 — &) [N (X'X) A" (V6 — d)/r(A)
MSE '

For A’ estimable, the linear model Y = Xyv + Xb + e implies that
A3 = d, but for nonestimable constraints, there are infinitely many con-
straints that result in the same reduced model. (If you think of nonestimable
constraints as including arbitrary side conditions, this is not surprising.) In
particular, if A’S = d, the same reduced model results if we take A’3 = dg
where dy = d + A'v and v € C(X’). Note however, in this construction,
that if A’S is estimable, dy = d for any wv.




3.3 Testing Linear Parametric Functions 73

We now present an application of this testing procedure. The results are
given without justification, but they should seem similar to results from a
statistical methods course.

ExAMPLE 3.3.9.  Consider the balanced two-way ANOVA without inter-
action model

Yijk = 1+ o + 05 + €ijk,
i=1,...,a,5=1,...,b, k = 1,...,N. (The analysis for this model is
presented in Section 7.1.) We examine the test of the null hypothesis

a b
HO : Z)\zav =4 and Z’YjT]j = 7,
i=1 j=1

where >°% A, =0= 22:1 ;- The hypothesis is simultaneously specifying
the values of a contrast in the a;s and a contrast in the 7;s.
In terms of the model Y = X3 + e, we have

ﬂ: [H7O‘15"'aaaanlv"'7nb]/

A 0 M - X O -+ 0
00 - 0 m - T

4
-]
A= { 25:1 Ai¥i-- ]
> =17
NN 0 ]
b .
0 Zj:l ’YJQ‘ /aN

The diagonal elements of the covariance matrix are just the variances of the
estimated contrasts. The off-diagonal elements are zero because this is a
balanced two-way ANOVA, so the « effects and the 7 effects are orthogonal.

There are two linearly independent contrasts being tested, so r(A) = 2.
The test statistic is

Cov(N'B))o® = N(X'X)"A = [Z

1 — b _
OMSE [Z?:l AiYi. —4 Z_j:l ViY4- — 7]
< 0
% Ei:l A? N [ 2521 )‘igi-- —4 ]
a. —
0 W Zj:l Vi¥-5- =7
j=175

or

a _ 2 b _ 2
1 (Zi:l Ailji.. — 4) n (ijl VY5 — 7)
2MSE >ic1 AN Z§=1 v;/aN .



74 3. Testing Hypotheses

Note that the term (3°7 ; Nii.. — 4)2/ (3°f, A2/bN) is, except for sub-
tracting the 4, the sum of squares for testing > 7, \;a; = 0 We are sub-
tracting the 4 because we are testing >, A\;a; = 4. Similarly, we have a
term that is very similar to the sum of squares for testing Z;’.:l vjn; = 0.
The test statistic takes the average of these sums of squares and divides by
the MSE. The test is then defined by reference to an F(2,dfE,0) distri-
bution.

3.3.2 TESTING AN UNUSUAL CLASS OF HYPOTHESES

Occasionally, a valid linear hypothesis A’3 = d is considered where d is not
completely known but involves other parameters. For A’ = d to give a
valid linear hypothesis, A’S = d must put a restriction on C(X), so that
when the hypothesis is true, E(Y') lies in some subspace of C'(X).

Let X7 be such that C'(X;) C C(X) and consider an hypothesis P'X 3 =
P’ X~ for some parameter vector . E(Y) is constrained to be in the set

M = {u|p € C(X) and P’y = P' X, for some ~} .

Exercise 3.6 Show that M is a vector space.

If we find a set of vectors that span M, then we can find My, the
perpendicular projection onto M, and testing follows the usual pattern.
With this purpose in mind, we want to show that

M = {plp = po+ p for py € C(X1), o € C(X),po L C(P)}.  (7)

Note that since po € C(X), the condition po L C(P) is equivalent to

To show that (7) holds, first observe that if 1 = ug + p1 as above, then
pw€ C(X)and P'u= Plug+ Pu = Py But py € C(X1), so up = X1y
for some ~ and hence P’y = P'Xyv. Thus p € M.

To show that p € C(X) and P’y = P'X;v imply that p has the de-
composition indicated in (7), observe that if 4 € M, then for some =,
P'(p—X1v) = 0. If we let pp = p— X317y and pu; = X3, then the charac-
terization is complete.

It is now easy to see that M = C(X1, M — My p). If Xy is any matrix
with C'(Xo) = C(X1, M — Myp), then testing P’ X3 = P’ X;~ for some
is equivalent to testing Y = X(on + e against the model Y = X3 +e.

ExaMPLE 3.3.10. Consider the model

Yij = pij e =12 7=1,2,3
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and the hypothesis p1; —p2; = a4 5t; for some known ¢;s. The unrestricted
model is saturated, and there are no degrees of freedom for error. Assume
that the t;s are equally spaced so that for some b, t; +b =ty = t3 — b.

100 0 0O
01 0000
0 01 0 0O
cx)=c 0001 0O
000 01O
0 00 001

Here C(X) = RS. The hypothesis can be written

Hi11
100 -1 0 o0]]M2
01 0 0 —1 o0f]|Hs
001 0 0 —1]|]|H
H22
H23
1 ty—b
1 4
100 -1 0 0
~lo10 0 -1 o0 é t2§b {g]
001 0 0 -1]|,
0 0

or
P'XB=PXi.

Now consider the matrix

1 0 0 1 1
01 0 1 0
0O 0 1 1 -1
Xo = 1 0 0 O 0 = ('01,712,113,11471;5).
01 0 0 0
001 0 O

It is easily seen that v; L C(P),i = 1,2,3,s0 C(X)NC(P)* = C(vy,vq,v3)
and M = C(v1,v2,v3, X1) or M = C(Xp).

Note: This relationship is of particular importance in the analysis of
frequency data. The model y;; = pi; + e;; is analogous to a saturated
log-linear model. The hypothesis 111; — p2; = o 4 t; is analogous to the
hypothesis that a logit model holds. We have found the space M such that
restricting the log-linear model to M gives the logit model, see Christensen
(1997).

Exercise 3.7 In testing a reduced model Y = Xy + e against a full
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model Y = X3 + e, what linear parametric function of the parameters is
being tested?

3.4 Testing Single Degrees of Freedom in a Given
Subspace

Consider a two-way ANOVA model ¥y, = 1+ o; + n; + ejji. Suppose we
want to look at contrasts in the a;s and n;s. For analyzing a balanced two-
way ANOVA it would be very convenient if estimates and tests for contrasts
in the ays, say, could be based on the projection operator associated with
dropping the ays out of the one-way ANOVA model yir = p + o + eijk
rather than the projection operator for the two-way ANOVA model. One
convenience is that the projection operator for the one-way model turns out
to be much simpler than the projection operator for the two-way model.
A second convenience is that orthogonality of the projection operators for
dropping the a;s and 7;s in the balanced two-way model leads to indepen-
dence between estimates of contrasts in the ;s and 7;5. We would also
like to establish that orthogonal contrasts (contrasts that define orthogo-
nal constraints) in the a;s, say, depend only on the projection operator for
dropping the ;s in the one-way model.

With these ultimate goals in mind, we now examine, in general, esti-
mates, tests, and orthogonality relationships between single degree of free-
dom hypotheses that put a constraint on a particular subspace.

Consider a perpendicular projection operator M, used in the numerator
of a test statistic. In the situation of testing a model Y = X + e against
a reduced model Y = Xyy + e with C(Xo) C C(X), if M and M, are the
perpendicular projection operators onto C'(X ) and C(Xj) respectively, then
M, = M — My. For testing the estimable parametric hypothesis A’S = 0,
if A= P/X, then M* == MMP-

We want to examine the problem of testing a single degree of freedom
hypothesis in C(M.,). Let A’ = p’X. Then, by Definition 3.3.2, '3 = 0 puts
a constraint on C(M,) if and only if Mp € C(M,.). If Mp € C(M,), then
Mp = M,Mp = M,p because M M, = M,. It follows that the estimate of
NpBis p' MY because p'M,Y = p’ MY . From Section 3, the test statistic
for Hy: M3 =0is

Y'M.p(p'Mp) " p' MY (p'M.Y)?/p'Mip
MSE MSE ’

where MSE =Y'(I — M)Y/r(I — M) and r(M.p(p'M.p)~1p'M,) = 1.
Let \j = piX and N, = p5X, and let the hypotheses A{3 = 0 and
A58 = 0 define orthogonal constraints on the model. The constraints are,
respectively, E(Y) L Mp; and E(Y) L Mps. These constraints are said to
be orthogonal if the vectors Mp; and M p, are orthogonal. This occurs if
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and only if pf Mpy = 0. If A8 = 0 and A\, = 0 both put constraints on
C(M,), then orthogonality is equivalent to 0 = py M ps = p| M, ps.

We have now shown that for any estimable functions that put constraints
on C(M,), estimates, tests, and finding orthogonal constraints in C'(M,)
require only the projection operator M, and the MSE.

3.5  Discussion

The reason that we considered testing models first and then discussed
testing parametric functions by showing them to be changes in models
is because in general only testing models is ever performed. This is not
to say that parametric functions are not tested as such, but that para-
metric functions are only tested in special cases. In particular, parametric
functions can easily be tested in balanced ANOVA problems and one-way
ANOVAs. Multifactor ANOVA designs with unequal numbers of observa-
tions in the treatment cells, as illustrated in Example 3.2.2, are best ana-
lyzed by considering alternative models. Even in regression models, where
all the parameters are estimable, it is often more enlightening to think
in terms of model selection. Of course, in regression there is a special re-
lationship between the parameters and the design matrix. For the model
Yi = Bo + Bixi1 + Boxia + -+ + Bp—1Tip—1 + €, the design matrix can be
written as X = [J, X1,..., Xp_1], where X = [z1;,22j,...,Zn;]". The test
of Hy : 3; = 0 is obtained by just leaving X; out of the design matrix.

Another advantage of the method of testing models is that it is often
easy in simple but nontrivial cases to see immediately what new model
is generated by a null hypothesis. This was illustrated for regression in
Examples 3.2.0 and 3.2.4.

EXAMPLE 3.5.1.  One-Way ANOVA.
Consider the model y;; = p+ao;+e55,1=1,2,3,7=1,...,N;y, Ny = N3 =
3, Ny = 2. In matrix terms this is

‘11 0 07
110 0
1 1 0 0| T p
101 0|/

Y=11 01 0f]an| T
100 1] Lag
100 1
100 1

Let the null hypothesis be a; = p + 2as so that p + a3 = 2u + 2ais. The
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reduced model is clearly

[ CE SR )
I N N i e Wl
3

O OO K N DNN

For Examples 3.2.0, 3.2.4, and 3.5.1, it would be considerable work to
go through the procedure developed in Section 3 to test the hypotheses. In
fairness, it should be added that for these special cases, there is no need to
go through the general procedures of Section 3 to get the tests (assuming
that you get the necessary computer output for the regression problem).

Exercise 3.8 Show that p’MY = p'[Mp(p'Mp)~p'M]Y so that
to estimate p’ X3, one only needs the perpendicular projection of Y onto
C(Mp).

3.6 Breaking a Sum of Squares into Independent
Components

We now present a general theory that includes, as special cases, the break-
ing down of the treatment sum of squares in a one-way ANOVA into sums
of squares for orthogonal contrasts and the breaking of the sum of squares
for the model into independent sums of squares as in an ANOVA table.
This is an important device in statistical analyses.

Frequently, a reduced model matrix Xy is a submatrix of X. This is
true for the initial hypotheses considered in both cases of Example 3.2.0
and for Example 3.2.2. If we can write X = [X, X;], it is convenient to
write SSR(X1]Xo) = Y/(M — My)Y. SSR(X1]Xp) is called the sum of
squares for regressing X after Xo. We will also write SSR(X) = Y'MY,
the sum of squares for regressing on X. Similarly, SSR(Xy) = Y'MyY.
The SSR(-) notation is one way of identifying sums of squares for tests.
Other notations exist, and one alternative will soon be introduced. Note
that SSR(X) = SSR(Xo)+SSR(X1|Xo) which constitutes a breakdown of
SSR(X) into two parts. If e ~ N(0,02I), these two parts are independent.

We begin with a discussion of breaking down the sums of squares in a
two-way ANOVA model y; i = 4 «; +1; + ei;1. The projection operators
used in the numerator sums of squares for dropping the a;s and n;s are
orthogonal if and only if the numerator sum of squares for dropping the
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n;s out of the two-way model model is the same as the numerator sum
of squares for dropping the 7;s out of the one-way ANOVA model y;;;, =
p+1;j-+e€;5,. In the next subsection we characterize the necessary conditions.

3.6.1 Two-Way ANOVA

We discuss the technique of breaking up sums of squares as it applies to
the two-way ANOVA model of Example 3.2.2. It should be noted that the
results really apply to any two-way ANOVA with unequal numbers. The
sum of squares for the full model is Y'MY (by definition). We can break
this up into three parts, one for fitting the 7;s after having fit the ays
and p, one for fitting the «;s after fitting u, and one for fitting u. Let
J=1(1,...,1) be the first column of X. Let X be a matrix consisting of
the first four columns of X. Take M and Mj corresponding to X and Xj.
It is easy to see that (1/21)JJ’ is the perpendicular projection operator
onto C(J).
Since J € C(Xy) C C(X), we can write, with n = 21,

1 1
Y'MY =Y'=JJ'Y +Y’ <M0 — JJ’) Y +Y' (M- M,)Y,
n n

where (1/n)JJ', My — (1/n)JJ’, and M — My are all perpendicular pro-
jection matrices. Since X is obtained from X by dropping the columns
corresponding to the n;s, Y'(M — My)Y is the sum of squares used to
test the full model against the reduced model with the 7;s left out. Re-
calling our technique of looking at the differences in error sums of squares,
we write Y'(M — My)Y = R(n|a,p). R(n|a, 1) is the reduction in (er-
ror) sum of squares due to fitting the n;s after fitting p and the s,
or, more simply, the sum of squares due to fitting the 7;s after the a;s
and p. Similarly, if we wanted to test the model y;;r = g + €55, against
Yijk = 1+ a; + ek, we would use Y/ (Mo — [1/n]JJ)Y = R(a|p), the sum
of squares for fitting the ;s after p. Finally, to test y;j. = 1+ €51 against
Yijk = b+ o + 1 + eiji, we would use Y'(M — [1/n]JJ")Y = R(a,n|p).
Note that R(a,n|p) = R(n|o, 1) + R(apw).

The notations SSR(-) and R(-) are different notations for essentially the
same thing. The SSR(-) notation emphasizes variables and is often used
in regression problems. The R(:) notation emphasizes parameters and is
frequently used in analysis of variance problems.

Alternatively, we could have chosen to develop the results in this dis-
cussion by comparing the model y;;z = 1 + o + 1; + €51 to the model
Yijk = 1+n;j+ei;k. Then we would have taken Xy as columns 1, 5, 6, and 7 of
the X matrix instead of columns 1, 2, 3, and 4. This would have led to terms
such as R(n|p), R(a|n, 1), and R(a,n|p). In general, these two analyses will
not be the same. Typically, R(n|a, 1) # R(n|p) and R(alu) # R(aln, p).
There do exist cases (e.g., balanced two-way ANOVA models) where the
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order of the analysis has no effect. Specifically, if the columns of the X
matrix associated with o and those associated with n are orthogonal after
somehow fitting u, then R(n|a, ) = R(n|u) and R(a|p) = R(aln, ).

As mentioned, the preceding discussion applies to all two-way ANOVA
models. We now state precisely the sense in which the columns for o and
1 need to be orthogonal. Let Xy be the columns of X associated with u
and the q;s, and let X; be the columns of X associated with p and the
n;s. Let My and M; be the projection operators onto C(Xy) and C(X1)
respectively. We will show that R(n|a, ) = R(n|p) for all YV if and only
it C(My, — [1/n]JJ) L C(My — [1/n]JJ), ie., (My — [1/n]JJ")(My —
[1/n]JJ") = 0.

Since R(n|p) =Y'(My — [1/n]JJ)Y and R(n|a,pu) =Y'(M — My)Y, it
suffices to show

Proposition 3.2.3. (My — [1/n]JJ") = (M — My) if and only if
(My — [1/n]JJ") (Mo — [1/n]JJ") = 0.

Proor. Sufficiency: If (M7 — [1/n]JJ") = (M — My), then
(M1 = [1/n]JJ") (Mo — [1/n}JJ") = (M — Mo)(Mo — [1/n]JJ") =0

because J € C(My) C C(M).
Necessity: To simplify notation, let

M, = (My—[1/n]JJ") and M, = (M, —[1/n]JJ").

We know that M = [1/n]JJ" + M, + (M — My). If we could show that
M =[1/n]JJ" + My + M,, we would be done.

[1/n]JJ'+My+M, is symmetric and is easily seen to be idempotent since
0 = M,M, = M,M,. It suffices to show that C[(1/n)JJ" + M, + M,] =
C(X). Clearly, C[(1/n)JJ + M+ M,| C C(X). Suppose now that v €
C(X). Since C(My) = C(Xp) and C(M;) = C(X), if we let Z = [My, Mq],
then C(Z) = C(X) and v = Zb = Mybg + M1by. Since J € C(Xyp) and
J € C(Xy), it is easily seen that M, M; = M,M, = 0 and M,M, = 0.
Observe that

1
ﬁJJ’ + M.+ M,|v = [My+ M, Mobo + [My + M) Mb;
= Mybyg + M1by = v,
so C(X) C C[(1/n)JJ' + M, + M,). O

The condition (M; — [1/n]JJ")(My — [1/n]JJ") = 0 is equivalent to
the following. Using the Gram—Schmidt orthogonalization algorithm, make
all the columns corresponding to the as and ns orthogonal to J. Now, if
the transformed a columns are orthogonal to the transformed 7 columns,
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then R(n|a,u) = R(n|p). In other words, check the condition X{(I —
[1/n]JJ") X1 = 0. In particular, this occurs in a balanced two-way ANOVA
model, see Section 7.1.

From the symmetry of the problem, it follows that R(aln, u) = R(a|p)
whenever R(n|a, 1) = R(n|u).

3.6.2 GENERAL THEORY

We now present a general theory that is based on finding an orthonor-
mal basis for a subspace of the estimation space. (This subspace could be
the entire estimation space.) We discuss two methods of doing this. The
first is a direct method involving identifying the subspace and choosing
an orthonormal basis. The second method determines an orthonormal ba-
sis indirectly by examining single degree of freedom hypotheses and the
constraints imposed by those hypotheses.

Our general model is Y = X3 4 e with M the perpendicular projection
operator onto C'(X). Let M, be any perpendicular projection operator with
C(M,) C C(X). Then M, defines a test statistic

Y'M,Y/r(M,)
Y'(I=M)Y/r(I - M)

for testing the reduced model, say, Y = (M — M,)y +e. If r(M,) = r,
then we will show that we can break the sum of squares based on M, (i.e.,
Y'M.,Y) into as many as r independent sums of squares whose sum will
equal Y'M.,Y. By using M, in the numerator of the test, we are testing
whether the subspace C(M,) is adding anything to the predictive (esti-
mative) ability of the model. What we have done is break C'(X) into two
orthogonal parts, C'(M,) and C(M — M,). In this case, C(M — M,) is the
estimation space under Hy and we can call C'(M,.) the “test” space. C' (M)
is a space that will contain only error if Hy is true but which is part of
the estimation space under the alternative hypothesis. Note that the error
space under Hy is C(I — (M — M,)),but I — (M — M,) = (I — M) + M,
so that C(I — M) is part of the error space under both hypotheses.

We now break C(M,) into r orthogonal subspaces. Take an orthonormal
basis for C(M,), say R1, Ra, ..., R,. Note that, using Gram—Schmidt, Ry
can be any normalized vector in C(M,). It is open to the statistician’s
choice. Ry can then be any normalized vector in C(M,) orthogonal to Ry,
etc. Let R = [Ry, R, ..., R,], then as in Theorem B.35

R/
1 T
M,=RR =Ry,....,R] | : | =Y RiR;
R; i=1
Let M; = R;R}, then M; is a perpendicular projection operator in its own
right and M;M; = 0 for ¢ # j because of the orthogonality of the R;s.
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The goal of this section is to break up the sum of squares into in-
dependent components. By Theorem 1.3.7, the sums of squares Y'M;Y
and Y'M;Y are independent for any ¢ # j because M;M; = 0. Also,
Y'M.Y =Y ;_, Y'M;Y simply because M, = Y _._, M;. Moreover, since
’I“(MZ‘) = 1,

Y'M;Y
Y'(I=M)Y/r(I = M)

~ F(1,7r(I — M), X' M; X 3/20?).

In a one-way ANOVA, Y'M.,Y corresponds to the treatment sum of
squares while the Y/ M,;Y's correspond to the sums of squares for a set of
orthogonal contrasts, cf. Example 3.6.2.

We now consider the correspondence between the hypothesis tested using
Y’'M.,Y and those tested using the Y/ M;Ys. Because M, and the M;s are
nonnegative definite,

0=FX'MX3=> BXMXp
i=1
if and only if 3’ X'M; X3 = 0 for all 7. Thus, the null hypothesis that
corresponds to the test based on M, is true if and only if the null hypotheses
corresponding to all the M;s are true. Equivalently, if the null hypothesis
corresponding to M, is not true, we have

T
0<BX'MX3=> BXMX}.
i=1
Again, since M, and the M;s are nonnegative definite, this occurs if and
only if at least one of the terms §'X’M;X 3 is greater than zero. Thus
the null hypothesis corresponding to M, is not true if and only if at least
one of the hypotheses corresponding to the M;s is not true. Thinking in
terms of a one-way ANOVA, these results correspond to stating that 1) the
hypothesis of no treatment effects is true if and only if all the contrasts in
a set of orthogonal contrasts are zero or, equivalently, 2) the hypothesis of
no treatment effects is not true if and only if at least one contrast in a set
of orthogonal contrasts is not zero.

We have broken Y/M.,Y into r independent parts. It is easy to see how
to break it into less than r parts. Suppose r = 7, we can break Y'M.,Y
into three parts by looking at projections onto only three subspaces. For
example, Y MY =Y/ (M;+ Ms+Mg)Y +Y'(Mo+ M7)Y +Y'(My+ M;)Y,
where we have used three projection operators My + M3 + Mg, Ms + M7,
and M4+ M5. Note that these three projection operators are orthogonal, so
the sums of squares are independent. By properly choosing R, an ANOVA
table can be developed using this idea.

EXAMPLE 3.6.1. One-Way ANOVA.
In this example we examine breaking up the treatment sum of squares in
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a one-way ANOVA. Consider the model y;; = p+ o; + €5, @ = 1,2,3,
7 =1,2,3. In matrix terms this is

r1 1 0 07
1 1 0 O
1 1 0 O
101 0]|]|"
Y=1101o0|[%]|+e (1)
101 0f [
100 1|
1 0 0 1
L1 0 0 1]
Denote the design matrix X = [J, X7, X, X3]. To test Hy : a1 = ap = az,

the reduced model is clearly
Y=Ju+e.

The projection operator for the test is M, = M — [1/n]JJ’". The test
space is C(M,) = C(M — [1/n]JJ"), i.e., the test space is the set of all
vectors in C'(X) that are orthogonal to a column of ones. The test space
can be obtained by using Gram—Schmidt to remove the effect of J from the
last three columns of the design matrix, that is, C(M,) is spanned by the
columns of

r 2 -1 —17

2 -1 -1

2 -1 -1
-1 2 -1
-1 2 -1/,
-1 2 -1
-1 -1 2
-1 -1 2
-1 -1 2]

which is a rank two matrix. The statistician is free to choose R; within
C(M,). Ry could be a normalized version of

27 =17 [ 17

2 -1 1

2 -1 1
-1 2 1
“1|+| 2|=1| 1],
1 2 1
1 -1 )
-1 -1 -2
1] L[-1] L-2J

which was chosen as X7 + X9 with the effect of J removed. Ry must be
the only normalized vector left in C(M,) that is orthogonal to R;. Ry is
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a normalized version of [1,1,1,-1,—1,—1,0,0,0]". The sum of squares for
testing Hy : vy = ag = a3 18 Y/RlRIIY + Y/RQR/QY.

R; was chosen so that Y'Ro R,Y would be the sum of squares for testing
Hy : a1 = ag. The design matrix for the reduced model is Xy = [J, X1 +
XQ,Xg]. Note that C(X) = C(J, Rl,Rg) and C(Xo) = C(J, X1 + XQ) =
C(J, R1). Ry is the normalized vector in C(X) orthogonal to C(Xj), and
so the perpendicular projection operator onto the orthogonal complement
of C(Xy) with respect to C(X) is ReR5. The sum of squares for the test is
as claimed.

Similarly, Ro is proportional to X; — X5, so the reduced model Xy =
[J, X7 — X5] leads to a test based on Ry R}. To see what hypothesis this
corresponds to, observe that (1/2)[J + (X1 — X2)] = X1 + (1/2)X3 and
(1/2)[J — (X1 — X2)] = X2 + (1/2)X3; so it is easy to see that C(Xy) =
C([J, X1+(1/2) X3, X24(1/2) X3]). This is the column space for the reduced
model under the hypothesis Hy : ag = (aq + 2)/2.

Another way to see that the hypotheses of the previous paragraphs are
indeed the appropriate hypotheses is to reparameterize the problem. What
do the parameters have to be for the original model to be identical to the
model

rl 1 17
1 1 1
1 1 1
1 1 —1|[m
Y=|1 1 =1| || +e? (2)
11 1] |
1 -2 0
1 -2 0
L1 -2 0

It is easily seen that if v1 = p+ (a1 +as+as)/3, 72 = (a1 + @2 —2a3) /6, and
~v3 = (a1 —ag) /2, this is exactly the original model (see also Exercise 3.9.6).
To test Hy : oy — ag = 0 (i.e., @y = ), drop the third column from the
model and test. Because the columns of this design matrix are orthogonal,
the sum of squares for the test is Y/ RoRLY .

The discussion thus far has concerned itself with directly choosing an
orthonormal basis for C'(M,). An equivalent approach to the problem of
finding an orthogonal breakdown is in terms of single degree of freedom
hypotheses M3 = 0.

If we choose any r single degree of freedom hypotheses \|3 = --- =
ALB =0 with pj. X = N, Mp, € C(M,), and p) Mpp = 0 for all k # h,
then the vectors Mpy/+/pj.Mpy, form an orthonormal basis for C(M,).
The projection operators are My = Mpy(p.Mpy) 'p,. M. The sums
of squares for these hypotheses, Y'M,Y = Y'Mpy(p},Mp) 'p, MY =
(P MY )2/ pj Mpy, = (ppM.Y)?/p\. M.py, form an orthogonal breakdown
of Y'M.Y.
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As shown in Section 3, the sum of squares for testing A\; 3 = 0 can be
found from A, 3, and (X’X)~. In many ANOVA problems, the condition
pMpr = 0 can be checked by considering an appropriate function of Ay
and Ap. It follows that, in many problems, an orthogonal breakdown can
be obtained without actually finding the vectors p1, ..., pr.

EXAMPLE 3.6.2.  One-Way ANOVA.

Consider the model y;; = p+a; +e;5, ¢ = 1,...,t, j = 1,...,N;. Let
Y'M.Y correspond to the sum of squares for treatments (i.e., the sum of
squares for testing oy = --- = a;). The hypotheses A, § = 0 correspond to
contrasts cgyaq + - - -+ cpray = 0, where ¢ + - - -+ g = 0. In Chapter 4, it
will be shown that contrasts are estimable functions and that any contrast
imposes a constraint on the space for testing equality of treatments. In
other words, Chapter 4 shows that the A} s can be contrasts and that
if they are contrasts, then Mp, € C(M,). In Chapter 4 it will also be
shown that the condition for orthogonality, pj, Mpp = 0, reduces to the
condition cg1ep1 /N1 + -+ + cgrent /Ny = 0. If the contrasts are orthogonal,
then the sums of squares for the contrasts add up to the sums of squares
for treatments, and the sums of squares for the contrasts are independent.

3.7 Confidence Regions

Consider the problem of finding a confidence region for the estimable para-
metric vector A’S. A (1 — a)100% confidence region for A’S consists of all
the vectors d that would not be rejected by an «a level test of A’S = d.
Based on the distribution theory of Section 2 and the algebraic simplifi-
cations of Section 3, the (1 — «)100% confidence region consists of all the
vectors d that satisfy the inequality

(A3 —d)[N(X'X)~A]"[A'B = d]/r(A)
MSE

<F(l—a,rA),r(I-M)), (1)

where F(1—a,r(A),r(I —M)) is the upper 1 — « percent point of a central
F distribution with r(A) and r(I — M) degrees of freedom. These vectors
form an ellipsoid in r(A)-dimensional space.

Alternative forms for the confidence region are

(A5 — dI'[A(X'X) A7 [A'S — d]
<r(A) MSE F(1 —a,r(A),r(I — M))
and

[P'MY —d(P'MP)~[P'MY — d|
<r(MP) MSE F(1 —a,r(MP),r(I — M)).
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For regression problems we can get a considerable simplification. If we
take P’ = (X'X)"'X’, then we have A’ = P'X = I, and A'3 = 3 = d.
Using this in (1) gives

[V = d'[A(X"X)"A]"[N'3 — d]
= B-pIX'X)TX(B- )
= (B-0)(X'X)(B-0)
with 7(A) = r(I,) = r(X). The confidence region is thus the set of all 8s
satisfying

B—B)(X'X)3—-8)<pMSE F(1—a,p,n—p).

3.8 Tests for Generalized Least Squares Models

We now consider the problem of deriving tests for the model of Section 2.7.
For testing, we take the generalized least squares model as

Y=XB+e, e~N(0,0°V), (1)

where V' is a known positive definite matrix. As in Section 2.7, we can write
V = QQ' for Q nonsingular. The model

Q'Y =Q'XB3+Q e, Q 'e~N(0,0°1) 2)

is analyzed instead of model (1).
First consider the problem of testing model (1) against a reduced model,
say
Y =XoBo+e, e~N(0,0°V), C(Xo)CC(X). (3)

The reduced model can be transformed to
Q'Y =Q 'XoB+Q e, Q 'e~N(0,0%I). (4)

The test of model (3) against model (1) is performed by testing model
(4) against model (2). To test model (4) against model (2), we need to
know that model (4) is a reduced model relative to model (2). In other
words, we need to show that C(Q'Xy) € C(Q™'X). From model (3),
C(Xo) C C(X), so there exists a matrix U such that Xy, = XU. It follows
immediately that Q=1 Xo = Q1 XU; hence C(Q~1Xy) C C(Q71X).

Recall from Section 2.7 that A = X(X'V-1X)~X'V~! and that for
model (1)

MSE =Y'(I - A)'V I - A)Y/[n —r(X)].
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Define Ag = Xo(X{V1Xo)~ X VL. The test comes from the following
distributional result.

Theorem 3.8.1.

(i) Y'(A— Ag)'V~H(A— Ag)Y/[r(X) — r(Xo)]
MSE

~ F(T(X) - ’I"(Xo), n— T(X)aﬂ-) )
where m = 3 X' (A — Ag)' V(A — Ag) X 3/202.
(i) FX'(A— A)) V1A — Ag)XS = 0 if and only if E(Y) € C(Xo).

PROOF.

(7) Theorem 3.2.1 applied to models (2) and (4) gives the appropriate test
statistic. It remains to show that part (i) involves the same test statistic.
Exercise 3.9 is to show that Y/(A — Ag)'V~1(A — Ag)Y/[r(X) — r(Xo)] is
the appropriate numerator mean square.

(#) From part (7) and Theorem 3.2.1 applied to models (2) and (4),
BX'(A—A))VHA - A))XB =0

if and only if E(Q~'Y) € C(Q71Xo). E(Q™'Y) € C(Q ™' X)) if and only if
E(Y) € C(Xy). a

Exercise 3.9 Show that Y'(A — Ag)'V YA — Ag)Y/[r(X) — r(Xo)]
is the appropriate numerator mean square for testing model (4) against
model (2).

The intuition behind the test based on Theorem 3.8.1 is essentially the
same as that behind the usual test (which was discussed in Section 2).
The usual test is based on the difference MY — MyY = (M — My)Y. MY
is the estimate of E(Y) from the full model, and MyY is the estimate
of E(Y) from the reduced model. The difference between these estimates
indicates how well the reduced model fits. If the difference is large, the
reduced model fits poorly; if the difference is small, the reduced model fits
relatively well. To determine whether the difference vector is large or small,
the squared length of the vector, as measured in Euclidean distance, is used.
The squared length of (M —Mj)Y reduces to the usual form Y’ (M —M,)Y.
The basis of the test is to quantify how large the difference vector must be
before there is some assurance that the difference between the vectors is
due to more than just the variability of the data.

For generalized least squares models, the estimate of E(Y") from the full
model is AY and the estimate of E(Y) from the reduced model is AgY.
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The difference between these vectors, AY — AgY = (A — Ap)Y, indicates
how well the reduced model fits. The test is based on the squared length of
the vector (A — Ag)Y, but the length of the vector is no longer measured in
terms of Euclidean distance. The inverse of the covariance matrix is used to
define a distance measure appropriate to generalized least squares models.
Specifically, the squared distance between two vectors u and v is defined to
be (u—v)'V~1(u—wv). Note that with this distance measure, the generalized
least squares estimate AY is the vector in C(X) that is closest to Y (cf.
Section 2.7).

It should be noted that if V' =1, then A = M, Ag = My, and the test is
exactly as in Section 2. Also as in Section 2, the key term in the numerator
of the test statistic, Y'(A — Ag)'V~1(A — Ag)Y, can be obtained as the
difference between the SSE for the reduced model and the SSE for the
full model.

We now consider testing parametric functions. If A’S is an estimable
parametric vector, then the test of the hypothesis A’3 = 0 can be obtained
from the following result:

Theorem 3.8.2.

0 BAN(X'VIX)"A]T AB/r(A)
MSFE

~ F(r(A),n—r(X),n),

where 7 = 3'A [N (X'V7IX)~A] A'B/202.
(i)  BA[AN(X'VTIX)"A]” A’ =0 if and only if A3 =0.

PrOOF. A’f is estimable in model (1) if and only if A’S is estimable
in model (2). A’3 is the least squares estimate of A’S from model (2),
and o2A/(X'V=1X)~A is the covariance matrix of A’f. The result follows

immediately from Section 3 applied to model (2). |

Note that A’S = 0 defines the same reduced model as in Section 3 but
the test of the reduced model changes. Just as in Section 3 for ordinary
least squares models, Theorem 3.8.2 provides a method of finding tests for
generalized least squares models. To test A’3 = 0, one need only find A’ 8,
Cov (A B), and M SE. If these can be found, the test follows immediately.

We have assumed that V is a known matrix. Since the results depend on
V', they would seem to be of little use if V' were not known. Nevertheless, the
validity of the results does not depend on V' being known. In Chapter 11,
we will consider cases where V' is not known, but where V and X are related
in such a way that the results of this section can be used. In Chapter 11,
we will need the distribution of the numerators of the test statistics.

Theorem 3.8.3.
(1) Y'(A=A)VH A= Ag)Y/o? ~ x*(r(X) — r(Xo),m),
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where m = 3/ X'(A—Ap)' VY A—Ap)XB/20?%, and ' X'(A—Ap)' V(A
Ap)X B =0 if and only if E(Y) € C(Xo).

(i) BA[N(XVTIX)TA]T AB/o? ~ X2 (r(A), 7),
where 7 = B'A [N (X'V7IX)"A] A'8/202, and A'S = 0 if and only if
FA[N(X'VIX)"A] T AB =0

PrROOF.  The results follow from Sections 3.2 and 3.3 applied to model
(2). |

Exercise 3.10 Show that Y'(A — Ag)'V (A — Ap)Y equals the
difference in the SSFEs for models (3) and (1).

3.9 Additional Exercises

Exercise 3.9.1 Consider the model y; = By + f1xi1 + Boxio + €5, €8
i.i.d. N(0,0?). Use the data given below to answer (a) and (b).

Obs.| 1 2 3 4 5 6
Y -2 7 2 5 8 -1
T 4 -1 2 0 -2 3
T2 2 -3 0 -2 -4 1
(a) Find SSR(X1, X3|J) = R(B1, 32150)-
(b) Are [y, 81, and (5 estimable?
Exercise 3.9.2 For a standard linear model, find the form of the

generalized likelihood ratio test of Hy : 02 = o versus Hy : 02 # o in
terms of rejecting Hy when some function of SSE/o? is small. Show that
the test makes sense in that it rejects for both large and small values of
SSE/o3.

Exercise 3.9.3 Consider a set of seemingly unrelated regression
equations
Vi =XiB;i +ei, e;~N(0,0°I),

i =1,...,7r, where X, is an n; X p matrix and the e;s are independent. Find
the test for Hy: f1 = --- = B,

Exercise 3.9.4 What happens to the test of A’/3 = d if A’3 has no
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estimable part?

Exercise 3.9.5 Consider the model
Y =XB+e, E(e)=0, Cov(e)=o?I, (1)
with the additional restriction
NpB=d,

where d = A’b for some (known) vector b and A’ = P’X. Model (1) with
the additional restriction is equivalent to the model

(Y = Xb) = (M — Mysp)y +e. (2)

If the parameterization of model (1) is particularly appropriate, then we
might be interested in estimating X subject to the restriction A’8 = d.
To do this, write

XB=EY)=(M—Muyp)y+ Xb,

and define the BLUE of X' = p/ X in the restricted version of (1) to be
o' (M—Murp)y+p' Xb, where p' (M —Myrp)75 is the BLUE of p' (M —Map)y
in model (2). Let (1 be the least squares estimate of 3 in the unrestricted
version of model (1). Show that the BLUE of A3 in the restricted version
of model (1) is

NG — {cov(xﬁl,A'@l)] [cov(A’Bl)] (NG —d), (3)

where the covariance matrices are computed as in the unrestricted version
of model (1).

Hint: This exercise is actually nothing more than simplifying the terms
in (3) to show that it equals p’'(M — Myp)y + p' X0.

Note: The result in (3) is closely related to best linear prediction, cf.
Sections 6.3 and 12.2.

Exercise 3.9.6 If X is defined as in equation (3.6.1) and X, is
defined in (3.6.2), find a matrix U such that Xo = XU. Note that C(X) =
C(Xo), so (3.6.2) is a reparameterization of (3.6.1). Clearly, Xoy = XU~y =
Xp,s0 f=Ur+w for some v with Xv = 0. Find a matrix U* so that

w+ (al + o +Oé3)/3
y=U"Uvy+v)=UB=| (a1 +as—2a3)/6
(a1 —a3)/2

Hints: U is easy to find, and the right-hand side of the last equation
essentially gives U*.
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4
One-Way ANOVA

In this and following chapters, we apply the general theory of linear models

to various special cases. This chapter considers the analysis of one-way
ANOVA models. A one-way ANOVA model can be written

Yij = B+ a; + €45 i=1,...,t, 7=1,...,N,, (1)

where E(e;;) = 0, Var(e;;) = o2, and Cov(e;;,erj,) = 0 when (i,j) #
(i',7'). For finding tests and confidence intervals, the e;;s are assumed to
have a multivariate normal distribution.

Section 1 is devoted primarily to deriving the ANOVA table for a one-
way ANOVA. The ANOVA table in this case is a device for presenting the
sums of squares necessary for testing the reduced model

Yij = p+ e i=1,...,t, j=1,...,N; (2)

against model (1). This test is equivalent to testing the hypothesis Hy :
ap == qy.

The main tool needed for deriving the analysis of model (1) is the per-
pendicular projection operator. The first part of Section 1 is devoted to
finding M. Since the ys in model (1) are identified with two subscripts, it
will be necessary to develop notation that allows the rows of a vector to
be denoted by two subscripts. Once M is found, some comments are made
about estimation and the role of side conditions in estimation. Finally, the
perpendicular projection operator for testing Hy : oy = -+ = a4 is found,
and the ANOVA table is presented. Section 2 is an examination of con-
trasts. First, contrasts are defined and discussed. Estimation and testing
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procedures are presented. Orthogonal contrasts are defined and applica-
tions of Section 3.4 are given. Fortunately, many multifactor analysis of
variance problems can be analyzed by repeatedly using the analysis for a
one-way analysis of variance. For that reason, the results of this chapter
are particularly important.

4.1 Analysis of Variance

In linear model theory, the main tools we need are perpendicular projec-
tion matrices. Our first project in this section is finding the perpendicular
projection matrix for a one-way ANOVA model. We will then discuss esti-
mation, side conditions, and the ANOVA table.

Usually, the one-way ANOVA model is written

Yij=p+o;+ey; i=1,...,t j=1,...,N,.

Let n = 22:1 N;. Although the notation N; is standard, we will sometimes
use N (i) instead. Thus, N (i) = N;. We proceed to find the perpendicular
projection matrix M = X (X'X)~ X".

ExXAMPLE 4.1.1. In any particular example, the matrix manipulations
necessary for finding M are simple. Suppose t = 3, N; = 5, N, = 3, N3 = 3.
In matrix notation the model can be written

Y11 ] r1 1 0 07
Yo 1100
Y13 1 1 0 0
Y14 1 1 0 O
Y15 1100 (5
vpi|=1]1 0 1 0 al +e
Yoo 1010 Of
Y23 1 010 3
Y31 1 0 0 1
Y32 1 0 0 1
L Y33 L1 0 0 14
To find the perpendicular projection matrix M, first find
1 5 3 3
o |5 500
XX = 3 0 30
3 0 0 3
By checking that (X'X)(X'X)(X'X) = X'X, it is easy to verify that
0 0 0 0
/- |0 1/5 0 0
(X'X)™ = 0o 0 1/3 0
0 0 0 1/3
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Then
M
= X(X'X)"X'
0 0 0 0 0 0 0 0 0
_ ¥ 1/5 1/5 1/5 1/5 1/5 0 0 0 0

o 0o o 0 O O O 0 1/3 1/3 1
r1/5 1/5 1/5 1/5 1/5
1/5 1/5 1/5 1/5 1/5
1/5 1/5 1/5 1/5 1/5
1/5 1/5 1/5 1/5 1/5
1/5 1/5 1/5 1/5 1/5 0 0 0
= |0 0o 0o 0 0 1/3 1/3 1/3

0 0
0 0
o 0 0 0 0 1/31/3 1/3 0 0 0
/ /3

O O OO
OO OO
OO OO

0
0
0
0
0
0
0

[eollen i en Bl an B e e M en)
SO OO O oo

o 0o o0 0 0 1/3 1/3 1/3

o 0 o0 ©0 0 1/31/31/3 0 0 0

o 0 o 0 0O 0O 0 0 1/3 1/3 1/3

o 0 0o 0O 0O 0O 0 0 1/3 1/3 1/3
Lo o o o o o o o0 1/3 1/3 1/3]

Thus, in this example, M is Blk Diag[Ni_lJ]]\\,/((;)) |, where J$ is a matrix of
1s with r rows and s columns. In fact, we will see below that this is the
general form for M in a one-way ANOVA when the observation vector Y

has subscripts changing fastest on the right.

A somewhat easier way of finding M is as follows. Let Z be the design

matrix for the alternative one-way analysis of variance model

Yij = M + €4y,
i=1,...,t 5 =1,...,N;. (See Example 3.1.1.) Z is then just a matrix
consisting of the last ¢ columns of X, i.e., X = [J, Z]. Clearly C(X) = C(2),
7'7Z = Diag(Ny, Na,...,N;),and (Z'Z)~" = Diag(N; ', Ny b, ..., N7 Y. Tt
is easy to see that Z(Z'Z)~Z' = Blk Diag[N[lJ]]\\,]((Z))].

We now present a rigorous derivation of these results. The ideas involved
in Example 4.1.1 are perfectly general. A similar computation can be per-
formed for any values of ¢t and the IV;s. The difficulty in a rigorous general
presentation lies entirely in being able to write down the model in matrix
form. The elements of Y are the y;;s. The y;;s have two subscripts, so a
pair of subscripts must be used to specify each row of the vector Y. The el-
ements of the design matrices X and Z are determined entirely by knowing
the order in which the y;;s have been listed in the Y vector. For example,
the row of Z corresponding to y;; would have a 1 in the ¢th column and
zeros everywhere else. Clearly, it will also be convenient to use a pair of
subscripts to specify the rows of the design matrices. Specifically, let

V' = (y117y127' - YiIN(1)s Y215 - - aytN(t))7
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where yo; is the N7 + 1 row of Y. In general, write a vector S as S = [s;;],
where for j = 1,...,N;, s;; denotes the (N1 + --- + N,_1 + j)th row of
S. The discussion of tensors in Appendix B may help the reader feel more
comfortable with our use of subscripts.

To specify the design matrices X and Z we must identify the columns
of X and Z. Write X = [J, X1, Xo, ..., X¢] and Z = [X;, Xo,..., X¢]. Note
that the kth column of Z can be written

X = [tij] where t;; = 0ik (1)

with d;5 equal to 0 if 4 #% k and 1 if 4 = k. This just means that if the
observation in the ij row got the kth treatment, the ij row of X is 1. If
not, the 5 row of Xy, is zero.

Our goal is to find M = Z(Z'Z)~'Z’'. To do this we need to find (Z'Z)
and (Z'Z)~1. Noting that (Xj)'(X,) is a real number, we can write the
elements of Z'Z as

(2'2) = (X)) (X,)

Xt
Now, from (1)

t N; t
(Xp) (Xk) =D 0inbir = Y i =Y Nidix = Ny,
ij i=1

i=1 j=1

and for k # ¢

t N t
(Xk)'(Xq) = Z Zfsz’kfsiq = ZNi5ik5iq =0.
i=1

i=1 j=1
It follows that
(2'Z) = Diag(N,)
and clearly
(Z2'Z)~' = Diag(N; ).
We can now find Z(Z'Z)~1L.

2(2'2)"" = [X1,X,,...,X|Diag(N; ")
NN N

Finally we are in a position to find M = Z(Z'Z)~'Z'. We denote the
columns of an n X n matrix using the convention introduced above for
denoting rows, i.e., by using two subscripts. Then the matrix M can be

written
M = [mij ]

We now find the entries of this matrix. Note that m;; ;- is the ¢j row of
Z(Z'Z)~* times the i’j" column of Z’ (i.e., the i’j’ row of Z). The ij row
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of Z(Z'Z)~"is (Ny *6i1,..., N7 *65). The i'j' row of Z is (8ir1y...,0ir).
The product is

t
-1
Mij,itj = Z Ny 0ik0ir,
k=1
-1
These values of m;; j» determine a block diagonal matrix

M = Blk Diag(N; "7y (),
just as in Example 4.1.1.

The notation and methods developed above are somewhat unusual, but
they are necessary for giving a rigorous treatment of ANOVA models. The
device of indicating the rows of vectors with multiple subscripts will be used
extensively in later discussions of multifactor ANOVA. It should be noted
that the arguments given above really apply to any order of specifying
the entries in a vector S = [s;;]; they do not really depend on having
S = (511,512, .-, 8n()) - If we specified some other ordering, we would
still get the perpendicular projection matrix M; however, M might no
longer be block diagonal.

Exercise 4.1 To develop some facility with this notation, let

N,
TT = [t”] where tij = 52'7” - —

forr=1,...,t. Find T)T,, T/Ts for s # r, and J'T,.

A very important application of this notation is in characterizing the
vector MY. As discussed in Section 3.1, the vector MY is the base from
which all estimates of parametric functions are found. A second important
application involves the projection operator

My =M— 2.
n

M., is useful in testing hypotheses and is especially important in the anal-
ysis of multifactor ANOVAs. It is therefore necessary to have a characteri-
zation of M,,.
Exercise 4.2 Show that

MY = [t;;] where t;; = ;.

and
M,Y = [u;;] where u;; = g5 — 3. -
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Hint: Write M,Y = MY — (%Jﬁ)Y

Knowing these characterizations MY and M,Y tell us how to find Mv
and M,v for any vector v. In fact, they completely characterize the per-
pendicular projection operators M and M,.

EXAMPLE 4.1.1 CONTINUED. In this example,

MY = (g1~a gl-,gl-vg1-3g147g2-7g2-7g2~a g3<,g3-7g3-)l

and

MY = (41 — 9y 1. = Yo Y1 — Yoy Y1 = Yoo 1. — oo,
Yo = Yo Y2 = Yos Y2 = Yoo U3. — Yoo 3. — Yoy Y3 — §..)

!
We can now obtain a variety of estimates. Recall that estimable functions
are linear combinations of the rows of X, e.g., p’ X 3. Since

Xp = (u+o¢1,,u+oz1,u+a1,u+oz1,,u+ozl,
li
M+0427/J+CY27M+(12’M+CY3;H+0437M+043) )

if p’ is taken to be p’ = (1,0,0,0,0,0,0,0,0,0,0), then it is easily seen that
p+aq = p' X3 is estimable. The estimate of pu+ay is P’ MY = g;.. Similarly,
the estimates of u+as and p+ a3 are go. and y3., respectively. The contrast
a1 — ag can be obtained as p’ X using p’ = (1,0,0,0,0,—1,0,0,0,0,0)".
The estimate of a; — ap is P’ MY = @1. — jo.. Note that for this contrast
PMY =p'M,Y.

Estimation is as easy in a general one-way ANOVA as it is in Example
4.1.1. We have found M and MY, and it is an easy matter to see that, for
instance, p + «; is estimable and the estimate of pu + «; is

{i+ai} =y .

The notation {fi + &;} will be used throughout this chapter to denote the
estimate of u + «;.

Frequently, side conditions are imposed to obtain “estimates” of non-
identifiable quantities. The usual side conditions are >/, Nyo; = 0. With
this condition, one obtains

=1
and an estimate
t t N;
1 A 1 N; — _
p= gZNi{Hai}: EZJ Yij = Y.,
i=1 i=1 """ j=1
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which is the mean of all the observations. Similarly,

Gi={0+d&} =9y —7..
Side conditions just remove the arbitrariness in the estimation of the pa-
rameter vector 8 = (u,1,...,0¢)". They identify one choice of a least
squares estimate of 3. They do this by introducing a nonidentifiable con-
straint on the parameters. Initially, the one-way ANOVA model was overpa-
rameterized. The nonidentifiable constraint is chosen to remove the ambi-
guity. Fundamentally, one choice of side conditions is as good as any other.
(Exercise 4.9 involves finding estimates that satisfy another commonly used
side condition.) Personally, I think it is silly to pretend that nonidentifiable
functions of the parameters can be estimated.

We now derive the analysis of variance table for the one-way ANOVA.
The analysis of variance table is a device for displaying an orthogonal break-
down of the total sum of squares of the data, i.e., Y'Y . Sometimes, the total
sum of squares corrected for fitting the grand mean is broken down. The
sum of squares for fitting the grand mean is just the sum of squares ac-
counted for by the model

Y=Ju+e.

The total sum of squares corrected for the grand mean is the error sum
of squares for this model, i.e., Y’ (I —[1/n]J}) Y. Included in an ANOVA
table is information to identify the sums of squares, the degrees of free-
dom for the sums of squares, the sums of squares, and the mean squares.
The mean squares are just the sums of squares divided by their degrees of
freedom. Sometimes the expected values of the mean squares are included.
From the expected mean squares, the hypotheses tested by the various
sums of squares can be identified. Recall that, when divided by o2, the
sums of squares have x? distributions and that there is a very close rela-
tionship between the expected mean square, the expected sum of squares,
the noncentrality parameter of the x? distribution, and the noncentrality
parameter of an F' distribution with the mean square in the numerator. In
particular, if the expected mean square is 02 +/df, then the noncentrality
parameter is 7/202. The hypothesis being tested is that the noncentrality
parameter of the F' distribution is zero.

The usual orthogonal breakdown for a one-way ANOVA is to isolate the
effect of the grand mean (u), and then the effect of fitting the treatments
(;8) after fitting the mean. The sum of squares for treatments is just what
is left after removing the sum of squares for p from the sum of squares for
the model. In other words, the sum of squares for treatments is the sum
of squares for testing the reduced model (4.0.2) against model (4.0.1). As
we have seen earlier, the projection operator for fitting the grand mean is
based on the first column of X, i.e., J. The projection operator is (1/n)J? =
(1/n)JJ'. The projection operator for the treatment sum of squares is then

1
Mo =M~ —Jp.
n
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The sum of squares for fitting treatments after p, Y'M,Y, is the difference
between the sum of squares for fitting the full model, Y'MY', and the sum
of squares for fitting the model with just the mean, Y’ ([1/n]J?) Y.

Table 1 gives an ANOVA table and indicates some common notation for
the entries.

Exercise 4.3 Verify that the estimate of u + «a; is ;. and that the
algebraic formulas for the sums of squares in the ANOVA table are correct.

Hint: To find, for example, Y (M — [1/n]J)Y = Y'M,Y, use Exer-
cise 4.2 to get M,Y and recall that Y'M,Y = [M,Y] [M,Y].

Exercise 4.4 Verify that the formulas for expected mean squares in
the ANOVA table are correct.
Hint: Use Theorem 1.3.2 and Exercise 4.3.

The techniques suggested for Exercise 4.3 and 4.4 are very useful. The
reader should make a point of remembering them.
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TABLE 4.1. One-Way Analysis of Variance Table

Matrix Notation

Source df SS
Grand Mean 1 Y’ (%J,?) Y
Treatments t—1 Y’ (M — %J;‘) Y
Error n—t Y'(I-M)Y
Total n Y'Y
Source SS E(MS)
Grand Mean SSGM o+ X (L) XB
Treatments SSTrts o+ BX (M—Lip)Xp/(t—1)
Error SSE o2
Total SSTot

Algebraic Notation
Source df SS
Grand Mean dfGM nly? =ng?
Treatments dfTrts SN (5 —5)°
Error dfE 22:1 Zj\;’l (yij — gji.)Q

t N;

Total dfTot Y1 ijl i
Source MS E(MS)*
Grand Mean SSGM >+ n(p+a)?
Treatments  SSTrts/(t — 1) o>+ 3 Ni(ai—a)?/(t—1)
Error SSE/(n—t) o’

Q. = 22:1 Niai/n

99
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4.2 Estimating and Testing Contrasts

In this section, contrasts are defined and characterizations of contrasts are
given. Estimates of contrasts are found. The numerator sum of squares
necessary for doing an F' test of a contrast and the form of the F' test are
given. The form of a confidence interval for a contrast is presented and the
idea of orthogonal contrasts is discussed. Finally, the results of Section 3.4
are reviewed by deriving them anew for the one-way ANOVA model.

A contrast in the one-way ANOVA (4.0.1) is a function Y'_, \ja;, where
S2¢_, A = 0. In other words, the vector X' in X3 is (0, A1, Ag, ..., \;) and
N Jir1 = 0. To establish that X' is estimable, we need to find p such that
p'X = N. Write

p/ = ()\1/N1,...,Al/Nl’)\Q/N27...,)\2/N2,A3/N3,.. -7>\t/Nt)7

where p’ is a 1 xn vector and the string of A;/N;s is N; long. In the alternate
notation that uses two subscripts to denote a row of a vector, we have

P = [tij] where tij = )\l/]\/vz (1)

Recall from Section 2.1 that, while other choices of p may exist with
p'X = XN, the vector Mp is unique. As shown in Exercise 4.10, for p as in
(1), p € C(X); so p = Mp. Thus, for any contrast \'G, the vector Mp has
the structure

Mp = [tij] where tij = )\7,/N’L (2)

We now show that the contrasts are precisely the estimable functions
that do not involve u. Note that since J is the column of X associated
with u, p’ X3 does not involve p if and only if p'.J = 0.

Proposition 4.2.1. p' X3 is a contrast if and only if p’J = 0.

PrRoOOF. Clearly, a contrast does not involve u, so p’J = 0. Conversely, if
p'J =0, then p’ X3 = p'[J, Z]3 does not involve pu; so we need only show
that 0 = p’ X Jyy1. This follows because X J;11 = 2J, and we know that
o' J, =0. a

We now show that the contrasts are the estimable functions that impose
constraints on C(M,). Recall that the constraint imposed on C'(X) by
P’ X0 =0is that E(Y) € C(X) and E(Y) L Mp, i.e., E(Y) is constrained
to be orthogonal to Mp. By definition, p’ X8 puts a constraint on C'(M,,)
it Mp e C(M,).

Proposition 4.2.2. p' X is a contrast if and only if Mp € C'(M,).
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PrROOF.  Using Proposition 4.2.1 and J € C(X), we see that p’ X[ is a
contrast if and only if 0 = p'J = p'M J, i.e., J L Mp. However, C(M,) is
everything in C(X) that is orthogonal to J; thus J L Mp if and only if
Mp e C(M,). m

Finally, we can characterize C'(M,).
Proposition 4.2.3. C(M,) = {p‘p = [ti;], tij = N/, 22:1 A= 0}.

PROOF.  Any vector p with the structure of (1) and ), A\; = 0has p'J =0
and by Proposition 4.2.1 determines a contrast p’ X 3. By Proposition 4.2.2,
Mp € C(M,,). However, vectors that satisfy (1) also satisfy Mp = p, so
p € C(M,). Conversely, if p € C(M,,), then p'J = 0; so p’ X3 determines a
contrast. It follows that M p must be of the form (2), where Ay +---+X; = 0.
However, since p € C(M,), Mp = p; so p must be of the form (1) with
M+ + =0

Exercise 4.5 Show that a; = as = -+ = «y if and only if all
contrasts are zero.

We now consider estimation and testing for contrasts. The least squares

estimate of a contrast 22:1 Ay is easily obtained. Let fi,&q,...,4; be
any choice of least squares estimates for the nonidentifiable parameters
Wy, ..., aq. Since z:f:l A; = 0, we can write

t t t
Z Aidy; = Z Xifi+ 6} = Z Ailli-s
i=1 i1 i=1

because p+ «; is estimable and its unique least squares estimate is g;.. This
result can also be seen by examining p'Y = p’ MY for the p given above in
(1). To test the hypothesis that A3 = 0, we have seen that the numerator
of the test statistic is (o’ MY)2/p'Mp. However, p MY = p' X3 = N3 =
Zle Aigi.. We also need to find p’ Mp. The easiest way is to observe that,
since M p has the structure of (2),

p'Mp = [Mp]'[Mp]

t N;
I

i=1j=1

t
= > A/Ni.
i=1
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The numerator sum of squares for testing the contrast is

SS(N'B) = (Z&%) /(Z /\1‘2/1\@) .

The o level test for Hy : 22:1 Aioy; = 0 versus Hy : 22:1 Aia; # 0 is to
reject Hy if

(Zﬁzl /\1‘171‘-)2/ (2221 )\?/Ni)
MSE

> F(1 —a,1,dfE).

Equivalently, Zz:l \;7;. has a normal distribution, E(Zzzl )\igi.) =
22;:1 Ailp 4+ ;) = 22:1 Aoy, and Var(Zﬁzl )\igi.) = Z:f:l A2Var(7;.)

o? Zle A?/N;, so we have a t test available. The « level test is to reject
H, if

)22:1 )\i?jzﬁ
VMSEY! 3/N,

Note that since 22:1 ANii. = p’MY is a function of MY and MSE is a
function of Y'(I — M)Y, we have the necessary independence for the ¢ test.
In fact, all tests and confidence intervals follow as in Exercise 2.1.

In order to break up the sums of squares for treatments into ¢ — 1 or-
thogonal single degree of freedom sums of squares, we need to find ¢ — 1
contrasts A 3,...,\;_;0 with the property that p.Mp, = 0 for r # s,
where p). X = A (see Section 3.6). Let A. = (0, Ar1, ..., At) and recall that
Mp, has the structure of (2). The condition required is

>t<1—%,de>.

0 = pMps
[Mp,]'[Mps]

S /N /)

i=1 j=1
t
= D Aidi/Ni
i=1

With any set of contrasts Zle Aricy, = 1,...,t — 1 for which 0 =
22:1 Aridsi/N; for all r # s, we have a set of ¢ — 1 orthogonal constraints
on the test space so that the sums of squares for the contrasts add up to
the SSTrts. Contrasts that determine orthogonal constraints are referred
to as orthogonal contrasts.

In later analyses, we will need to use the fact that the analysis developed
here depends only on the projection matrix onto the space for testing av; =
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ag = -+ = ay. That projection matrix is M, = M — (1/n)J}?. Note that
M = (1/n)J} + M,. For any contrast '8 with p’X = X, we know that
0 Jn, = 0. It follows that p’M = p'(1/n)J} + p' M, = p' M,. There are two
main uses for this fact. First,

t t
> Nidi =) N = p'MY = p'M,Y,
=1 i=1

t
S NN =N(X'X)" A= p'Mp=p'Map,
i=1

so estimation, and therefore tests, depend only on the projection M. Sec-
ond, the condition for contrasts to give an orthogonal breakdown of SSTrts
is
t
0= Z)\Ti/\si/Ni = P;Mps = p;Mapsv

i=1

which depends only on M. This is just a specific example of the theory of
Section 3.4.

Exercise 4.6 Using the theories of Sections 3.2 and 2.6, respectively,
find the F' test and the ¢ test for the hypothesis Hy : 2221 Aia; = d, in
terms of the M SFE, the g;.s, and the \;s.

Exercise 4.7 Suppose Ny = Ny = --- = N; = N. Rewrite the
ANOVA table incorporating any simplifications due to this assumption.

Exercise 4.8 If Ny = Ny =--- = N; = N, show that two contrasts
A8 and M, are orthogonal if and only if Aj Ay = 0.

Exercise 4.9 Find the least squares estimates of u, a1, and oy using
the side condition a7 = 0.

Exercise 4.10 Using p as defined by (4.2.1) and X as defined in
Section 1 of this chapter [especially (4.1.1)], show that

(a) p'X =N, where X = (0, A1,..., \p).

(b) p e C(X).
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4.3 Additional Exercises

Exercise 4.3.1 An experiment was conducted to see which of four
brands of blue jeans were most resistant to wearing out while students knelt
before their linear models instructor begging for additional test points. In
a class of 32 students, 8 students were randomly assigned to each brand of
jeans. Before being informed of their test score, each student was required
to fall to his/her knees and crawl 3 meters to the instructor’s desk. This
was done after each of 5 mid-quarter and 3 final exams. (The jeans were
distributed along with each of the 8 test forms and were collected again 36
hours after grades were posted.) A fabric wear score was determined for
each pair of jeans. The scores are listed below.

Brand 1: 3.41 1.83 269 2.04 283 246 184 234
Brand 2: 3.58 3.83 264 3.00 3.19 3.57 3.04 3.09
Brand 3: 3.32 262 392 3.88 250 330 228 3.57
Brand 4: 3.22 261 2.07 258 280 298 230 1.66

(a) Give an ANOVA table for these data, and perform and interpret the
F test for the differences between brands.

(b) Brands 2 and 3 were relatively inexpensive, while Brands 1 and 4
were very costly. Based on these facts, determine an appropriate set
of orthogonal contrasts to consider in this problem. Find the sums of
squares for the contrasts.

(¢) What conclusions can be drawn from these data? Perform any addi-
tional computations that may be necessary

Exercise 4.3.2 After the final exam of spring quarter, 30 of the sub-
jects of the previous experiment decided to test the sturdiness of 3 brands
of sport coats and 2 brands of shirts. In this study, sturdiness was mea-
sured as the length of time before tearing when the instructor was hung by
his collar out of his second-story office window. Each brand was randomly
assigned to 6 students, but the instructor was occasionally dropped before
his collar tore, resulting in some missing data. The data are listed below.

Coat 1: 234 246 283 2.04 2.69

Coat 2: 2.64 3.00 3.19 3.83

Coat 3: 2.61 2.07 280 258 298 2.30
Shirt 1: 1.32 1.62 192 0.88 150 1.30
Shirt 2: 0.41 0.83 0.53 0.32 1.62
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Give an ANOVA table for these data, and perform and interpret the
F test for the differences between brands.

Test whether, on average, these brands of coats are sturdier than
these brands of shirts.

Give three contrasts that are mutually orthogonal and orthogonal to
the contrast used in (b). Compute the sums of squares for all four
contrasts.

Give a 95% confidence interval for the difference in sturdiness between
shirt Brands 1 and 2. Is one brand significantly sturdier than the
other?
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5

Multiple Comparison Techniques

In analyzing a linear model we can examine as many single degree of free-
dom hypotheses as we want. If we test all of these hypotheses at, say, the
.05 level, then the (weak) experimentwise error rate (the probability of re-
jecting at least one of these hypotheses when all are true) will be greater
than .05. Multiple comparison techniques are methods of performing the
tests so that if all the hypotheses are true, then the probability of reject-
ing any of the hypotheses is no greater than some specified value, i.e., the
experimentwise error rate is controlled.

A multiple comparison method can be said to be more powerful than a
competing method if both methods control the experimentwise error rate
at the same level, but the method in question rejects hypotheses more often
than its competitor. Being more powerful, in this sense, is a mixed blessing.
If one admits the idea that a null hypothesis really can be true (an idea
that T am often loath to admit), then the purpose of a multiple comparison
procedure is to identify which hypotheses are true and which are false. The
more powerful of two multiple comparison procedures will be more likely
to correctly identify hypotheses that are false as being false. It will also be
more likely to incorrectly identify hypotheses that are true as being false.

A related issue is that of examining the data before deciding on the hy-
potheses. If the data have been examined, an hypothesis may be chosen to
test because it looks as if it is likely to be significant. The nominal signif-
icance level of such a test is invalid. In fact, when doing multiple tests by
any standard method, nearly all the nominal significance levels are invalid.
For some methods, however, selecting the hypotheses after examining the
data make the error levels intolerably bad.
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The sections of this chapter contain discussions of individual multiple
comparison methods. The methods discussed are Scheffé’s method, the
Least Significant Difference (LSD) method, the Bonferroni method, Tukey’s
Honest Significant Difference (HSD) method, and multiple range tests. The
section on multiple range tests examines both the Newman—Keuls method
and Duncan’s method. The final section of the chapter compares the various
methods. For a more complete discussion of multiple comparison methods,
see Miller (1981) or, more recently, Hochberg and Tamhane (1987) or Hsu
(1996). Miller’s book includes several methods that are not discussed here.
Christensen (1996a) discusses the methods of this chapter at a more ap-
plied level, discusses Dunnett’s method for comparing treatments with a
control, and discusses Ott’s analysis of means method.

5.1 Scheffé’s Method

Scheffé’s method of multiple comparisons is an omnibus technique that
allows one to test any and all single degree of freedom hypotheses that
put constraints on a given subspace. It provides the assurance that the
experimentwise error rate will not exceed a given level a. Typically, this
subspace will be for fitting a set of parameters after fitting the mean, and
in ANOVA problems is some sort of treatment space.

It is, of course, easy to find silly methods of doing multiple comparisons.
One could, for example, always accept the null hypothesis. However, if the
subspace is of value in fitting the model, Scheffé’s method assures us that
there is at least one hypothesis in the subspace that will be rejected. That
is, if the F' test is significant for testing that the subspace adds to the
model, then there exists a linear hypothesis, putting a constraint on the
subspace, that will be deemed significant by Scheffé’s method.

Scheffé’s method is that an hypothesis Hy : A8 = 0 is rejected if

!/
%‘S@/S > F(1 —a,s,dfE),
where SS(N' ) is the sum of squares for the usual test of the hypothesis, s is
the dimension of the subspace, and A3 = 0 is assumed to put a constraint
on the subspace.

In terms of a one-way analysis of variance where the subspace is the
space for testing equality of the treatment means, Scheffé’s method applies
to testing whether all contrasts equal zero. With ¢ treatments, a contrast
is deemed significantly different from zero at the « level if the sum of
squares for the contrast divided by ¢ — 1 and the MSFE is greater than
F(l—a,t—1,dfE).

Theorem 5.1.1 given below leads immediately to the key properties of
Scheffé’s method. Recall that if o’ X3 = 0 puts a constraint on a subspace,
then Mp is an element of that subspace. Theorem 5.1.1 shows that the
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F test for the subspace rejects if and only if the Scheffé test rejects the
single degree of freedom hypothesis p’ X3 = 0 for some p with Mp in the
subspace. The proof is accomplished by finding a vector in the subspace
having the property that the sum of squares for testing the corresponding
one degree of freedom hypothesis equals the sum of squares for the entire
space. Of course, the particular vector that has this property depends on
Y. To emphasize this dependence on Y, the vector is denoted my . In the
proof of the theorem, my is seen to be just the projection of Y onto the
subspace (hence the use of the letter m in the notation).

It follows that for a one-way ANOVA, there is always a contrast for
which the contrast sum of squares equals the sum of squares for treatments.
The exact nature of this contrast depends on Y, and often the contrast is
completely uninterpretable. Nevertheless, the existence of such a contrast
establishes that Scheffé’s method rejects for some contrast if and only if
the test for equality of treatments is rejected.

Theorem 5.1.1. Consider the linear model Y = X + ¢ and let M,
be the perpendicular projection operator onto some subspace of C'(X). Let
r(M,) = s. Then
Y'M.Y/s
MSE
if and only if there exists a vector my such that Mmy € C(M,) and

> F(1—a,s,dfE)

SS(miy X B)/s

1-— .
SE > F(1 — o, s,dfE)

PROOF.  Necessity: We want to find a vector my so that if the F' test
for the subspace is rejected, then Mmy is in C(M,), and the hypothesis
m4y X3 = 0 is rejected by Scheffé’s method. If we find my within C(M,)
and SS(m4 XB) =Y'M.Y, we are done. Let my = M.,Y.

As in Section 3.4, SS(m4{XB) = Y'M.my[mi{ M.my| 'mi M.Y.
Since M,my = M.M,Y = MY = my, we have SS(myX3) =
Y'my [mlymy]™Im} Y = (Y'M.Y)?/Y'M,Y = Y'M.Y, and we are fin-
ished.

Sufficiency: We prove the contrapositive, i.e., if Y'M,Y/s MSE <
F(1 — «a,s,dfE), then for any p such that Mp € C(M,), we have
SS(p'XPB)/s MSE < F(1 — a, s,dfE). To see this, observe that

SS(p'XB) =Y'[Mp(p'Mp)~'p'M]Y.

Since [Mp(p' M p)~1p’ M] is the perpendicular projection matrix onto a sub-
space of C'(M,),

Y'[Mp(p'Mp)~'p'M]Y <Y'M,Y
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and we are done. O

Y'M.,Y is the sum of squares for testing the hypothesis Y = (M — M., )y+
e. If the hypothesis is true,

Y'M.Y

Prl rsE

> F(l—a,s,dfE)| = a.

The theorem therefore implies that the experimentwise error rate for testing
all hypotheses p’ X8 = 0 with Mp € C(M,) is exactly . More technically,
we wish to test the hypotheses

Ho: NB3=0 for e {\N =p'X with Mp € C(M,)}.
The theorem implies that

SS(N'B)/s

p
"TMSE

> F(1 — a«,s,dfE)
for some A\, = p'X, Mp € C’(M*)} = a,

so the experimentwise error rate is . The theorem also implies that if the
omnibus F test rejects, there exists some single degree of freedom test that
will be rejected. Note that which single degree of freedom tests are rejected
depends on what the data are, as should be expected.

Scheffé’s method can also be used for testing a subset of the set of all
hypotheses putting a constraint on C'(M.,.). For testing a subset, the exper-
imentwise error rate will be no greater than « and typically much below
«. The primary problem with using Scheffé’s method is that, for testing
a finite number of hypotheses, the experimentwise error rate is so much
below the nominal rate of a that the procedure has very little power. (On
the other hand, you can be extra confident, when rejecting with Scheffé’s
method, that you are not making a type I error.)

Suppose that we want to test

Hy:\,B3=0, k=1,...,r

The constraints imposed by these hypotheses are Mpy, k = 1,...,r, where
N, = pi.X. If C(M,) is chosen so that C(Mp1,...,Mp,) C C(M,), then
by the previous paragraph, if Hy is true,
SS(N
Pr % > F(1 — «a,s,dfE) for some k, k = 1,...,7"} <a.

For testing a finite number of hypotheses, it is possible to reject the overall
F test but not reject for any of the specific hypotheses.

We now show that the most efficient procedure is to choose
C(Mp1,...,Mp,) = C(M,). In particular, given that a subspace contains
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the necessary constraints, the smaller the rank of the subspace, the more
powerful is Scheffé’s procedure. Consider two subspaces, one of rank s and
another of rank ¢, where s > t. Both procedures guarantee that the exper-
imentwise error rate is no greater than «. The more powerful procedure is
the one that rejects more often. Based on the rank s subspace, Scheffé’s
method rejects if

SS(N'B)/MSE > sF(1 — a, s,dfE).
For the rank ¢ subspace, the method rejects if

SSNB)/MSE > tF(1 — a,t,dfE).
With s > ¢, by Theorem C.4,

sF(1—a,s,dfE) > tF(1 — a,t,dfE).

One gets more rejections with the rank ¢ space, hence it gives a more
powerful procedure.

EXAMPLE 5.1.2. One-Way ANOVA.
Consider the model

Yij = i+ i +e;j, eijs indep. N(0,07),

1=1,2,3,4,5=1,...,N. To test the three contrast hypotheses

MNB = ag+as—a3—as=0
3 = ar—astaz—a,=0
éﬁ = a1+04+0—a4 =0,

we can observe that the contrasts put constraints on the space for testing
Hy : a1 = as = az = a4 and the space has rank 3. We can apply Scheffé’s
method: reject Hy : A\j.3 = 0 if

SS(ALP)/3
g > F(1-a.3,4(N —1)).

A more efficient method is to notice that N8 + \,8 = 2X;4. This is
true for any 3, so A + A\, = 2A; and, using (4.2.2), Mp1 + Mps = 2M ps.
Since A; and Ay are linearly independent, Mp; and Mps are also; thus
C(Mp1, Mpa, Mp3) is a rank 2 space and Scheffé’s method can be applied
as: reject Hy : A,B =0 if

SS(ALB)/2

F(1—-a,2,4(N —1)).
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One virtue of Scheffé’s method is that since it is really a test of all the
hypotheses in a subspace, you can look at the data to help you pick an
hypothesis and the test remains valid.

Scheffé’s method can also be used to find simultaneous confidence inter-
vals. To show this we need some additional structure for the problem. Let
X = [Xo, X1] and let 8" =[5}, 5], so that

Y = Xo6o + X151 +e.

Let M and Mj be the perpendicular projection operators onto C(X) and
C(Xy), respectively, and let M, = M — My. We seek to find simultaneous
confidence intervals for all estimable functions p’ X13;. Note that p/ X304
is estimable if and only if p’ Xy = 0, which occurs if and only if 0 = Myp =
Mp — M,p, ie., Mp = M,p. It follows that if p’X;0; is an estimable
function, then p' X181 = p’M X131 = p' M, X131. Conversely, for any vector
p, P M (XoBo+X1061) = p’ M. X1 is an estimable function. Proceeding as
in Section 3.7, and observing that M, X3 = M, XoGo+ M. X161 = M. X1,
we have

(Y — Xlﬂl)/M*(Y — Xlﬁl)/’l“(M*)

~ F(r(M.),dfE,0),

MSFE
so that
Pr{(y — X161) M (Y — X1061)/r(M.)
MSFE

<F(1- a,r(M*),de)} —1-a
or, equivalently,

(Y — X1ﬁ1)/M*P(P/M*P)_1P/M*(Y — X)) /r(My)
MSE

l—a:Pr[

< F(1—a,r(M,),dfE) for all p]

= Pr[ |p' MY — p' M, X13|
< V(P M,p)(MSE)r(M.)F(1 — a,r(M.,),dfE) for all p|.

This leads to obvious confidence intervals for all functions p’ M, X1/3; and
thus to confidence intervals for arbitrary estimable functions p’ X1 3;.

EXAMPLE 5.1.3.  One-Way ANOVA.

Consider the model y;; = p + a; + €5, €;;8 independent N(0,0?), i =
1,...,t, 7 =1,...,N;, and the space for testing a; = as = --- ;. The lin-
ear functions that put constraints on that space are the contrasts. Scheffé’s

method indicates that H : 27;:1 Aia; = 0 should be rejected if
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To find confidence intervals for contrasts, write X = [J, X1] and §' =
(1, B1], where 8] = [a1,...,a¢]. We can get simultaneous confidence in-
tervals for estimable functions p’X13;. As discussed in Chapter 4, the es-
timable functions p’X;3; are precisely the contrasts. The simultaneous
(1 — @)100% confidence intervals have limits

S NG+ \/(t ~1)F(1 - a,t — 1,dfE)MSE (Z AE/N,-).

5.2 Least Significant Difference Method

The Least Significant Difference (LSD) method is a general technique for
testing a fixed number of hypotheses A\, =0, k = 1,...,r, chosen without
looking at the data. The constraints imposed by these hypotheses gener-
ate some subspace. (Commonly, one identifies the subspace first and picks
hypotheses that will generate it.) The technique is a simple two stage pro-
cedure. First, do an « level F test for whether the subspace adds to the
model. If this omnibus F' test is not significant, we can conclude that the
data are consistent with A\, 5 =0, k=1,...,r. If the F test is significant,
we want to identify which hypotheses are not true. To do this, test each
hypothesis A}, = 0 with a ¢ test (or an equivalent F' test) at the o level.

The experimentwise error rate is controlled by using the F' test for the
subspace. When all of the hypotheses are true, the probability of identifying
any of them as false is no more than « because « is the probability of
rejecting the omnibus F' test. Although the omnibus F test is precisely
a test of A\LB =0, k = 1,...,7, even if the F test is rejected, the LSD
method may not reject any of the specific hypotheses being considered. For
this reason, the experimentwise error rate is less than a.

The LSD method is more powerful than Scheffé’s method. If the hypothe-
ses generate a space of rank s, then Scheffé’s method rejects an hypothesis
it SS(A.B)/MSE > sF(1 — a,s,dfE). The LSD rejects an hypothesis if
SS\.B)/MSE > F(1 — «,1,dfE). By Theorem C.4, sF(1 — a,s,dfE) >
F(1 - a,1,dfE), so the LSD method will reject more often than Scheffé’s
method. Generally, the LSD method is more powerful than other methods
for detecting when X, 3 # 0; but if A} 8 = 0, it is more likely than other
methods to incorrectly identify the hypothesis as being different from zero.

Note that it is not appropriate to use an F' test for a space that is larger
than the space generated by the r hypotheses. Such an F' test can be signif-
icant for reasons completely unrelated to the hypotheses, thus invalidating
the experimentwise error rate.

Exercise 5.1 Consider the ANOVA model

Yij = p+ Qi + €4,
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i=1,...,t, 5 =1,...,N, with the e;;s independent N(0,0?). Suppose it
is desired to test the hypotheses a; = s for all i # i’. Show that there is
one number, called the LSD, so that the least significant difference rejects
a; = oy precisely when

|Yi. — gir.| > LSD.

Exercise 5.2 In the model of Exercise 5.1, let ¢ = 4. Suppose we
want to use the LSD method to test contrasts defined by

Name )\1 )\2 )\3 )\4
A 1 1 -1 -1
B 0 0 1 -1
c 1/3 1/3 1/3 -1

Describe the procedure. Give test statistics for each test that is to be per-
formed.

5.3 Bonferroni Method

Suppose we have chosen, before looking at the data, a set of r hypotheses
to test, say, A\l = 0, k = 1,...,r. The Bonferroni method consists of
rejecting Hy : A\,.8 = 0 if
SS(NB) a
S > F(l T,1,de) .

The Bonferroni method simply reduces the significance level of each indi-
vidual test so that the sum of the significance levels is no greater than .
(In fact, the reduced significance levels do not have to be a/r as long as
the sum of the individual significance levels is a.)

The theory for this method rests on a Bonferroni inequality. For any sets
Ay, A Pr(Uoy Ak) < X0k Pr(Ag). (This inequality is nothing more
than the statement that a probability measure is finitely subadditive.) If
all the hypotheses A}, =0, k =1,...,r are true, then the experimentwise
error rate is

Pr(SS( 1 8) > MSE F(l - % 1,de) for some k)

Pr (g {SS(A}Cﬁ) > MSE F(l -2 1,de)}>

&

Pr(SS( '8) > MSE F(l - % 1,de))

=

sl

2[R

E
I
—
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If the hypotheses to be tested are chosen after looking at the data, the
individual significance levels of a/r are invalid, so the experimentwise error
rate has not been controlled.

Given that the subspace F test is rejected, the LSD method is
more powerful than the Bonferroni method because F (1 -2 Lde) >
F(1 — o, 1,dfE). The Bonferroni method is designed to handle a finite num-
ber of hypotheses, so it is not surprising that it is usually a more powerful
method than Scheffé’s method for testing the r hypotheses if r is not too
large.

5.4 Tukey’s Method

Tukey’s method, also known as the Honest Significant Difference (HSD)
method, is designed to compare all pairs of means for a set of independent
normally distributed random variables with a common variance. Let y; ~
N(pi,02),i=1,...,t, let the y;s be independent, and let S? be an estimate
of 02 with S? independent of the y;s and

Tukey’s method depends on knowing the distribution of the studentized
range when p; = o = --- = p, i.e., we need to know that

max; y; — min; y;

S

and we need to be able to find percentage points of the Q(t, v) distribution.
These are tabled in many books on statistical methods, e.g., Christensen
(19964a), Snedecor and Cochran (1980), and Neter, Wasserman, and Kutner
(1985).

If the observed value of @ is too large, the null hypothesis Hy : pu; =
-+ = py should be rejected. This is because any differences in the p;s will
tend to make the range large relative to the distribution of the range when
all the u;s are equal. Since the hypothesis Hy : 1 = - -+ = p; is equivalent
to the hypothesis Hy : p1; = pt; for all 7 and j, we can use the studentized
range test to test all pairs of means. Reject the hypothesis that Hy : p; = ;5
if

Q=

~ Q(ta U)

M > Q(l - a7tav)7

where Q(1 — «,t,v) is the (1 — a)100 percentage point of the Q(¢,v) dis-
tribution. If Hy : u; = p; for all ¢ and j is true, then at least one of these
tests will reject Hy if and only if

max; y; — min; y;

5 > Q1 — a,t,v),
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which happens with probability «. Thus the experimentwise error rate is
exactly a.

EXAMPLE 5.4.1.  Two-Way ANOVA.
Consider the model

Yijk = b+ i + Bj + eijr, eijrs indep. N(0,0?),

it =1,...,a,j = 1,....b, k = 1,...,N. Suppose we want to test the
hypotheses Hy : 8; = 8 for all j # j'. Consider the 7.;. values.

7. ~ N(u+a. + Bj,0%/aN)

and the 7.;.5 are independent because ¥.;. depends only on e.;. for its ran-
domness; and since e.;. and e.;. are based on disjoint sets of the e;;xs, they
must be independent. We will see in Section 7.1 that the 3.;.5 are least
squares estimates of the u 4 @. 4 3;s, so the §.;.s must be independent of
the MSE. It follows quickly that if Hy : 81 = -+ = (3 is true, then

max; §.;. — min; i.;.
VMSE/aN

and we reject Hy : 3; = B; if

7.5, — 7.40.] > Q1 — a, b, dfE)\/MSE/aN.

Note that Tukey’s method provides a competitor to the usual analysis
of variance F' test for the hypothesis Hy : f1 = --- = (. Also, Tukey’s
method is only applicable when all the means being used are based on the
same number of observations.

~ Q(b,dfE);

5.5 Multiple Range Tests: Newman—Keuls and
Duncan

The Newman—Keuls multiple range method is a competitor to the Tukey
method. It looks at all pairs of means. In fact, it amounts to a sequential
version of Tukey’s method. Using the notation of the previous section, order
the y;s from smallest to largest, say

Y1) SYe) < S Yy

and define p ;) = p; when y;) = y;. Note that the p;)s need not be ordered
in any particular way. However, the Newman—Keuls method acts as if the
p(i)s are also ordered. With this notation, we can write the studentized
range as

_ Yo~ Y

C=""5
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The Newman-Keuls method rejects Ho : piy = pey if Yoy — yay >
S Q(1 — a,t,v). If this hypothesis is not rejected, stop. All means are con-
sidered equal. If this hypothesis is rejected, we continue.

The next step tests two hypotheses. Ho : pu—1) = p(1) is rejected if
Yi—1)—ya) > SQ(L—a,t—1,v). Ho : py = p2) is rejected if oy —y(2) >
SQ(1—a,t—1,v). If p_1y = p(y is not rejected, then gy, f(2), - - -5 fhe—1)
are assumed to be equal, and no more tests concerning only those means
are performed. Similar conclusions hold if ;) = p(2) is not rejected. If
either hypothesis is rejected, the next round of hypotheses is considered.

The next round of hypotheses includes three hypotheses: Ho : () = pu(s),
Hy @ pe—1) = t(2), and Ho : pz—2) = pi(1)- The hypothesis Hy : pi—34q) =
piy is rejected if Y _s4i) — yu) > SQ(L —a,t —2,v), fori =1,2,3.

The procedure continues until, at the last round, the hypotheses Hy :
(i) = f(i—1); @ = 2,...,t are considered. An hypothesis is rejected if y;) =
Yi-1) > SQ(l — O, 271)).

Remember that if, say, Ho : p;—1) = p(1) is not rejected, we will never
test Ho @ puz—1) = p(2) or Ho : pig—2) = p(1) in the next round or any other
hypothesis in any other round that involves only g1y, f1(2), - -+ s fh(e—1)-

The experimentwise error rate is exactly o because if Hy : gy = -+ = py
is true, the Newman—Keuls procedure will conclude that there is a difference
in the means if and only if the Tukey method concludes that there is a
difference. Because Q(1—,2,v) < Q(1—a,3,v) < --- < Q(1—a,t—1,v) <
Q(1 — o, t,v), the Newman—Keuls method will reject the hypothesis that
a pair of means is equal more often than Tukey’s method. The Newman—
Keuls method is thus more powerful. On the other hand, for pairs of us
that are equal, the Newman—Keuls method will make more mistakes than
the Tukey method.

ExampLE 5.5.1. Leta=.01,v=10,5S=1,t=5,and y; = 6.5, yo =
1.2, y3 = 6.9, y4 = 9.8, y5 = 3.4. We need the numbers (.99, 5, 10) = 6.14,
Q(.99,4,10) = 5.77, Q(.99, 3,10) = 5.27, (.99, 2, 10) = 4.48. Ordering the
Y;S gives

i |2 5 1 3 4
v | 12 34 65 69 98

To test Hy : pg = pa2, consider 9.8 — 1.2 = 8.6, which is larger than
S Q(.99,5,10) = 6.14. There is a difference. Next test Hy : uo = ps3. Since
6.9 — 1.2 = 5.7 is less than 5.77, we conclude that po = ps = p1 = ps.
We do no more tests concerning only those means. Now test Hy : ps = pa.
Since 9.8 — 3.4 = 6.4 > 5.77, we reject the hypothesis.

We have concluded that ps = us = 1 = ps, so the next allowable test is
Hy : 1 = pg. Since 9.8 — 6.5 = 3.4 < 5.27, we conclude that u; = us = pq.

Drawing lines under the values that give no evidence of a difference in
means, we can summarize our results as follows:
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1 2 5 1 3 4
y; | 1.2 34 6.5 69 98

Note that if we had concluded that o # u3, we could test Hy : o = 1.
The test would be 6.5 — 1.2 = 5.3 > 5.27, so we would have rejected the
hypothesis. However, since we concluded that po = ps = p1 = ps, we never
get to do the test of po = p1.

Duncan has a multiple range test that is similar to Newman—Keuls but
where the « levels for the various rounds of tests keep decreasing. In fact,
Duncan’s method is exactly the same as Newman—Keuls except that the a
levels used when taking values from the table of the studentized range are
different. Duncan suggests using a 1 — (1 — )P~ level test when comparing
a set of p means. If there is a total of t means to be compared, Duncan’s
method only controls the experimentwise error rate at 1 — (1 — «)!~!. For
a = .05 and ¢ = 6, Duncan’s method can only be said to have an exper-
imentwise error rate of .23. As Duncan suggests, his method should only
be performed when a corresponding omnibus F' test has been found signif-
icant. This two stage procedure may be a reasonable compromise between
the powers of the LSD and Newman—Keuls methods.

5.6 Summary

The emphasis in this chapter has been on controlling the experimentwise
error rate. We have made some mention of power and the fact that increased
power can be a mixed blessing. The really difficult problem for multiple
comparison procedures is not in controlling the experimentwise error rate,
but in carefully addressing the issues of power and the sizes of individual
tests.

The discussion of Duncan’s multiple range test highlights an interesting
fact about multiple comparison methods. Any method of rejecting hypothe-
ses, if preceded by an appropriate omnibus F test, is a valid multiple com-
parison procedure, valid in the sense that the experimentwise error rate is
controlled. For example, if you do an F' test first and stop if the F' test does
not reject, you can then (1) reject all individual hypotheses if the analysis
is being performed on your mother’s birth date, (2) reject no individual
hypotheses on other dates. As stupid as this is, the experimentwise error
rate is controlled. Intelligent choice of a multiple comparison method also
involves consideration of the error rates (probabilities of type I errors) for
the individual hypotheses. The main question is: if not all of the hypothe-
ses are true, how many of the various kinds of mistakes do the different
methods make?

A reasonable goal might be to have the experimentwise error rate and
the error rates for the individual hypotheses all no greater than «. The
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Scheffé, LSD, Bonferroni, Tukey, and Newman—Keuls methods all seem to
aim at this goal. The Duncan method does not seem to accept this goal.
Suppose we want « level tests of the hypotheses

Ho:Nf=0 ke
A reasonable procedure is to reject an hypothesis if
SS(\,B8)/MSE > C

for some value C. For example, the LSD method takes C = F(1—a, 1, dfE).
If Q consists of all the hypotheses in a t-dimensional space, Scheffé’s method
takes C' = tF (1 — e, t,dfE). If Q is a finite set, say @ = {1,...,r}, then the
Bonferroni method takes C = F(1 — o/, 1,dfE).

To control the level of the individual test Hy : ALS = 0, one needs to
pick C' as the appropriate percentile of the distribution of SS(\,3)/MSE.
At one extreme, if one ignores everything else that is going on and if A},
was chosen without reference to the data, the appropriate distribution for
SS(A,B)/MSE is F(1,dfE). At the other extreme, if one picks A} 3 so
that SS(A,5) is maximized in a t-dimensional space, then the appropriate
distribution for SS(A,3)/MSE is t times an F(t,dfE); it is clear that
the probability of rejecting any hypothesis other than that associated with
maximizing SS(A},8) must be less than «. Thus, in the extremes, we are led
to the LSD and Scheffé methods. What one really needs is the distribution
of SS(\.B)/MSE given X, 3 = 0 and all the information contained in
knowing A3 for j € Q —{k} and that SS(\;3) for j € Q— {k} will also be
observed. Since the desired distribution will depend on the )\;- [s, and they
will never be known, there is no hope of achieving this goal.

The quality of the LSD method depends on how many hypotheses are
to be tested. If only one hypothesis is to be tested, LSD is the method
of choice. If all of the hypotheses in a subspace are to be tested, LSD is
clearly a bad choice for testing the hypothesis that maximizes SS(A}5)
and also a bad choice for testing other hypotheses that look likely to be
significant. For testing a reasonably small number of hypotheses that were
chosen without looking at the data, the LSD method seems to keep the
levels of the individual tests near the nominal level of «.. (The fact that the
individual hypotheses are tested only if the omnibus F' test is rejected helps
keep the error rates near their nominal levels.) However, as the number of
hypotheses to be tested increases, the error rate of the individual tests can
increase greatly. The LSD method is not very responsive to the problem of
controlling the error level of each individual test, but it is very powerful in
detecting hypotheses that are not zero.

Scheffé’s method puts an upper bound of a on the probability of type I
error for each test, but for an individual hypothesis chosen without exam-
ining the data, the true probability of type I error is typically far below «.
Scheffé’s method controls the type I error but at a great cost in the power
of each test.
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The Bonferroni method uses the same distributions for SS(\,3)/MSE,
k € Q, as the LSD method uses. The difference is in the different ways
of controlling the experimentwise error rate. Bonferroni reduces the size
of each individual test, while LSD uses an overall F' test. The Bonferroni
method, since it reduces the size of each test, does a better job of controlling
the error rate for each individual hypothesis than does the LSD method.
This is done at the cost of reducing the power relative to LSD. For a
reasonable number of hypotheses, the Bonferroni method tends to be more
powerful than Scheffé’s method and tends to have error levels nearer the
nominal than Scheffé’s method.

A similar evaluation can be made of the methods for distinguishing be-
tween pairs of means. The methods that are most powerful have the high-
est error rates for individual hypotheses. From greatest to least power, the
methods seem to rank as LSD, Duncan, Newman—Keuls, Tukey. Scheffé’s
method should rank after Tukey’s. The relative position of Bonferroni’s
method is unclear.

When deciding on a multiple comparison method, one needs to decide
on the importance of correctly identifying nonzero hypotheses (high power)
relative to the importance of incorrectly identifying zero hypotheses as
being nonzero (controlling the type I error). With high power, one will
misidentify some zero hypotheses as being nonzero. When controlling the
type I error, one is more likely not to identify some nonzero hypotheses as
being nonzero.

Table 5.1 contains a summary of the methods considered in this chapter.
It lists the hypotheses for which each method is appropriate, the method
by which the experimentwise error rate is controlled, and comments on the
relative powers and probabilities of type I error (error rates) for testing
individual hypotheses.

Exercise 5.3 Show that for testing all hypotheses in a six dimen-
sional space with 30 degrees of freedom for error, if the subspace F test is
omitted and the nominal LSD level is a = .005, then the true error rate
must be less than .25.

Hint: Try to find a Scheffé rejection region that is comparable to the LSD
rejection region.

5.7 Additional Exercises

Exercise 5.7.1 Compare all pairs of means for the blue jeans exercise
of Chapter 4. Use the following methods:

(a) Scheffé’s method, o = 0.01,
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TABLE 5.1. Summary of Multiple Comparison Methods

Method Hypotheses Control Comments

Scheffé Any and all F test for Lowest error rate and power
hypotheses subspace of any method. Good for
constraining data snooping. HSD better
a particular for pairs of means.
subspace

LSD Any and all F test for Highest error rate and power
hypotheses subspace of any method. Best suited
constraining for a finite number of
a particular hypotheses.
subspace

Bonferroni  Any finite set of  Bonferroni Most flexible method. Often
hypotheses inequality similar to HSD for pairs of

means.

Tukey’s All differences Studentized  Lowest error rate and power

HSD between pairs range test for pairs of means.
of means

Newman— All differences Studentized  Error rate and power inter-

Keuls between pairs range test mediate between HSD and
of means Duncan.

Duncan All differences Studentized Error rate and power inter-

mediate between Newman—
Keuls and LSD.

between pairs range test

of means or F' test

(b) the LSD method, o = 0.01,
(¢) the Bonferroni method, o = 0.012,
(d) Tukey’s HSD method, o = 0.01,

(e) the Newman—Keuls method, o = 0.01.

Exercise 5.7.2 Test whether the four orthogonal contrasts you chose
for the blue jeans exercise of Chapter 4 equal zero. Use all of the appropri-
ate multiple comparison methods discussed in this chapter to control the
experimentwise error rate at a = .05 (or thereabouts).

Exercise 5.7.3 Compare all pairs of means in the coat—shirt exercise
of Chapter 4. Use all of the appropriate multiple comparison methods dis-
cussed in this chapter to control the experimentwise error rate at a = .05
(or thereabouts).

Exercise 5.7.4
treatment means ., ..

Suppose that in a balanced one-way ANOVA the
., 4. are not independent but have some nondiag-
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onal covariance matrix V. How can Tukey’s HSD method be modified to
accommodate this situation?

Exercise 5.7.5 For an unbalanced one-way ANOVA, give the con-
trast coefficients for the contrast whose sum of squares equals the sum of
squares for treatments. Show the equality of the sums of squares.
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6

Regression Analysis

A regression model is any general linear model ¥ = X[ + e in which
X'X is nonsingular. X’ X is nonsingular if and only if the n X p matrix X
has rank p. In regression models, the parameter vector 3 is estimable. Let
P = (X'X)"1X’ then g = P'X3.

The simple linear regression model considered in Section 1 is similar to
the one-way ANOVA model considered in Chapter 4 in that the theory of
estimation and testing simplifies to the point that results can be presented
in simple algebraic formulae. For the general regression model of Section 2
there is little simplification. Section 2 also contains brief introductions to
nonparametric regression and generalized additive models as well as an
analysis of a partitioned model. The partitioned model is important for
two reasons. First, the partitioned model appears in many discussions of
regression. Second, the results for the partitioned model are used to estab-
lish the correspondence between the standard regression theory presented
in Section 2 and the alternative approach, based on best linear predic-
tion, presented in Section 3. The approach given in Section 3 assumes that
the rows of the design matrix are a random sample from a population of
possible row vectors. Thus, in Section 3, X is a random matrix, whereas
in Section 2, X is fixed. Section 3 presents the alternative approach and
establishes that the best linear prediction approach also yields the least
squares estimates. Sections 4 and 5 discuss some special correlation coef-
ficients related to best linear predictors. It is established that the natural
estimates of these correlation coefficients can be obtained from standard re-
gression results. Section 6 examines testing for lack of fit. Finally, Section 7
establishes the basis of the relationship between polynomial regression and
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polynomial contrasts in one-way ANOVA.

There is additional material, spread throughout the book, that relates to
the material in this chapter. Section 2 examines a partitioned model. Par-
titioned models are treated in general in Sections 9.1 and 9.2. Chapter 9
also contains an exercise that establishes the basis of the sweep operator
used in regression computations. The results of Section 7 are extended in
Section 7.3 to relate polynomial regression with polynomial contrasts in a
two-way ANOVA. Section 12.2 is an extension of Section 3. Finally, Chap-
ters 13 and 14 are concerned with topics that are traditionally considered
part of regression analysis.

There are a number of fine books available on regression analysis. The
three that I refer to most often are Daniel and Wood (1980), Draper and
Smith (1981), and Weisberg (1985).

6.1 Simple Linear Regression

The model for simple linear regression is y; = G+ f1x; +¢e; or Y = X3 +e,
where 8 = [, £1] and

N — 1 1 --- 1
- 1 To PPN Ty :

Often it is easier to work with the alternative model y; = vo+71 (z;—Z.)+e;
or Y = X,v+ e, where v/ = [y, 71] and

al ]

* T, —x. X9—X. -+ Ty —X.

Note that C(X) = C(X,). In fact, letting

1 -z
v-[o 71

we have X, = XU and X, U~! = X. Moreover, E(Y) = X = X,y =
XU~. Letting P! = (X'X)~1X’ leads to

B=PXB=PXUy=Uy.

B=n ]

(See also Example 3.1.2.)
To find the least squares estimates and the projection matrix, observe
that

In particular,

0
X;X* = n n _ :| 5
{O i (@i —2.)?



124 6. Regression Analysis
_ [1/n 0
XX) = n . ]
X =10 s -

and, since the inverse of XX, exists, the estimate of  is

7] ]
| i (@i =2y ) Yo (e — 2.7 |

= (X.X.) ' XYy =

Moreover,

B=U%,

so the least squares estimate of 3 is

5| Y —nT.
=7
The projection matrix M = X, (X.X,) 1 X! is
1y fmow)? 1y @oE) )
+ Z (x;—x.) n + ?:1(1‘1'—50.)2
1 w . (mn—z )2
TR e R ey

The covariance matrix of 4 is 02(X.X,)™!; for § it is 02(X’X)~L. The
usual tests and confidence intervals follow immediately upon assuming that
e~ N(0,02I).

Exercise 6.1 Find the MSE, Var(8y), Var(f3,), Cov (o, 51).

Exercise 6.2 Use Scheffé’s method of multiple comparisons to derive
the Working—Hotelling simultaneous confidence band for a simple linear
regression line.

6.2 Multiple Regression
Multiple regression can be considered to be any regression problem with

p > 2 that is not simple linear regression. If we take as our model Y =
X3+ e, we have

B _ (X/X)_lX/Y,
Cov (ﬁ) = 2(X'X)XIX(X'X)! = 0 (X'X) !
SSR(X) = Y'MY = f(X'X)3,
SSE = Y'(I- M),

dYE = r(I-M)=n-—p.
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Any linear function X' is estimable. If Y ~ N(X3,0%I), tests and con-
fidence intervals based on
NB—Np
VMSE N(X'X) A

~ (dfE)

are available.
Suppose we write the regression model as

B
Y=[X1.... X, | ¢ | +e
Bp
If we let A, = (0,...,0,1,0,...,0), with the 1 in the ith place, we have
Bi — Bi ~ H(dfE),

VMSEN(X'X)1x;

where \;(X’X)71)\; is the ith diagonal element of (X’X)~!. This yields a
test of the hypothesis Hy : 8; = 0 versus Hy : §; # 0. It is important to
remember that this ¢ test is equivalent to the F' test for testing the reduced
model

S

L Gp
against the full regression model. The ¢ test for §; = 0 depends on all of the
other variables in the regression model. Add or delete any other variable
in the model and the t test changes.

SSR(X) can be broken down into one degree of freedom components:

+- + SSR(Xp| X1,..., Xp-1)
= R(51) + R(B2|B1) + R(Bs]B1, B2)
+ -+ R(Bp‘ﬂh e 7/6p71)~
Of course, any permutation of the subscripts 1,...,p gives another break-
down. The interpretation of these terms is somewhat unusual. For instance,
SSR(X3|X1, X2) is not the sum of squares for testing any very interesting

hypothesis about the full regression model. SSR(X3|X1, X2) is the sum of
squares needed for testing the model

Y = [X1, Xo] [gj +e
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against the larger model

b1
Y = [X17X27X3] /62 + e.

B3

This breakdown is useful in that, for instance,

SSR(Xp_1,X,|X1,..., Xp2)
= SSR(Xp|X1,..., Xp 1)+ SSR(X, 1|X1,..., Xp_2).

SSR(Xp—1,Xp|X1,...,Xp—2) is the sum of squares needed to test Hy :
ﬁp = ﬁpfl =0.

Often, multiple regression models are assumed to have a column of ones
in the design matrix. In that case, the model can be written

Yi = Bo + Brzin + Pexio + - + Bp—1Tip—1 + €.

An analysis of variance table is often written for testing this model against
the model

yi = Bo + ei,

for which the design matrix consists only of a column of ones. The table is
given below.

ANOVA
Source df SS
Bo 1 Y/ (I Y
Regression p—1 Y’ (M — %Jﬁ) Y
Error n—p Y ({I-M)Y
Total n Y'Y

The SSReg from the table can be rewritten as §/(X'X)8 — C, where C
is the correction factor, i.e., C =Y'([1/n]J?)Y = n(y.)%.

EXAMPLE 6.2.1. Consider data on the heating requirements for a factory.
The data are listed below.
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Steam Data
obs. obs.
no. X1 X9 y no. X1 o y
1 35.3 20 17.8270 | 14 39.1 19 19.0198
2 297 20 17.0443 | 15 46.8 23 20.6128
3 308 23 15.6764 | 16 485 20 20.7972
4 588 20 26.0350 | 17 59.3 22 28.1459
5 61.4 21 283908 | 18 70.0 22 33.2510
6 71.3 22 311388 | 19 70.0 11 304711
7 744 11 329019 | 20 745 23 36.1130
8 76.7 23 37.7660 | 21 72.1 20 35.3671
9 70.7 21 319286 | 22 581 21 25.7301
10 575 20 24.8575 | 23 44.6 20 19.9729
11 464 20 21.0482 | 24 33.4 20 16.6504
12 289 21 153141 | 25 28.6 22 16.5597
13 281 21 15.2673

There are 25 observations on a dependent variable y (the number of pounds
of steam used per month), and two independent variables, z; (the average
atmospheric temperature in the month in °F) and x5 (the number of op-
erating days in the month). The predictor variables are from Draper and
Smith (1981).

The parameter estimates, standard errors, and t statistics for testing
whether each parameter equals zero are

Parameter Estimate SE t
Bo —1.263 2.423 —.052
01 0.42499 0.01758 24.18
Ba 0.1790 0.1006 1.78

As will be seen from the ANOVA table below, the ¢ statistics have 22
degrees of freedom. There is a substantial effect for variable xy. The P
value for (B is approximately 0.10. The estimated covariance matrix for
the parameter estimates is MSE (X'X)~!. MSE is given in the ANOVA
table below. The matrix (X'X)~! is

| Bo B1 B2
Bo 277875 —0.01124 —0.10610
B1 | —0.01124 0.00015 0.00018
B2 | —0.10610 0.00018 0.00479

The analysis of variance table is
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ANOVA
Source df SS MS F
Bo 1 15270.78 15270.78
Regression 2 1259.32 629.66 298
Error 22 46.50 2.11
Total 25 16576.60

The F' statistic is huge. There is a very significant effect due to fitting the
regression variables (after fitting a mean value to the data). One breakdown
of the sum of squares for regression is

SSR(X:|J)
SSR(X,|X1,J)

1252.62
6.70.

We now partition the design matrix and parameter vector in order to get
a multiple regression analogue of the alternative model for simple linear re-
gression. This alternative model is often discussed in regression analysis and
is necessary for establishing, in the next section, the relationship between
multiple regression and best linear prediction. We can write the regression
model as

Y =[J,Z] {g‘)} +e,

where . = [f1,...,0p—1] and
Tl ot Tip—1
Z pu—

Tpl - Tpp—1

An alternative way to write the model that is often used is

(-3 ]

The models are equivalent because C[J,Z] = C[J, (I — [1/n]J})Z]. The
second model is correcting all of the variables in Z for their means, i.e., the
second model is

Yi =Y +71(Ti1 —Z1) + 2 (i2 — To2) + -+ Y1 (Tip—1 — Tp—1) + €.

This is analogous to the alternative model considered for simple linear
regression. We now find formulae for sums of squares and estimation of
parameters based on the adjusted variables (I — [1/n]J?)Z. The formulae
derived will be used in subsequent sections for demonstrating the relation-
ship between regression and best linear prediction. The formulae are also
of interest in that some multiple regression computer programs use them.
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The parameters in the two models are related by 7. = (. and [y =
Yo— (1/n)J7 Z., cf. Exercise 6.8.10. It is easily seen that C[(I—[1/n]J?)Z]
is the orthogonal complement of C(J,,) with respect to C'(X); therefore

SSReg = SS(Z|J,) =Y (M — [1/n]J")Y
=Y'(I = [1/n]J;)Z[Z'(I = [1/n]J;}) 2] Z'(I = [1/n]J;)Y.

In order to parallel the theory of best linear prediction, we use the normal
equations to obtain least squares estimates of vy and ~,. Since

e (=3m) A e (=30) A= [ iy

and ,
]‘ n o Z;L:l Yi
(=) 4 v = [ Gy )

n n

the least squares estimates of vy and ~, are solutions to

o 2] 2= ey )

Equivalently 49 = . and 4, is a solution to
!/ 1 n ! 1 n
ZNT—=J) | Zyv.=2Z"|I—-=J]} Y.
n n

Since 7. = [, we have that 4, = ﬁ* Since By = Yo — (1/n)J} Zvy. =

Yo — P& =+ — Byp1Tp-1, we have fo = 4o — f1Z1 — — Bpo1Tp-1.
Finally, from the formula for SSReg developed above, the normal equa-
tions, and the fact that 4, = (., we get

SSReg = Y’ (I - 1J:;) Z [Z’ (I - 1J;;> Z] 7z (I - 1J;;> Y
n n n
3.z (I - 1J;§> Z [Z’ (I - 1J;;) Z} z (I - 1J::> Z.
n n n

- gz (I - iﬂf) Z5.,

where the last equality follows from the definition of a generalized inverse.

6.2.1 NONPARAMETRIC REGRESSION AND GENERALIZED
ADDITIVE MODELS

In general, regression models assume y; = m(z;) + e;, E(e;) = 0, where
x; is a p vector of known predictor variables and m(-) is some function. If
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m(z;) = 5, the model is linear. If m(x;) = h(z}8) for a known function
h, the model is generalized linear as discussed in Section 1.4. If m(x;) =
h(z;; 0), for a known h depending on the predictor variables z; and some
parameters [3, the model is nonlinear regression, see Christensen (1996a,
Chapter 18). In nonparametric regression, m is not assumed to fall into any
such parametric family. However, by making weak assumptions about m(z),
one can often write it as m(x) = Z;‘;l Bj¢;(x) for some class of known
functions {¢;}. Examples of such classes include polynomials, cosines, and
wavelets. In practice, one fits a linear model y; = Z?:l Bid;i(x:) + e,
where p is large enough to capture the interesting behavior of m(-), see
Christensen (2001, Chapter 7). Note that in the linear model, each of the
terms ¢,;(x;) is a predictor variable, i.e., a column of the model matrix.

Unfortunately, these methods quickly run into a “curse of dimensional-
ity.” With only one predictor variable, it might take, for example, p = 8
functions to get an adequate approximation to m(-). No problem! With 2
predictor variables, we could expect to need approximately p = 82 = 64
predictor variables in the linear model. Given a few hundred observations,
this is doable. However, with 5 predictor variables, we could expect to need
about p = 8% = 32, 768 functions.

One way to get around this curse of dimensionality is to fit generalized ad-
ditive models. For example, with three predictor variables, © = (21, z2, 23)’,
we might expect to need p = 83 = 512 terms to approximate m(-). To sim-
plify the problem, we might assume that m(-) follows a generalized additive
model such as

m(z) = fi(w1) + fo(x2) + f3(23) + fia(w1, 22) + foz(w2, 23).

If we need 8 terms to approximate each of the fi(-)s and 64 terms to approx-
imate each of the f;z(-,)s, the corresponding linear model involves fitting
only 152 predictor variables (rather than 512). With the same 8 term ap-
proximations and 5 predictor variables, a generalized additive model that
includes all of the f;(-)s and all of the possible f;x(-,-)s involves only 680
terms, rather than the 32,768 required by a full implementation of a non-
parametric regression.

I should repeat that my use of 8 terms per dimension is merely an il-
lustration. One might need 5 terms, or 10 terms, or 15 terms. And in two
dimensions, one might need more or less than 82 terms. But these compu-
tations illustrate the scope of the problem.

6.3 Best Linear Prediction: Another Approach to
Regression

One of the great things about writing a technical book is that if you do
enough good mathematics, people will put up with you spouting off once
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in a while. In this section, we take up the subject of prediction and its
application to linear model theory. To me, prediction is what science is all
about, and I cannot resist the urge to spout off. If you just want to get to
work, skip down to the subsection headed “Prediction.”

DiscussION

There is a fundamental philosophical conflict in statistics between
Bayesians (who incorporate subjective beliefs into their analyses) and non-
Bayesians. On the philosophical issues, the Bayesians seem to me to have
much the better of the argument. (Yes, hard as it may be to believe, the
author of this book is a Bayesian.) However, in the practice of statistics,
the non-Bayesians have carried the day. (Although I believe that the trend
has started to shift.) Perhaps the most difficult aspect of Bayesian statis-
tics for non-Bayesians to accept is the incorporation of subjective beliefs.
Many scientists believe that objectivity is of paramount importance, and
classical statistics maintains the semblance of objectivity. (In fact, classical
statistics is rife with subjective inputs. Choosing an experimental design,
choosing independent variables to consider in regression, and any form of
data snooping such as choosing contrasts after looking at the data are ex-
amples.)

As Smith (1986) has pointed out, this concept of objectivity is very
elusive. Objectivity is almost indistinguishable from the idea of consensus.
If all the “clear thinking” people agree on something, then the consensus
is (for the time being) “objective” reality.

Fortunately, the essence of science is not objectivity; it is repeatabil-
ity. The object of scientific statistical inference is not the examination of
parameters (too often created by and for statisticians so that they have
something to draw inferences about). The object of scientific statistical in-
ference is the (correct) prediction of future observable events. (I bet you
were wondering what all this had to do with prediction.) Parameters are at
best a convenience, and parameters are at their best when they are closely
related to prediction (e.g., probabilities of survival). Geisser (1971, 1993)
gives excellent discussions of the predictive approach.

In this book the emphasis has been placed on models rather than on
parameters. Now you know why. Models can be used for prediction. They
are an end product. Parameters are an integral part of most models, but
they are a tool and not an end in themselves. Christensen (1995) gives a
short discussion on the relation between models, prediction, and testing.
Having now convinced a large portion of the statistical community of the
unreliability of my ideas, I shall return to the issue at hand.
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PREDICTION

The ideas of best linear prediction and best linear unbiased prediction (see
Section 12.2) are very important, but often neglected. As will be seen here
and in Chapter 12, best linear prediction theory has important applications
in standard linear models, mixed models, and the analysis of spatial data.
The theory has traditionally been taught as part of multivariate analysis
(cf. Anderson, 1984). It is important for general stochastic processes (cf.
Doob, 1953), time series (cf. Shumway and Stoffer, 2000; Brockwell and
Davis, 1991; or Christensen, 2001, Chapters 4 and 5), principal component
analysis (cf. Christensen, 2001, Chapter 3), and it is the basis for linear
Bayesian methods (cf. Hartigan, 1969). For applications to spatial data,
see also Christensen (2001, Chapter 6), Cressie (1993), and Ripley (1981).

Suppose we have random variables y, x1, 2, ..., Tp—1. Regression can be
considered as the problem of predicting y from the values of x1,...,zp_1.
We will examine this problem and consider its relationship to the lin-
ear model theory approach to regression. Let z be the vector x =
(x1,...,2p—1)". A reasonable criterion for choosing a predictor of y is to
pick a predictor f(z) that minimizes the mean squared error, E[y — f(z)]?.
(The M SE defined in linear model theory is a function of the observations
that estimates the theoretical mean squared error defined here.)

The discussion presented here makes extensive use of the concept of
conditional expectation. See Appendix D for definitions and results about
conditional expectations.

Theorem 6.3.1. Let m(xz) = E(y|z). Then for any other predictor
f(x), Ely — m(x)]? < E[y — f(x)]?; thus m(x) is the best predictor of y.

PROOF.

Ely— f(@)* = Ely—m(z)+m(z) - f(z)]?
)

Since both E[y —m(z)]? and E[m(x) — f(x)]? are nonnegative, it is enough
to show that E{[y — m(z)][m(z) — f(x)]} = 0. Consider this expectation
conditional on z.

E{ly —m(2)][m(z) - f(2)]} = EE{ly —m(@)][m() - f(2)l|z})
= E(m(z) - f(@)E{ly — m(x)]|})
= E(fm(z) - f(2)]0) =0

because E[y|z] = m(x). m|

In order to use this result, one needs to know E[y|z], which generally
requires knowledge of the joint distribution of (y,x1,z2,...,xp—1)". If the
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joint distribution is not available but the means, variances, and covariances
are known, we can find the best linear predictor of y. We seek a linear
predictor o + /3 that minimizes Ely — a — 2/f]? for all scalars a and
(p—1) x 1 vectors 3.

Let E(y) = py, Var(y) = o2, E(x) = 1z, Cov(z) = V., and Cov(z,y) =
Viy =V, = Cov(y,z)". Let B, be a solution to Vi, = Viy, then we will
show that the function

E(ylz) = py + (¢ — p1z)' B

is a best linear predictor of y based on z. E(y|z) is also called the linear
expectation of y given . (Actually, it is the linear expectation of y given x
and a random variable that is constant with probability 1.)

Theorem 6.3.2. E(yl|z) is a best linear predictor of y.

PrROOF. Define 5 so that & = n — p/,5. An arbitrary linear predictor is
f@)=a+a'8=n+(z—pu)p.
Ely~ f@)F = Bly— Blyle) + Bla) — f(@)P
= Bly— Blyle)? + BlE() - )
+ 2E{[y — E(yl=)][E(ylz) — f ()]}

If we show that E{[y— E(y|z)][E(y|z)— f(z)]} = 0, the result follows almost
immediately. In that case,

Ely — f(2)]* = Ely — E(yl2)]* + E[E(ylx) — f(2)]*.

To find f(z) that minimizes the left-hand side, observe that both terms on
the right are nonnegative, the first term does not depend on f(x), and the
second term is minimized by taking f(z) = E(y|x).

We now show that E{[y — E(y|=)][E(y|z) — f(z)]} = 0.

E{ly — E(yl)|[E(ylz) — f(2)]}
= BE({y — [y + (@ — p2)" B 1ty + (2 — ) Bl = In + (x — p12)' B1})
= E({(y— uy) (@ = pa) B (y — ) + (& — p2) (Bs — B)})
= E[(y — )y — ) = (& — pa) Bu(pry — 1)
+(y— uy)( — i) (B = B) = (& — pa) Buc(x — )’ (B+ — B)]
= (y —ME[(y — py)] — E[(z — p2)]Bu(pty — 1)
+E[(y — py) (@ = p2)'1(B = B) — E[Bi(x — pa) (x — 1) (B — B)]
= 0-0+Vyu(Be = B) = BLE[(x — pa) (z — 1)) (B — B)
= Vi(Be = B) = BiVaa(Bs — B).
However, by definition, 5V, = Vyz; so
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It is of interest to note that if (y, ')’ has a multivariate normal distribu-
tion, then the best linear predictor is the best predictor. Morrison (1976)
contains a discussion of conditional expectations for multivariate normals.

The following proposition will be used in Section 12.2 to develop the
theory of best linear unbiased prediction.

Proposition 6.3.3. Ely — a — 2/8)* = Ely — E(y|z))? + E[E(y|z) —
a—a'[)%
PrROOF.  The result is part of the proof of Theorem 6.3.2. ]

We show that best linear predictors are essentially unique. In other
words, we show that to minimize E[E(y|x) — n — (z — p.)’'8)?, you need
ty =1 and B must be a solution to V.3 = V. It is not difficult to show
that

E[E(ylaj) -n- (‘T - :uw)lﬁ]z = (H’y - 77)2 + E[(.’lﬁ - ,ua:)/ﬁ* - (37 - Mw)/ﬁ]2-
Clearly, minimization requires p,, = n and E[(z — p)' Bx — (x — pz:)' 8]* = 0.
The best linear predictors will be essentially unique if we can show that

E[(z — pz)' B« — (x — pz)'B)? = 0 implies that 8 must be a solution to
VaaB = Vay. Observe that

El(z — ) B — (¢ — pa) B> = El(x — pa)' (B« = )
Cov((z — pa)' (B« — B)]
= (ﬁ* - 6)/Vrr(ﬁ* - /6)
Write V,,, = QQ' with C(V,,) = C(Q). Then (8. — 8)' Vau (B — 8) = 0 if
and only if (8. — 8)QQ' (B« — ) = 0 if and only if Q'(8. — 3) = 0 if and
only if (8. — 8) L C(Q) = C(V,) if and only if V,.(8x — 5) = 0 if and
only if V208 = Vi Bs = Vgy. So  must be a solution.
The variance of the prediction error y — E(y|x) is given in Section 5.
(Actually, the covariance matrix for a bivariate prediction is given.)
Finally, we examine the correspondence between this theory and lin-
ear model regression theory. Suppose we have n observations on the vec-
tor (y,2') = (y,x1,22,...,25-1)". We can write these as (y;,z}) =
(Y, i1, Tizs -, Tip—1)’, © = 1,...,n. In matrix notation write ¥ =
(Y1,Y2,---,yn) and Z = [z4], 9 = 1,...,n, 5 = 1,...,p — 1. (Z plays
the same role as Z did in Section 2 on multiple regression.) The usual
estimates for V,, and V,, can be written as

1 1 1
= Z/ I — Z = p—% P — T. /
Sz 1 ( an) g (x; —Z.)(z; — Z.)

n —

Sy = Z’(I—iJﬁ)Y

n—1
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The usual estimates of y,, and p, are
1 1<
g = —J'Y =-— ;
Y n 1 n Zyz
i=1
!/
_ 1 1< 1<
{IT/ = nJ{IZ:<nZI.’E“7,nZIIE1p1> .
i= i=

The natural predictor of y is

g :g+ (JC—.T)/B*,

where B* is a solution to Sy.0: = Sy, i.e., it solves Z’ (I — %Jﬁ) ZB3, =
A (I — %J}Z) Y. From the results of Section 2, § = 9y and any solution of
zZ' (I - %J}}) ZB, =2’ (I - %Jﬁ) Y is a least squares estimate of G, = 7.
Thus, the natural estimates of the parameters in the best linear predictor
are the least squares estimates from the mean corrected regression model
considered in the previous section.

The theory of best linear predictors will also come up in developing the
theory of best linear unbiased predictors (BLUPs), which is an important
subject in models that have random effects. In random effects models, part
of the 3 vector in Y = X3+ e is assumed to be random and unobservable.
Random effects models and BLUPs are discussed in Chapter 12.

Exercise 6.3 For predicting y = (v1,...,y,) from the value of
z = (x1,...,2p—1) we say that a predictor f(x) is best if the scalar
E{ly = f(@)'ly — f(z)]} is minimized. Show that with simple modifica-
tions, Theorems 6.3.1 and 6.3.2 hold for the extended problem, as does
Proposition 6.3.3.

6.4 Multiple Correlation and the Coefficient of
Determination

The coefficient of determination, denoted R2, is

R2 _ SSReg
~ SSTot—C°

It is the proportion of the total variability explained by the independent
variables. R? is a measure of the predictive ability of a model. The greater
the proportion of the total variability in the data that is explained by the
model, the better the ability to predict with that model. The use and pos-
sible abuse of R? as a tool for comparing models is discussed in Chapter 14.
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We will define the multiple correlation, characterize it, and show that R2
is the natural estimate of it.
Recall that the correlation between two random variables, say x; and xo,
is
Corr(z1,x2) = Cov(ml,xg)/ Var(zq)Var(xs).

The multiple correlation of y and (x1,22,...,2p—1)" = x is the maximum
of Corr(y, a + 2’ 3) over all a and . Note that

Cov(y, o + 93/6) =V 8= ﬂ;vxxﬂa
where 3, is defined as in the previous section and
Var(a + 2'8) = 3'Viu 5.

In particular, Cov(y, a + 2/8.) = BLVae B« = Var(a + 2',). The Cauchy—
Schwartz inequality says that

Since V,; = RR' for some matrix R, the Cauchy—Schwartz inequality gives

(B.VieaB3) < (B'VieaB) (B.Viea34) -

Considering the squared correlation gives

Corr®(y,a+2'f) = (B.VeuB) ) (B'ViuB) 02
(BiVawB)? | (BiVauBe) 02
= Corrz(y, o+ x'ﬁ*)

IN

and the squared multiple correlation between y and x equals
Corr?(y, o + 2/ 3,) = BLVeaBs 0.

If we have observations (y;, i1, Zi2, ..., %ip—1)’, ¢ = 1,...,n, the usual
estimate of 03 can be written as

1 1 1
2 _ Y (1-2J7)y =  —7)°.
Sy n_]_ nn n—lz:(y y)

The natural estimate of the squared multiple correlation coefficient between
y and z is

B.Seale  BLZ'(I—LJm)ZB.  SSReg

n —

52 Y (I-Ltjm)y — SS8Tot—C°
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It is worth noticing that SSTot — C = SSReg + SSFE and that

SSReg/SSE = SSReg/[(SSE + SSReg) — SSReg]
= SSReg/[SSTot — C — SSReg]
B SSReg
[SSTot — C][1 — R?
= R?/[1-R?.

For normally distributed data, the « level F test for Hy: 81 = B2 = --- =
Bp—1 = 0 is to reject Hy if

——>F(1—-a,p—1,n—p).

EXAMPLE 6.4.1. From the information given in Example 6.2.1, the co-
efficient of determination can be found. From the ANOVA table in Exam-
ple 6.2.1, we get

SSReg = 1259.32

SSTot — C = SSTotal — SS(By) = 16576.60 — 15270.78 = 1305.82

and
R? = 1259.32/1305.82 = .964.

This is a very high value for R? and indicates that the model has very
substantial predictive ability. However, before you conclude that the model
actually fits the data well, see Example 6.6.3.

6.5 Partial Correlation Coefficients

Many regression programs have options available to the user that depend
on the values of the sample partial correlation coefficients. The partial
correlation is defined in terms of two random variables of interest, say
y1 and y2, and several auxiliary variables, say x1,...,z,—1. The partial
correlation coefficient of y; and y, given x4,...,xp_1, written py.,, is a
measure of the linear relationship between y; and ys after taking the effects
of x1,...,zp_1 out of both variables.

Writing y = (y1,¥2)" and = (21, ...,2p—1)", Exercise 6.3 indicates that
the best linear predictor of y given z is

E(ylz) = py + BL(x — pta),

where [, is a solution of V.0, = V,, and V,, is now a (p — 1) x 2 matrix.
We take the effects of z out of y by looking at the prediction error

y—E(ylz) = (y — py) — Bila — pa),
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which is a 2 x 1 random vector. The partial correlation is simply the cor-
relation between the two components of this vector and is readily obtained
from the covariance matrix. We now find the prediction error covariance

matrix. Let Cov(y) = V.

Covl(y — py) = Bilz — pa)] = Cov(y — py) + BiCov(z — ) Bs
— Cov(y — py, & — pa) Bs
— B.Cov(z — fig, Y — fy)
= Vi + BV e — VyzBs — ﬁivzy
= Vy+ BiVaea s — BiVaaBs — BiVau B
= Vyy - ﬁ;vxmﬁ*
Since VyuBy = Viy and, for any generalized inverse, VoV, Vis = Vau,
Cov((y — py) = Bz — pa)]l = Viyy = BiVaa Vg Vau Bs
= Vyy = Vi Ve Vay.

If we have a sample of the ys and xs, say v;1,¥i2, i1, Ti2, - -+, Tip—1,
i =1,...,n, we can estimate the covariance matrix in the usual way. The
relationship with the linear regression model of Section 2 is as follows: Let

Yir Y12
Y=|1 1 |=MnY
Ynl  Yn2
and
11 o Tip-—1
7 =
Tp1  Topei

The usual estimate of Vi, — Vi Voo Viy is (n — 1)7! times

1 1 1 B 1
Y’ <I — J]j)Y -Y’ (I — J{LL)Z [Z’ (I — Jﬁ)Z] A (I — J,’L‘)Y.
n n n n
From Section 2, we know that this is the same as
1 1
Y’ <I—J2)Y—Y’ (M—JS)Y:Y’(I—M)Y,
n n

where M is the perpendicular projection operator onto C([J, Z]). Remem-
bering that Y'(I — M)Y = [(I — M)Y]'[(I — M)Y], we can see that the
estimate of py.;, written r,., and called the sample partial correlation co-
efficient, is just the sample correlation coefficient between the residuals of
fitting Y1 = [J, Z]0 + e and the residuals of fitting Yo = [J, Z]8 + ¢, i.e.,

Y{(I - M)Y;
’I‘y.gc = 7 7 .
VYII = MY Y3(I — M)Y,
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The square of the sample partial correlation coefficient, often called the
coefficient of partial determination, has a nice relationship to another linear
model. Consider fitting Y7 = [J, Z, Ya]y + e. Because C[(I — M)Y5] is the
orthogonal complement of C([J, Z]) with respect to C([J, Z,Yz]), the sum
of squares for testing whether Y5 adds to the model is

SSR(Ya|J, Z) = Y{(I - M)Y2[Y3(I — M)Y2]"'Y5(I — M)Y1.
Since Yy (I — M)Y; is a scalar, it is easily seen that
2 _ SSR(Y|J,2)
ve = TSSE(].Z)

where SSE(J, Z) = Y{(I — M)Y7, the sum of squares for error when fitting
the model Y1 = [J, Z]6 + e.

Finally, for normally distributed data we can do a t test of the null
hypothesis Hy : py.. = 0. If Hy is true, then

\/n—p—lry‘w/,/l—rix ~tn—p-—1).
See Exercise 6.5 for a proof of this result.

EXAMPLE 6.5.1.  Using the data of Example 6.2.1, the coefficient of par-
tial determination (squared sample partial correlation coefficient) between
y and 2 given z; can be found.

SSR(Xa|J, X1) = 6.70

ry . =6.70/53.20 = .1259.

The absolute value of the ¢ statistic for testing whether py2.1 = 0 can also
be found. In this application we are correcting Y and X, for only one
variable X1, so p—1 =1 and p = 2. The formula for the absolute ¢ statistic
becomes

V25 —2 — 1\/.1259/\/1 —.1259 = 1.78.
Note that this is precisely the ¢ statistic reported for G5 in Example 6.2.1.

Exercise 6.4 Assume that V,, is nonsingular. Show that py., =0
if and only if the best linear predictor of y; based on x and yo equals the
best linear predictor of y; based on x alone.

Exercise 6.5 If (yila Yi2s Lily Li2s - - -y :l:q;,p_l)/, = 1, ...,n are inde-
pendent N (u, V), find the distribution of \/n —p — 1 ry.w/ 1 —r2, when
Py-z = 0.
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Hint: Use the linear model E(Y1|X,Y2) € C(J,X,Y2), that is, Y1 =
[J, X,Y5]y + e, to find a distribution conditional on X, Y5. Note that the
distribution does not depend on the values of X and Y5, so it must also be
the unconditional distribution. Note also that from Exercise 6.4 and the
equality between the conditional expectation and the best linear predictor
for multivariate normals that we have p,.,, = 0 if and only if the regression
coefficient of Y5 is zero.

6.6 Testing Lack of Fit

Suppose we have a linear model Y = X3 + e and we suspect that the
model is an inadequate explanation of the data. The obvious thing to do to
correct the problem is to add more variables to the model, i.e, fit a model
Y = Z~ + e, where C(X) C C(Z). Two questions present themselves: (1)
how does one choose Z, and (2) is there really a lack of fit? Given a choice
for Z, the second of these questions can be addressed by testing Y = X(3+e
against Y = Zv + e. This is referred to as a test for lack of fit. Since Z
is chosen so that Y = Zv + e will actually fit the data (or at least fit the
data better than Y = X + ¢), the error sum of squares for the model
Y =Zvy+e, say SSE(Z), can be called the sum of squares for pure error,
SSPE. The difference SSE(X) — SSE(Z) is used for testing lack of fit, so
SSE(X)— SSE(Z) is called the sum of squares for lack of fit, SSLF

In general, there are few theoretical guidelines for choosing Z. The most
common situation is where there are a variety of other variables that are
known and it is necessary to select variables to include in the model. Vari-
able selection techniques are discussed in Chapter 14. In this section, we
discuss the problem of testing lack of fit when there are no other variables
available for inclusion in the model. With no other variables available, the
design matrix X must be used as the basis for choosing Z. We will present
three approaches. The first is the traditional method based on having a de-
sign matrix X in which some of the rows are identical. A second approach
is based on identifying clusters of rows in X that are nearly identical. The
final approach examines different subsets of the data.

6.6.1 THE TRADITIONAL TEST

To discuss the traditional approach, we require notation for identifying
which rows of the design matrix are identical. A model with replications
can be written

Yij = i + eij,
where 3 is the vector of parameters, x = (z;1,...,2p), ¢ = 1,---, ¢, and
Jj=1,---,N;. We will assume that x, # z}, for i # k. Using the notation of
Chapter 4 in which a pair of subscripts is used to denote a row of a vector
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or a row of the design matrix, we have Y = [y;,] and

X = [wj;]  where wj; = .

J

The idea of pure error, when there are rows of X that are replicated, is
that if several observations have the same mean value, the variability about
that mean value is in some sense pure error. The problem is to estimate
the mean value. If we estimate the mean value in the ith group with x;ﬂA,
then estimate the variance for the group by looking at the deviations about
the estimated mean value, and finally pool the estimates from the different
groups, we get M SE(X). Now consider a more general model, Y = Zy+e,
where C'(X) C C(Z) and Z is chosen so that

Z = [zj;] where z; = v
for some vectors v}, i = 1,...,c. Two rows of Z are the same if and only if
the corresponding rows of X are the same. Thus, the groups of observations
that had the same mean value in the original model still have the same mean
value in the generalized model. If there exists a lack of fit, we hope that
the more general model gives a more accurate estimate of the mean value.

It turns out that there exists a most general model Y = Zv 4+ e that
satisfies the condition that two rows of Z are the same if and only if the
corresponding rows of X are the same. We will refer to the property that
rows of Z are identical if and only if the corresponding rows of X are
identical as X and Z having the same row structure. X was defined to have
¢ distinct rows, therefore r(X) < c. Since Z has the same row structure
as X, we also have r(Z) < c¢. The most general matrix Z, the one with
the largest column space, will have r(Z) = c¢. We need to find Z with
C(X)c C(Z), r(Z) = ¢, and the same row structure as X. We also want
to show that the column space is the same for any such Z.

Let Z be the design matrix for the model y;; = p; + €55, 1 = 1,...,¢,
j=1,...,N;. If we let 2;; denote the element in the ¢jth row and kth
column of Z, then from Chapter 4

7 = [Zij,k} where Zijk = 51k

Z is a matrix where the kth column is zero everywhere except that it has
1s in rows that correspond to the yj;s. Since the values of z;; do not
depend on j, it is clear that Z has the same row structure as X. Since the
¢ columns of Z are linearly independent, we have r(Z) = ¢, and it is not
difficult to see that X = Mz X, where M is the perpendicular projection
operator onto C(Z); so we have C(X) C C(Z).

In fact, because of the form of Z and My, it is clear that any matrix Z;
with the same row structure as X must have Z; = MzZ; and C(Z;) C
C(Z). If r(Zy) = ¢, then it follows that C(Z;) = C(Z) and the column
space of the most general model ¥ = Z~ + e does not depend on the
specific choice of Z.
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If one is willing to assume that the lack of fit is not due to omitting some
variable that, if included, would change the row structure of the model
(i.e., if one is willing to assume that the row structure of the true model is
the same as the row structure of X), then the true model can be written
Y =Wd+ewith C(X) C C(W) C C(Z). It is easily seen that the lack of
fit test statistic based on X and Z has a noncentral F distribution and if
Y = X [(+eis the true model, the test statistic has a central F' distribution.

The computations for this lack of fit test are quite simple. With the choice
of Z indicated, C(Z) is just the column space for a one-way ANOVA.

c N;
SSPE = SSE(Z) =Y'(I - Mz)Y =Y (yi; — :.)*-
i=1 j=1
With MzY = (J1,.. G152 G2 o> Ter - - Fe)s G = 23 and MY =
(J1y--- 01,02y - D25+ - Ges - - - Ye)', the sum of squares for lack of fit is

SSLF =Y'(Myz — M)Y = [(My — M)Y][(My — M)Y]
c N;

=D @ =) =) Ni@ —5)*
i=1

i=1 j=1

Exercise 6.6 Show that if M is the perpendicular projection oper-
ator onto C'(X) with

wy Ty
X=|:], and M= |,
w! T

then w; = wj if and only if T; = T}.

Exercise 6.7 Discuss the application of the traditional lack of fit
test to the problem where Y = X3 + e is a simple linear regression model.

As we have seen, in the traditional method of testing for lack of fit, the
row structure of the design matrix X completely determines the choice of
Z. Now, suppose that none of the rows of X are identical. It is still possible
to have lack of fit, but the traditional method no longer applies.

6.6.2 NEAR REPLICATE LACK OF FiT TESTS

Another set of methods for testing lack of fit is based on mimicking the
traditional lack of fit test. With these methods, rows of the design matrix
that are nearly replicates are identified. One way of identifying near repli-
cates is to use a hierarchical clustering algorithm (see Gnanadesikan, 1977)
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to identify rows of the design matrix that are near one another. Tests for
lack of fit using near replicates are reviewed by Neill and Johnson (1984).
The theory behind such tests is beautifully explained in Christensen (1989,
1991). (OK, so I'm biased in favor of this particular author.) Miller, Neill,
and Sherfey (1998, 1999) provide a theoretical basis for chosing near repli-
cate clusters.

Christensen (1991) suggests that a very good all-purpose near replicate
lack of fit test was introduced by Shillington (1979). Shillington’s test in-
volves writing the regression model in terms of ¢ clusters of near replicates
with the ith cluster containing N; cases, say

Yij = 30 + €ij, (1)

t=1,...,¢, 5 =1,...,N;. Note that at this point we have done nothing
to the model except play with the subscripts; model (1) is just the original
model. Shillington’s test involves fitting the model

Yij = ;.0 + eij. (2)

The numerator for Shillington’s test is then the numerator mean square
used in comparing this model to the one-way ANOVA model

Yij = Hi + i 3)

However, the denominator mean square for Shillington’s test is the mean
squared error from fitting the model

Yij = 38+ pi + €. (4)

It is not difficult to see that if model (1) holds, then Shillington’s test statis-
tic has a central F' distribution with the appropriate degrees of freedom.
Christensen (1989, 1991) gives details and explains why this should be a
good all-purpose test — even though it is not the optimal test for either
of the alternatives developed by Christensen. The near replicate lack of fit
test proposed in Christensen (1989) is the test of model (1) against model
(4). The test proposed in Christensen (1991) uses the same numerator as
Shillington’s test, but a denominator sum of squares that is the SSE from
model (1) minus the numerator sum of squares from Shillington’s test.
Both of Christensen’s tests are optimal for certain types of lack of fit. If
the clusters consist of exact replicates, then all of these tests reduce to the
traditional test.

ExAMPLE 6.6.1. Using the data of Example 6.2.1 we illustrate the near
replicate lack of fit tests. Near replicates were chosen visually by plotting
1 versus xs. The near replicates are presented below.
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Near Replicate Clusters for Steam Data

obs. Near | obs. Near
no. 1 2 Rep. no. T 2 Rep.
1 35.3 20 2 14 39.1 19 11
2 29.7 20 2 15 46.8 23 12
3 30.8 23 9 16 48.5 20 3
4 58.8 20 4 17 59.3 22 13
5 61.4 21 5 18 70.0 22 7
6 71.3 22 7 19 70.0 11 1
7 74.4 11 1 20 74.5 23 8
8 76.7 23 8 21 72.1 20 14
9 70.7 21 10 22 58.1 21 5
10 57.5 20 4 23 44.6 20 3
11 46.4 20 3 24 33.4 20 2
12 28.9 21 6 25 28.6 22 15
13 28.1 21 6

Fitting models (1) through (4) gives the following results:

Model (1)  (2) (3) ()
dfE 22 22 10 9
SSE 4650 5075 12136 7.5

Shillington’s test is

[50.75 — 12.136] /[22 — 10]

F =
5 7.5/9

=3.8614 > 3.073 = F(.95,12,9).

Christensen’s (1989) test is

[46.50 — 7.5]/[22 — 9]
7.5/9

Fgg = = 3.6000 > 3.048 = F'(.95,13,9).

Christensen’s (1991) test is

[50.75 — 12.136]/[22 — 10]
[46.5 — (50.75 — 12.136)]/[22 — (22 — 10)]
> 2.913 = F(.95,12,10).

Fop = — 4.0804

All three tests indicate a lack of fit.

In this example, all of the tests behaved similarly. Christensen (1991)
shows that the tests can be quite different and that for the single most
interesting type of lack of fit, the 91 test will typically be more powerful
than Shillington’s test, which is typically better than the 89 test.

Christensen’s 89 test is similar in spirit to “nonparametric” lack of fit
tests based on using orthogonal series expansions to approximate general
regression models, see Subsection 6.2.1. In particular, it is similar to adding
Haar wavelets as additional predictor variables to model (1) except that
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Haar wavelets amount to adding indicator variables for a predetermined
partition of the space of predictor variables while the near replicate meth-
ods use the observed predictors to suggest where indicator variables are
needed. See Christensen (2001, Section 7.8) for additional discussion of
these nonparametric approaches.

6.6.3 PARTITIONING METHODS

Another way to use X in determining a more general matrix Z is to parti-
tion the data. Write

The model Y = Z~ + e can be chosen with

X0
Z‘[o XJ'

Clearly, C(X) C C(Z). We again refer to the difference SSE(X)—SSE(Z)
as the SSLF and, in something of an abuse of the word “pure,” we continue
to call SSE(Z) the SSPE.

Exercise 6.8 Let M; be the perpendicular projection operator onto
C(X;),i = 1,2. Show that the perpendicular projection operator onto C(Z)
is
M 0
My = { ! MJ .

Show that SSE(Z) = SSE(X1) + SSE(X3), where SSE(X;) is the sum
of squares for error from fitting Y; = X;0; +e;, 1 = 1, 2.

If there is no lack of fit for Y = X + e, since C(X) C C(Z), the test
statistic will have a central F' distribution. Suppose that there is lack of fit
and the true model is, say, Y = W + e. It is unlikely that W will have
the property that C(X) ¢ C(W) C C(Z), which would ensure that the
test statistic has a noncentral F' distribution. In general, if there is lack
of fit, the test statistic has a doubly noncentral F' distribution. (A doubly
noncentral F' is the ratio of two independent noncentral chi-squares divided
by their degrees of freedom.) The idea behind the lack of fit test based on
partitioning the data is the hope that X; and X5 will be chosen so that the
combined fit of Y7 = X161 + e; and Y5 = X505 + e5 will be qualitatively
better than the fit of Y = X3+ e. Thus, it is hoped that the noncentrality
parameter of the numerator chi-square will be larger than the noncentrality
parameter of the denominator chi-square.
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EXAMPLE 6.6.2. Let Y = X[ + e be the simple linear regression y; =
Bo+ Bixi +e;.i=1,...,2r with z; < 29 < -+ < 29,. Suppose that the
lack of fit is due to the true model being y; = Bo + B1x; + B22? + €4, so the
true curve is a parabola. Clearly, one can approximate a parabola better
with two lines than with one line. The combined fit of y; = ng + n1x; + €,
i=1,...;,randy; = o+ nx;+e, i =r+1,...,2r should be better than
the unpartitioned fit.

EXAMPLE 6.6.3. We now test the model used in Example 6.2.1 for lack
of fit using the partitioning method. The difficulty with the partitioning
method is finding some reasonable way to partition the data. Fortunately
for me, I constructed this example, so I know where the lack of fit is and I
know a reasonable way to partition the data. (The example was constructed
just like Example 13.4.4. The construction is explained in Chapter 13.) I
partitioned the data based on the variable x;. Any case that had a value
of z1 less than 24 went into one group. The remaining cases went into the
other group. This provided a group of 12 cases with small z; values and
a group of 13 cases with large x; values. The sum of squares for error for
the small group was SSE(S) = 2.925 with nine degrees of freedom and the
sum of squares for error for the large group was SSE(L) = 13.857 with ten
degrees of freedom. Using the error from Example 6.2.1, we get

SSPE = 13.857 4 2.925 = 16.782
dfPE = 10+9=19

MSPE = .883

SSLF = 46.50 — 16.78 = 29.72
dfLF = 22-19=3

MSLF = 9091

F = 9.91/.883 =11.22.

This has 3 degrees of freedom in the numerator, 19 degrees of freedom in
the denominator, is highly significant, and indicates a definite lack of fit.
But remember, I knew that the lack of fit was related to x1, so I could pick
an effective partition.

Recall from Example 6.4.1 that the R? for Example 6.2.1 is .964, which
indicates a very good predictive model. In spite of the high R2, we are still
able to establish a lack of fit using both the partitioning method and the
near replicate method.

The partitioning method can easily be extended, cf. Atwood and Ryan
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(1977). For example, one could select three partitions of the data and write

Xl Y1 X1 0 0
X3 Y3 0 0 Xs

The lack of fit test would proceed as before. Note that the partitioning
method is actually a generalization of the traditional method. If the parti-
tion of the data consists of the different sets of identical rows of the design
matrix, then the partitioning method gives the traditional lack of fit test.
The partitioning method can also be used to give a near replicate lack of fit
test with the partitions corresponding to the clusters of near replicates. As
mentioned earlier, it is not clear in general how to choose an appropriate
partition.

Utts (1982) presented a particular partition to be used in what she called
the Rainbow Test (for lack of fit). She suggests selecting a set of rows from
X that are centrally located to serve as X7, and placing each row of X
not in X; into a separate set that consists only of that row. With this
partitioning, each of the separate sets determined by a single row consists
of p columns that are zero except for the entries in that row. These columns
are redundant. Eliminating unnecessary columns allows the Z matrix to be

written as
| X1 0
z_[o I].

From Exercise 6.8, it is immediately seen that SSE(Z) = SSE(X;); thus,
the Rainbow Test amounts to testing Y = X 3+e against Y7 = X1 6+e€;. To
select the matrix X7, Utts suggests looking at the diagonal elements of M =
[mij}. The smallest values of the m;;s are the most centrally located data
points, cf. Section 13.1. The author’s experience indicates that the Rainbow
Test works best when one is quite selective about the points included in
the central partition.

EXAMPLE 6.6.3 CONTINUED. First consider the Rainbow Test using half
of the data set. The variables x1, x2, and an intercept were fitted to the 12
cases that had the smallest m;; values. This gave a SSE = 16.65 with nine
degrees of freedom. The Rainbow Test mean square for lack of fit, mean
square for pure error, and F' statistic are

MSLF = (46.50 — 16.65)/(22 — 9) = 2.296
MSPE =16.65/9 = 1.850
F =2.296/1.850 = 1.24.

This is nowhere near being significant. Now consider taking the quarter
of the data with the smallest m;; values. These six data points provide a
SSE = .862 with three degrees of freedom.

MSLF = (46.50 — .862)/(22 — 3) = 2.402
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MSPE = .862/3 = .288

F = 2.402/.288 = 8.35.

In spite of the fact that this has only three degrees of freedom in the
denominator, the F' statistic is reasonably significant. F'(.95,19,3) is ap-
proximately 8.67 and F'(.90,19, 3) is about 5.19.

One final note. This section is in the chapter on regression because testing
lack of fit has traditionally been considered as a topic in regression analysis.
Nowhere in this section have we assumed that X’X is nonsingular. The
entire discussion holds for general linear models.

Exercise 6.9
of fit using the data:

Test the model y;; = By + frz; + ﬁgxf + e;; for lack

z; 1.00  2.00 0.00 -3.00  2.50
yi; 9341 2226 —1.74 7947 37.96
212 1491 1.32 80.04 44.23
6.26 2341 —2.55 81.63
18.39

Exercise 6.10

Using the following data, test the model y;; = By +

B1xi1 + Baxiz + €45 for lack of fit. Explain and justify your method.

X1 Xy Y X, Xy Y
31 9.0 12241 | 61 2.2  70.08
43 80 11512 | 36 4.7 66.42
50 2.8 6490 | 52 9.4 150.15
38 50 6491 | 38 1.5 3815
38 5.1 7452 | 41 1.0  45.67
51 46 75.02 | 41 5.0 68.66
41 7.2 10136 | 52 4.5  76.15
57 4.0 7445 29 2.7  36.20
46 2.5  56.22

6.7 Polynomial Regression and One-Way Analysis

of Variance

Polynomial regression is the special case of fitting a model

yi = Bo + Brxi + Box? + -+ B2 4 e,
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ie.,

2 p—1
Loz 2y e 1y X Bo
2 p—
1 zo0 x5 - 51
Y = ) e.
2 -1
1 =z, x5 -+ aPf Bp—1

All of the standard multiple regression results hold, but there are some
additional issues to consider. For instance, one should think very hard about
whether it makes sense to test Hy : 8; = 0 for any j other than j =p — 1.
Frequently, the model

yi = Bo+ b+ + Bj1xl B T 4 4 Bpat T ey

is not very meaningful. Typically, it only makes sense to test the coefficient
of the highest order term in the polynomial. One would only test §; = 0 if
it had already been decided that 841 =+ = Bp—1 = 0.

Sometimes, polynomial regression models are fitted using orthogonal
polynomials. This is a procedure that allows one to perform all the ap-
propriate tests on the 3;s without having to fit more than one regression
model. The technique uses the Gram—Schmidt algorithm to orthogonalize
the columns of the design matrix and then fits a model to the orthogo-
nalized columns. Since Gram—Schmidt orthogonalizes vectors sequentially,
the matrix with orthogonal columns can be written T = X P, where P is a
nonsingular upper triangular matrix. The model Y = X3 + e is equivalent
to Y = Ty + e with v = P~13. P~! is also an upper triangular matrix, so
v; is a linear function of 3, Bj4+1,...,8p—1. The test of Hy : yp—1 = 0 is
equivalent to the test of Hy : Bp—1 = 0. If Bj41 = Bj42 = -+ = Bp—1 = 0,
then the test of Hy : ; = 0 is equivalent to the test of Hy : 3; = 0. In
other words, the test of Hy : ; = 0 is equivalent to the test of Hy : §; =0
in the model y; = Bo+ -+ ﬁsz + e;. However, because the columns of T'
are orthogonal, the sum of squares for testing Hy : 7; = 0 depends only on
the column of T" associated with ;. It is not necessary to do any additional
model fitting to obtain the test.

An algebraic expression for the orthogonal polynomials being fitted is
available in the row vector

[1,2,27%,..., 2P~ 1]P.

The p — 1 different polynomials that are contained in this row vector are
orthogonal only in that the coefficients of the polynomials were determined
so that X P has columns that are orthogonal. As discussed above, the test
of 7; = 0 is the same as the test of 8; = 0 when 841 = --- = B,—1 = 0.
The test of 7; = 0 is based on the (j + 1)st column of the matrix T. §; is
the coefficient of the (j + 1)st column of X, i.e., the jth degree term in the
polynomial. By analogy, the (j + 1)st column of T is called the jth degree
orthogonal polynomial.
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Polynomial regression has some particularly interesting relationships
with the problem of estimating pure error and with one-way ANOVA prob-
lems. It is clear that for all values of p, the row structure of the design
matrices for the polynomial regression models is the same, i.e., if x; = x;,
then ¥ = 2% so the i and i’ rows of X are the same regardless of the order
of the polynomial. Suppose there are ¢ distinct values of z; in the design
matrix. The most general polynomial that can be fitted must give a rank
q design matrix; thus the most general model must be

yi = Bo + Brxi + -+ Bg1zl T + e

It also follows from the previous section that the column space of this model
is exactly the same as the column space for fitting a one-way ANOVA with
q treatments.

Using double subscript notation with for¢=1,...,q, 7 =1,...,N;, the
models

Yij = Bo + Brai + - + Bzl + ey (1)

and

Yij = B+ Qi + €5

are equivalent. Since both [y and p are parameters corresponding to a
column of ones, the tests of Hy : 51 =---=f;,-1=0and Hy: oy =--- =
oy are identical. Both tests look at the orthogonal complement of J,, with
respect to C(X), where C(X) is the column space for either of the models.
Using the ideas of Section 3.6, one way to break this space up into ¢ — 1
orthogonal one degree of freedom hypotheses is to look at the orthogonal
polynomials for i = 1,...,q—1. As seen in Section 4.2, any vector in C'(X)
that is orthogonal to J determines a contrast in the a;s. In particular, each
orthogonal polynomial corresponds to a contrast in the q;s.

Finding a set of ¢ — 1 orthogonal contrasts amounts to finding an orthog-
onal basis for C(M,). If we write T' = [Tp,...,Tg—1], then T1,..., T, is
an orthogonal basis for C'(M,,). Given these vectors in C(M,,), we can use
Proposition 4.2.3 to read off the corresponding contrasts. Moreover, the
test for dropping, say, T from the model is the test of Hy : v; = 0, which is
just the test that the corresponding contrast is zero. Note that testing this
contrast is not of interest unless ;11 = --- = B4—1 = 0 or, equivalently, if
Yj+1 = -+ = Yg—1 = 0 or, equivalently, if all the higher order polynomial
contrasts are zero.

Definition 6.7.1. The orthogonal contrasts determined by the or-
thogonal polynomials are called the polynomial contrasts. The contrast
corresponding to the first degree orthogonal polynomial is called the linear
contrast. The contrasts for higher degree orthogonal polynomials are called
the quadratic, cubic, quartic, etc., contrasts.
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Using Proposition 4.2.3, if we identify an orthogonal polynomial as a
vector p € C(M,), then the corresponding contrast can be read off. For
example, the second column of the design matrix for (1) is X1 = [¢;;], where
t;j = x; for all 4 and j. If we orthogonalize this with respect to J, we get
the linear orthogonal polynomial. Letting

q q
F =3 N/ N
i=1 i=1
leads to the linear orthogonal polynomial
Ty = [wyj] where w;; = x; — ..

From Section 4.2, this vector corresponds to a contrast . \;a;, where
Xi/N; = x; — Z.. Solving for \; gives

The sum of squares for testing Hy : 01 =71 =0 is

[Z Ni(; — m)y] 2 / [Z Ni(ai — x.)2‘| .

And, of course, one would not do this test unless it had already been
established that B = - = 3,1 =0

As with other directions in vector spaces and linear hypotheses, orthog-
onal polynomials and orthogonal polynomial contrasts are only of interest
up to constant multiples. In applying the Gram—Schmidt theorem to ob-
tain orthogonal polynomials, we really do not care about normalizing the
columns. It is the sequential orthogonalization that is important. In the
example of the linear contrast, we did not bother to normalize anything.

It is well known (see Exercise 6.11) that, if N; = N for all ¢ and the
quantitative levels x; are equally spaced, then the orthogonal polynomial
contrasts (up to constant multiples) depend only on ¢. For any value of g,
the contrasts can be tabled; see, for example, Snedecor and Cochran (1980)
or Christensen (1996a).

Although it is difficult to derive the tabled contrasts directly, one can ver-
ify the appropriateness of the tabled contrasts. Again we appeal to Chap-
ter 4. Let [J, Z] be the design matrix for the one-way ANOVA and let X
be the design matrix for model (1). The design matrix for the orthogonal
polynomial model is T'= X P. With C(X) = C(Z), we can write T = ZB
for some matrix B. Writing the ¢ x ¢ matrix B as B = [by,...,by—1] with
b, = (b1k7...,bqk)/, we will show that for ¥ > 1 and N; = N, the kth
degree orthogonal polynomial contrast is by, where a = (al,...,aq)/.
To see this, note that the kth degree orthogonal polynomial is Ty, = Zby.
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The first column of X is a column of 1s and T is a successive orthogonal-
ization of the columns of X; so J, = Zby and for k > 1, Zb, L J,. It
follows that by = J; and, from Chapter 4, for k > 1, Zb;, € C(M,). Thus,
for k > 1, Zb;, determines a contrast (Zby)'Za = Y7, \i,;. However,
(Zb)' Za = b, Z' Zaw = b, Diag(N;)o. The contrast coefficients Ai,..., g
satisfy b;xN; = A\;. When N; = N, the contrast is ), Aja; = N . bira; =
Nbj.a. Orthogonal polynomial contrasts are defined only up to constant
multiples, so the kth degree orthogonal polynomial contrast is also b} c.

Given a set of contrast vectors b1, ...,bs—1, we can check whether these
are the orthogonal polynomial contrasts. Simply compute the correspond-
ing matrix T' = Z B and check whether this constitutes a successive orthog-
onalization of the columns of X.

Ideas similar to these will be used in Section 9.4 to justify the use of
tabled contrasts in the analysis of balanced incomplete block designs. These
ideas also relate to Section 7.3.

Exercise 6.11
(a) Find the design matrix for the orthogonal polynomial model Y = Ty+e
corresponding to the model

Yij = Bo + Brzi + Box? + B3z} + e,

i=1,2,3,4,5=1,...,N, where x; = a+ (i — 1)t.
Hint: First consider the case N = 1.

(b) For the model y;; = pt+ o + €55, 4 = 1,2,3,4, j = 1,...,N and for
k =1,2,3, find the contrast > \;ra; such that the test of Hy : > Ajpa; =0
is the same as the test of Hy : vy, = 0, i.e., find the polynomial contrasts.

Exercise 6.12 Repeat Exercise 6.11 with N = 2 and z1 = 2, x5 = 3,
xr3 = 5, Ty = 8.

6.8 Additional Exercises

The first three exercises involve deriving Fieller’s method of finding confi-
dence intervals.

Exercise 6.8.1 Calibration.

Consider the regression model Y = X 3+e¢, e ~ N(0,0%I) and suppose that
we are interested in a future observation, say yg, that will be independent
of Y and has mean x( (. In previous work with this situation, yo was not
yet observed but the corresponding vector g was known. The calibration
problem reverses these assumptions. Suppose that we have observed y and
wish to infer what the corresponding vector zy might be.
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A typical calibration problem might involve two methods of measuring
some quantity: y, a cheap and easy method, and x, an expensive but very
accurate method. Data are obtained to establish the relationship between
y and z. Having done this, future measurements are made with y and the
calibration relationship is used to identify what the value of y really means.
For example, in sterilizing canned food, = would be a direct measure of the
heat absorbed into the can while y might be the number of bacterial spores
of a certain strain that are killed by the heat treatment. (Obviously, one
needs to be able to measure the number of spores in the can both before
and after heating.)

Consider now the simplest calibration model, y; = Gy + B1x; + €5, €8
iid. N(0,02),i=1,2,3,...,n. Suppose that yo is observed and that we
wish to estimate the corresponding value xg (xg is viewed as a parameter
here).

(a) Find the mles of 3y, 1, 7o, and 0.

Hint: This is a matter of showing that the obvious estimates are

mles.
(b) Suppose now that a series of observations yo1, . - ., yor were taken all
of which correspond to the same . Find the mles of Gy, 81, x¢, and
2
o°.

Hint: Only the estimate of o2 changes form.

(c) Based on one observation yo, find a (1 — «)100% confidence interval
for zg. When does such an interval exist?

Hint: Use an F(1,n — 2) distribution based on (yo — fo — f120)%.

Comment: Aitchison and Dunsmore (1975) discuss calibration in consid-
erable detail, including a comparison of different methods.

Exercise 6.8.2 Mazimizing a Quadratic Response.

Consider the model, y; = Bo + Biz; + Bex? + €4, €5 iid. N(0,0%), i =
1,2,3,...,n. Let 2o be the value at which the function E(y) = By + f1z +
B22? is maximized (or minimized).

(a) Find the maximum likelihood estimate of xg.

(b) Find a (1 — «)100% confidence interval for xy. Does such an interval
always exist?

Hint: Use an F(1,n — 3) distribution based on (3, + 20210)%.

Comment: The problem of finding values of the independent variables
that maximize (or minimize) the expected y value is a basic problem in
the field of response surface methods. See Box, Hunter, and Hunter (1978)
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for an introduction to the subject, or Box and Draper (1987) for a detailed
treatment.

Exercise 6.8.3 Two Phase Linear Regression.

Consider the problem of sterilizing canned pudding. As the pudding is
sterilized by a heat treatment, it is simultaneously cooked. If you have ever
cooked pudding, you know that it starts out soupy and eventually thickens.
That, dear reader, is the point of this little tale. Sterilization depends on
the transfer of heat to the pudding and the rate of transfer depends on
whether the pudding is soupy or gelatinous. On an appropriate scale, the
heating curve is linear in each phase. The question is, “Where does the line
change phases?”

Suppose that we have collected data (y;,z;), ¢ = 1,...,n + m and that
we know that the line changes phases between z,, and x,;. The model
vi = Bro+Buiite;, eisiid. N(0,02),i = 1,...,n applies to the first phase
and the model y; = Ba0 + Bo12; + €, €;5 i.i.d. N(0,0%), i =n+1,...,n+m
applies to the second phase. Let v be the value of x at which the lines
intersect.

(a) Find estimates of B19, 811, B20, B21, o2, and .

Hint: v is a function of the other parameters.

(b) Find a (1 — «)100% confidence interval for . Does such an interval
always exist?

Hint: Use an F(1,n + m — 4) distribution based on

2

(Bio + B117) = (B20 + B17)

Comment: Hinkley (1969) has treated the more realistic problem in which
it is not known between which z; values the intersection occurs.

Exercise 6.8.4 Consider the model y; = By + f1x; + €5, €58 i.i.d.
N(0,0%d;), i = 1,2,3,...,n, where the d;s are known numbers. Derive
algebraic formulas for Sy, 01, Var(5p), and Var(51).

Exercise 6.8.5 Consider the model y; = By + f1x; + €5, €58 i.i.d.
N(0,0%), i = 1,2,3,...,n. If the x;s are restricted to be in the closed
interval [—10, 15], determine how to choose the x;s to minimize

(a) Var(0p).

(b) Var(8y).
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(¢) How would the choice of the x;s change if they were restricted to the
closed interval [—10,10]?

. 2
Exercise 6.8.6 Find E{y - E(y|x)] in terms of the variances and

. 2
covariances of z and y. Give a “natural” estimate of E[y - E(y|x)} .

Exercise 6.8.7 Test whether the data of Example 6.2.1 indicate
that the multiple correlation coefficient is different from zero.

Exercise 6.8.8 Test whether the data of Example 6.2.1 indicate
that the partial correlation coefficient p, ;.o is different from zero.

Exercise 6.8.9 Show that

(a) pra.3 = P12 — P13P23
V1= plsV/1—p3

P12-4 — P13-4P23-4
(b) P12-34 = \/1 — \/1 —
P13.4 P23.4

Exercise 6.8.10 Show that in Section 2, v, = (B« and [y = o —
(1/n)J7 Zs.

Hint: Examine the corresponding argument given in Section 1 for simple
linear regression.
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7

Multifactor Analysis of Variance

Chapter 7 presents the analysis of multifactor ANOVA models. The first
three sections deal with the balanced two-way ANOVA model. Section 1
examines the no interaction model. Section 2 examines the model with in-
teraction. Section 3 discusses the relationship between polynomial regres-
sion and the balanced two-way ANOVA model. Sections 4 and 5 discuss
unbalanced two-way ANOVA models. Section 4 treats the special case of
proportional numbers. Section 5 examines the general case. Finally, Sec-
tion 6 extends the earlier results of the chapter to models with more than
two factors. A review of the tensor concepts in Appendix B may aid the
reader of this chapter.

7.1 Balanced Two-Way ANOVA Without
Interaction

The balanced two-way ANOVA without interaction model is generally writ-
ten

Yijk = b+ i + 15 + €k, (1)
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EXAMPLE 7.1.1. Suppose a =3, b =2, N = 4. In matrix terms write

[ Y111 ]
Y112
Y113
Y114
Y121
Y122
Y123
Y124
Y211
Y212
Y213
Y214
Y221
Y222
Y223
Y224
Y311
Y312
Y313
Y314
Y321
Y322
Y323

L Y324 4

aq
Q2
Q3
Uit
2

= = N e e e g T e e e e e e T T o T =

OO OO OO FRFEEREMEEMEFE ODODODODODO OO
Ll e i e i en B oo B an B en B an B an B an B an B an B e B an B e B an B an B an)

R, OO MFEFMFEF PP OOOORFMFERFRRFEOOOO

S OO OO OO OO OO OO OO OO R HFFMFFFFH -
OO OO R FHFEF PP P OOOOFFFEFEFOOOOR M = =

In general, we can write the model as

Y:[X03X17"'7Xa7Xl1+13"'?X(L+b} (67 +€.
m

L My
Write n = abN and the observation vector as Y = [y;;x], where the three
subscripts 4, j, and k denote a row of the vector. (Multiple subscripts

denoting the rows and columns of matrices were introduced in Chapter 4.)
The design matrix of the balanced two-way ANOVA model has

Xo = J

Xy = [tiyk]l typr=06r r=1,...,a
Xars = [tigr] tigp=290;s s=1,...,b,
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where 045, = 1if g = h and 0 otherwise. This is just a formal way of writing
down design matrices that look like the one in Example 7.1.1. For example,
an observation ¥y, is subject to the effects of . and ns. The rst row of the
column X, needs to be 1 so that «,. is added to ¥,s;. The rst rows of the
columns X;,i=1,...,a, i # r need to be 0 so that none of the a;s other
than a, is added to y.s;. The definition of the columns X, given above
ensures that this happens.

The analysis of this model is based on doing two separate one-way
ANOVAs. It is frequently said that this can be done because the treat-
ments « and 7 are orthogonal. This is true in the sense that after fitting
1, the column space for the as is orthogonal to the column space for the
7ns. (See the discussion surrounding Proposition 3.2.3.) To investigate this
further, consider a new matrix

Z = [Z07Z17" '7Za7Za+17"'aZa+b]7

where
Zy = Xo
XJ
ZT' - Xr - +J7
J'J
for r = 1,...,a + b. Here we have used Gram—Schmidt to eliminate the

effect of J (the column associated with ) from the rest of the columns of
X. Since J'J = abN, X/J = bN for r = 1,...,a, and X/, J = aN for
s=1,...,b, we have

ZT:XTflJ r=1,...,a
a

Observe that

C(X) = C(XO’X17 . '7Xa7Xa+17 ct 7Xa+b)
= C(ZOaZh' . '7Zaaza+la .- -aZa-‘rb) = C(Z)7

C(Xo, X1,...,X0) =C(Z20o, Z1,...,Z4),
C(Xo, Xa+1, . e 7Xa+b) = C(Zo, Za+1, ey Za+b)7

Z()J_Zr 7":].,...,(l+b,

and
C(Z]_, ceey Za) L C(Za+17 ey Za+b).
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To see the last of these, observe that forr =1,...,aand s =1,...,b,
ZyZy = Y (85— 1/b)(0ir — 1/a)
ijk
DU SUSED SLEED I
4 jsVir L ]éa A ub 4 ab
ijk ijk ijk ijk

aN bN  abN
= 2 Noisdie =D 057 = D G+ e
ij j i
= N —aN/a—bN/b+ N =0.

We have decomposed C(X) into three orthogonal parts, C(Zy),
C(Z1,...,Za), and C(Zgy1,- .., Zarp). M, the perpendicular projection
operator onto C(X), can be written as the matrix sum of the perpen-
dicular projection matrices onto these three spaces. By appealing to the
one-way ANOVA, we can actually identify these projection matrices.
C([Xo, X1,...,X,]) is the column space for the one-way ANOVA model

Yijk = M+ o + €k, (2)

where the subscripts j and k are both used to indicate replications. Simi-
larly, C([Xo, Xa+1, - - -, Xa+b)) is the column space for the one-way ANOVA
model

Yijk = K+ M5 + €ijk, (3)
where the subscripts ¢ and k& are both used to indicate replications. If
one actually writes down the matrix [Xo, Xo11,..., Xats), it looks a bit

different from the usual form of a one-way ANOVA design matrix because
the rows have been permuted out of the convenient order generally used.

Let M, be the projection matrix used to test for no treatment effects in
model (2). M, is the perpendicular projection matrix onto C(Z1,..., Z,).
Similarly, if M, is the projection matrix for testing no treatment ef-
fects in model (3), then M, is the perpendicular projection matrix onto
C(Zas1s- -+ Zayp). It follows that

1
M= =T34 Mo+ M,

By comparing models, we see, for instance, that the test for Hy : a3 =
-+ = is based on
Y'M,Y/r(My)
Y'(I-M)Y/r(I-M)
It is easy to see that r(M,) =a—1land r(I—-M)=n—a—-b+1. Y'M,Y
can be found as in Chapter 4 by appealing to the analysis of the one-way
ANOVA model (2). In particular, since pairs jk identify replications,

MaY = [tijk] where tijk = :[71 — g (4)
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and .
SS(a) =Y'M,Y = [MYV[MyY] =bN > (5. — ..)°.
i=1
Expected mean squares can also be found by appealing to the one-way

ANOVA
E(Y'M,Y)=0%*a—1)+ X M, X0.

Substituting p + o; +n; for v, gives

M, X3 = [tijk] where tijk = o — Q.

and thus
E[Y'M,Y/(a—1)] =02+ N Ea:(a a.)?
: et Z
Similar results hold for testing Hy : 1y =---=1m

The SSFE can be found using (4) and the facts that
MnY = [tijk] where tijk = Yj. — Y.

and 1
EJ:;Y = [t,’jk] where t;;, = §... .

Because (I — M)Y =Y — (1/n)JY — MY — M,Y,
(I = M)Y = [tij]
where

tijk = Yijk = Yo = Wi =) = (U5. — §--.)
Yy

Finally,

SSE = Y'(I—M)Y =[(I—-MY][I—-M)Y]
a b N

SO wigk — Gie — 05 + 5.7

i=1 j=1 k=1

The analysis of variance table is given in Table 7.1.
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TABLE 7.1. Two-Way Analysis of Variance Table with No Interaction.

Matrix Notation

Source df SS
Grand Mean 1 Y’ (%Jﬁ) Y
Treatments(a) a—1 Y'M,Y
Treatments(n) b—1 Y'M,Y
Error n—a—b+1 Y'(I-M)Y
Total n = abN Y'Y
Source SS E(MS)
Grand Mean SSGM o+ B X (£I0) XB
Treatments(a) SS(a) o+ X' M. X3/(a—1)
Treatments(n) SS(n) o>+ B X' M,XB/(b—1)
Error SSE o
Total SSTot
Algebraic Notation

Source df SS
Grand Mean dfGM n~ % = ng.
Treatments(a) df (o) ON S (i — §)?

b _
Treatments(n) df (n) aN ijl (7. —7..)°
Error dfE Zijk (Yisk — Gio — G5 +7.-)°
Total dfTot Zi]. W Viik
Source MS E(MS)
Grand Mean SSGM 0%+ abN(p+ @ +17.)2
Treatments(c) SS(a)/(a—1) o +bN Y (i — & 2 /(a—1)
Treatments(1) SS(n)/(b—1) o +aN Y (n;—7)"/(b—1)
Error SSE/(n—a—0b+1) o?
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7.1.1 CONTRASTS

We wish to show that estimation and testing of contrasts in a balanced
two-way ANOVA is done exactly as in the one-way ANOVA by ignoring
the fact that a second type of treatments exists. This follows from showing
that, say, a contrast in the a;s involves a constraint on C'(M,,), and C(M,,)
is defined by the one-way ANOVA without the 7;s.

Theorem 7.1.2. Let A’ be estimable and p'X = \'. Then X3 is a

contrast in the a;s if and only if p’M = p’ M. In this case, '3 = p’MY =
p'M.Y , which is the estimate from the one-way ANOVA ignoring the 7;s.

ProoF. Let N3 = Y0 | cia; with Y7 ¢; = 0. Equivalently, \' =
(0,¢15...,¢€4,0,...,0) and X J,4p41 = 0. To have such a A is to have p
with

PX;=0 i=0,a+1,a+2,...,a+b,

which happens if and only if p is orthogonal to C(Zy, Zat1, .-+, Zats) =
C(M — M,,). In other words, p'(M — M,) =0 and p'M = p'M,,. O

One interpretation of this result is that having a contrast in the «;s
equal to zero puts a constraint on C'(X) that requires E(Y) € C(X) and
E(Y) L M,p. Clearly this constitutes a constraint on C'(M,), the space
for the o treatments. Another interpretation is that estimation or testing
of a contrast in the a;s is done using M,, which is exactly the way it is
done in a one-way ANOVA ignoring the 7;s.

Specifically, if we have a contrast ) ;_, ¢;a, then the corresponding vec-
tor M,p is

Map = [tijx] where t;;, = ¢;/DN.

The estimated contrast is p’M,Y = Y% | ¢;y;.. with variance o?p'Myp =
0?3 %  ¢2/bN and a sum of squares for testing Hy : > ¢ ; ¢;o; = 0 of

) /()

To get two orthogonal constraints on C'(M,,), as in the one-way ANOVA,
take p; and po such that p) X3 and pb X3 are contrasts in the a;s and
PiMape = 0. If piXf3 = ¢ | ¢jiq, then, as shown for the one-way
ANOVA, p\M,p> =0 if and only if "7, c15¢2; = 0.

In the balanced two-way ANOVA without interaction, if N is greater
than one, we have a row structure to the design matrix with ab distinct
rows. This allows estimation of pure error and lack of fit. The balanced two-
way ANOVA with interaction retains the row structure and is equivalent to
a large one-way ANOVA with ab treatments. Thus, the interaction model
provides one parameterization of the model developed in Subsection 6.6.1
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for testing lack of fit. The sum of squares for interaction is just the sum of
squares for lack of fit of the no interaction model.

7.2 Balanced Two-Way ANOVA with Interaction
The balanced two-way ANOVA with interaction model is written

Yijk = B+ o + 15 + Vi + eijk,
i=1,...,a,5=1,...,b,k=1,...,N.

EXAMPLE 7.2.1. Suppose a = 3, b = 2, N = 4. In matrix terms we write

] (L1 001010000 07
Y12 11001010000 0
Y113 110010100000
Y1 110010100000
Y121 110001010000
Y122 110001010000
Y123 11000101000 O0|[ui
Y124 1 1.0 0 01 01 0 0 O00O0 (651
Yor1 10101000100 0]]a
Yo12 10101000100 0]]a
Yo13 10101000100 0]|]|m
ya| |1 0101000100 0]][n
yoor | 10100100010 0]||w| ¢
Y222 10100100010 0]
Y223 10100100010 0|]nm
Yo24 101001000710 0]
Ysi1 10011000001 0|y
Y312 10011000001 0| Lyl
Y313 100110000010
Y314 100110000010
Y321 10010100000 1
Ys22 100101000001
Y323 10010100000 1

[ ysoal L1 001 0100000 1

In general, the design matrix can be written
X =[Xo,X1,..., Xay Xag1, -+ s Xagos Xagor1, - - Xatvrab]-

The columns Xy, ..., X, 4p are exactly the same as for (7.1.1), the model
without interaction. The key fact to notice is that

C(X) = C(Xa+b+17 cee ,Xa+b+ab);
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this will be shown rigorously later. We can write an equivalent model using
just Xoqpy1, -5 Xatbrab, say

Yijk = Mij + €ijk-
This is just a one-way ANOVA model with ab treatments.
We can decompose C'(X) into four orthogonal parts based on the identity
1
M=—-J)+ M, + M, + M,,
n
where 1
M,=M—-—-Jy — My, — M,.
n

M, and M, come from the no interaction model. Thus, as discussed earlier,
M, and M, each come from a one-way ANOVA model. Since M also comes
from a one-way ANOVA model, we can actually find M. The interaction
space is defined as C(M,). The sum of squares for interaction is Y'M,Y".
It is just the sum of squares left over after explaining as much as possible
with p, the a;s, and the n;s. The degrees of freedom for the interaction are

1
r(My) = T(M - EJ’? - M, — M,,)

=ab—-1-(a-1)—(b-1)=(a—1)(b—1).

The algebraic formula for the interaction sum of squares can be found as
follows:
SS(v) = Y'M,Y = [M,YV[M,Y], (1)

where
1 1
MY = (M—Jg—Ma—Mn>Y:MY—JZZY—MQY—MHY.
n n

With M the projection operator for a one-way ANOVA, all of the terms
on the right of the last equation have been characterized, so

1
<M - EJ:} - M, — Mn) Y = [tijnl,

where
tisge = Yije = Yoo = Wi = Y) = (G- — §or)
= Yij. — Vi —Yj- t Y.
It follows immediately from (1) that
a b N
SS() = > 2D g = G~ Ty 71
i=1 j=1k=1
a b

NY S i — G — g + 5%

i=1 j=1
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The expected value of Y'M,Y is 0?(a — 1)(b — 1) + /X'M, X 3. The
second term is a quadratic form in the ;s because
(M —My—M,—[1/n]J})X, =0 for r = 0,1,...,a + b. The algebraic
form of 5’ X'M, X[ can be found by substituting p+ o; +1; + 755 for yiji.
Simplification gives

FXMXB=NY [y =5 — 75— 71>
ij
The expected values of Y'M,Y, Y'M,Y, and Y'(1/n)JY are now dif-
ferent from those found for the no interaction model. As above, algebraic

forms can be computed by substitution into the algebraic forms for the
Yi;kS. For instance,

E(Y'M,Y)=0%(a—1)+bN Y (a; + 5. — & —7.)?,
i=1

which depends on the v;;5 and not just the a;s. This implies that the
standard test is not a test that the a;s are all equal; it is a test that the
(o; + 7;.)s are all equal. In fact, since the column space associated with
the 7;;s spans the entire space, i.e., C(Xatpt1,- - Xatptrar) = C(X), all
estimable functions of the parameters are functions of the v;;s. To see this,
note that if A’ is not a function of the v;;s, but is estimable, then p'X; = 0,
i=a+b+1,...,a+ b+ ab, and hence N = p’X = 0; so N3 is identically
Zero.

If we impose the “usual” side conditions, a. = 7. = v;. = v; = 0, we
obtain, for example,

E(Y'M,Y)=0%(a—1)+bN Y o,

i=1

which looks nice but serves no purpose other than to hide the fact that
these new «; terms are averages over any interactions that exist.

As we did for a two-way ANOVA without interaction, we can put a single
degree of freedom constraint on, say, C (M, ), by choosing a function A3
such that A = p’X and p'M = p’ M,,. However, such a constraint no longer
yields a contrast in the a;s. To examine p’ M, X3, we examine the nature
of M,Xg. Since M,Y is a vector whose rows are made up of terms like
(Yi.. — g...), algebraic substitution gives M, X as a vector whose rows are
terms like (a; + ;. — @ — 7..). N8 = p’ M, X will be a contrast in these
terms or, equivalently, in the (c; + 9;.)s. Such contrasts are generally hard
to interpret. A contrast in the terms (a; 4+ 7;.) will be called a contrast in
the « space. Similarly, a contrast in the terms (n; + 7.;) will be called a
contrast in the 1 space.

There are two fundamental approaches to analyzing a two-way ANOVA
with interaction. In both methods, the test for whether interaction adds to
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the two-way without interaction model is performed. If this is not signif-
icant, the interactions are tentatively assumed to be zero. If the effect of
the interaction terms is significant, the easiest approach is to do the entire
analysis as a one-way ANOVA. The alternative approach consists of trying
to interpret the contrasts in C'(M,) and C(M,) and examining constraints
in the interaction space.

7.2.1 INTERACTION CONTRASTS

We now consider how to define and test constraints on the interac-
tion space. The hypothesis Hy : N3 = 0 puts a constraint on the
interaction space if and only if N = p/’X has the property p/’M =
p' (M — M, — M, —[1/n]J}}). To find hypotheses that put constraints on
the interaction space, it suffices to find p L C(My + M, + [1/n]J}}) or,
alternately, p’X; =0,i=0,...,a+b.

The goal of the following discussion is to characterize vectors in the in-
teraction space, i.e., to characterize the vectors M p that have the property
P X;=0fori=0,...,a+b. A convenient way to do this is to characterize
the vectors p that have two properties: 1) Mp = p, and 2) p’X; = 0 for
1=0,...,a+b. The second property ensures that Mp is in the interaction
space.

First we find a class of vectors that are contained in the interaction space.
From this class of vectors we will get a class of orthogonal bases for the
interaction space. The class of vectors and the class of orthogonal bases
are found by combining a contrast in the « space with a contrast in the
space. This method leads naturally to the standard technique of examining
interactions. Finally, a second class of vectors contained in the interaction
space will be found. This class contains the first class as a special case. The
second class is closed under linear combinations, so the second class is a
vector space that contains a basis for the interaction space but which is
also contained in the interaction space. It follows that the second class is
precisely the interaction space.

At this point a problem arises. It is very convenient to write down
ANOVA models as was done in Example 7.2.1, with indices to the right in
¥i;jk changing fastest. It is easy to see what the model looks like; it is easy
to see that the model can be written in a similar manner for any choices
of a, b, and N. In the example it would be easy to find a vector that is
in the interaction space, and it would be easy to see that the technique
could be extended to cover any two-way ANOVA problem. Although it is
easy to see how to write down models as in the example, it is awkward to
develop a notation for it. It is also less than satisfying to have a proof that
depends on the way in which the model is written down. Consequently,
the material on finding a vector in the interaction space will be presented
in three stages: an application to Example 7.2.1, a comment on how that
argument can be generalized, and finally a rigorous presentation.
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EXAMPLE 7.2.2. In the model of Example 7.2.1, let d' = (dy,da,d3) =
(1,2,-3) and ¢’ = (¢1,¢2) = (1,—1). The d;s determine a contrast in the
o space and the c¢;s determine a contrast in the n space. Consider
[d'®c] = [c1dy,cady, crdy, cady, crds, cads)
= [17_172u_27_3a3];

and since N = 4, let

1
o= 4[d’ ]®Jf:Z[cllef,CleJf,...,CngJf]

= S[L,1,1,1,-1,-1,-1,-1,2,2,2,2, -2, -2, -2, -2,

—

b ) ) )

S

-3,-3,-3,-3,3,3,3,3].

It is easily seen that p is orthogonal to the first six columns of X; thus M p
is in the interaction space. However, it is also easily seen that p € C(X),
so M p = p. The vector p is itself a vector in the interaction space.

Extending the argument to an arbitrary two-way ANOVA written in
standard form, let d’ = (dy,...,d,) with >0, d; =0 and ¢’ = (c1,...,¢p)
with ZS‘:I ¢; = 0. The d;s can be thought of as determining a contrast
in the a space and the c;s as determining a contrast in the n space. Let
o= 1/N)dod|eJN,ie.,

/

1
p=—(adiJ) eadi JY . apdi JY Jerdy YL cpda JYY).

N (
It is clear that p’X; = 0fori =0,...,a+band p € C(Xatbt1,-- -, Xatbtab)
so p'M = p’ and p’ X3 = 0 puts a constraint on the correct space.

To make the argument completely rigorous, with d and c¢ defined as
above, take

1
p = [pij] where p;j = N(dicj).

Using the characterizations of Xo, ..., Xq4p from Section 1 we get
1
PXo=3 .2 > yldies) =3 di) e; =0,
i j k i J
forr=1,...,a

X, = ZZZ (dicj)oi = d, ZC]—O
and for s=1,...,b

P Xars = ZZZ (dic;) ]5—05,Zd—0.
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This shows that Mp is in the interaction space.

To show that Mp = p, we show that p € C(X). We
need to characterize C(X). The columns of X that correspond
to the «;s are the vectors Xgipt1,..., Xarbtap. Reindex these as

X1,1)s X1,2)5 - X(1,0)5 -+ X(2,1)5 - +» X(a,p)- Thus X(; ;) is the column of
X corresponding to y;;. We can then write

X(r,s) = [tiju]  where tiji = (i j)(r,5)
and d(; jy(r,s) = L if (i,5) = (r,s), and 0 otherwise. It is easily seen that

a b
Xo=> > Xuj,

i=1 j=1
b
XT :ZX(T*j) r= 1,...,&,
j=1

a
Xa-l—s:ZX(i,s) SZl,...,b.
i=1

This shows that C(X) = C(X(1,1), X(1,2),- - - » X(a,p))- (In the past, we have
merely claimed this result.) It is also easily seen that

a b diC‘
P=2_> X
i=1 j=1
so that p € C(X).

We have found a class of vectors contained in the interaction space. If
we find (a — 1)(b — 1) such vectors, say p,, r =1,...,(a—1)(b— 1), where
pr. (M — My — M, —[1/n]J}}) ps = 0 for any r # s, then we will have an
orthogonal basis for C(M — M, — M, —[1/n]J7). Consider now another pair
of contrasts for « and n, say d* = (df,...,d}) and ¢* = (c,...,c})’, where
one, say ¢* = (c},...,c;)’, is orthogonal to the corresponding contrast in
the other pair. We can write

p« = pijr]  where pijy = dici /N

and we know that > ¢ | df = 22:1 c; = 22:1 cjc; = 0. With our choices
of p and p.,
p'(M — Mo — My —[1/n]J3) ps = plps
a b N
= NT) DD didiey]
i=1 j=1k=1

a b
_ —1 e L
= N g d;d; g ¢ic;
i=1 =1

= 0.
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Since there are (a — 1) orthogonal ways of choosing d’ = (dy,...,d,) and
(b—1) orthogonal ways of choosing ¢’ = (¢1,. .., ), there are (a—1)(b—1)
orthogonal vectors p that can be chosen in this fashion. This provides the
desired orthogonal breakdown of the interaction space.

To actually compute the estimates of these parametric functions, recall
that M is the perpendicular projection operator for a one-way ANOVA.
With p chosen as above,

a b
PXB= Z Z d;icj7ij-
i=1 j=1
Its estimate is
a b
p/MY = Z Z dicjgij-
i=1 j=1
and its variance is
a b
o2’ Mp = o?p'p = o> Z Z dic/N.
i=1 j=1

A handy method for computing these is to write out the following two-
way table:

C1 C2 ce Cp h;
di | Y- Yo 0 Y | M
do | Yo1.  Yo2. - Yob. | ho
da yal- gal e gah ha
gj g1 g2 T 9

where h; = 22:1 ¢;¥ij. and g; = >, d;y;;.. We can then write

b a
pIMY = Zngj = ZthZ
j=1 i=1

Unfortunately, not all contrasts in the interaction space can be defined as
illustrated here. The (a—1)(b—1) orthogonal vectors that we have discussed
finding form a basis for the interaction space, so any linear combination of
these vectors is also in the interaction space. However, not all of these linear
combinations can be written with the method based on two contrasts.

Let @ = [gi;] be any a x b matrix such that J,Q =0 and QJ, =0, (i.e.,
gi- = 0 = ¢.;). If the model is written down in the usual manner, the vectors
in the interaction space are the vectors of the form p = (1/N)Vec(Q')® Jy.
In general, we write the vector p with triple subscript notation as

p = [pijk] where p;jr = qij/N with ¢;. =¢.; =0. (2)
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First, note that linear combinations of vectors with this structure retain
the structure; thus vectors of this structure form a vector space. Vectors
p with this structure are in C'(X), and it is easily seen that p'X; = 0
for i = 0,1,...,a + b. Thus, a vector with this structure is contained in
the interaction space. Note also that the first method of finding vectors
in the interaction space using a pair of contrasts yields a vector of the
structure that we are currently considering, so the vector space alluded to
above is both contained in the interaction space and contains a basis for
the interaction space. It follows that the interaction space is precisely the
set of all vectors with the form (2).

Exercise 7.1 Prove the claims of the previous paragraph. In par-
ticular, show that linear combinations of the vectors presented retain their
structure, that the vectors are orthogonal to the columns of X correspond-
ing to the grand mean and the treatment effects, and that the vectors based
on contrasts have the same structure as the vector given above.

For estimation and tests of single degree of freedom hypotheses in the
interaction space, it is easily seen, with p taken as above, that

a b
P/Xﬂ = Z Z qijVij

i=1 j=1

a b
P'MY = Z Z 4ijYij-

i=1j=1

a b
Var(p’MY) = o Z Z q;;/N.
i=1 j=1

Table 7.2 gives the ANOVA table for the balanced two-way ANOVA with
interaction. Note that if N = 1, there will be no pure error term available.
In that case, it is often assumed that the interactions add nothing to the
model, so that the mean square for interactions can be used as an estimate
of error for the two-way ANOVA without interaction. See Example 13.2.4
for a graphical procedure that addresses this problem.

Exercise 7.2 Does the statement “the interactions add nothing
to the model” mean that 11 = 12 = --- = Y17 If it does, justify the
statement. If it does not, what does the statement mean?
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TABLE 7.2. Two-Way Analysis of Variance Table with Interaction.

171

Matrix Notation

Source df SS
Grand Mean 1 Y’ (%Jﬁ) Y
Treatments(a) a—1 Y'M,Y
Treatments(n) b—1 Y'M,Y
Interaction(y) (a—1)(b—-1) Y' (M = Mo — M, — L£J3)Y
Error n —ab Y'(I - M)Y
Total n = abN Y'Y
Source SS E(MS)
Grand Mean SSGM o’ + X (LJ7) X
Treatments(a) SS() o>+ B X' Mo X3/(a—1)
Treatments(n) SS(n) o+ X' M,XB/(b—1)
Interaction () (a—1)(b—1) >+ B X' M, XB3/(a—1)(b—1)
Error SSE o?
Total SSTot

Algebraic Notation
Source df SS
Grand Mean dfGM n"ty? = ng?.
Treatments(a) df () NS (Fi — o)’
Treatments(n) df (n) aN Z;Zl @5 —7..)°
Interaction(y) df () N (i = i = G + g.)?
Error de Zijk (yijk - gij.)Q
Total dfTot Zij A yfj b
Source MS E(MS)
Grand Mean SSGM o +abN(p+ & + 7. +7.)°
Treatments(a)  SS(a)/(a—1) o+ PN (o + 7 —a — 7.)?
Treatments(n) SS(n)/(b—1) o + 2% s+ =0 — 3.)?
Interaction()  SS(/A(Y)  0* 4 2o S (v — e — 7 47
Error SSE/(n — ab) o?




172 7. Multifactor Analysis of Variance

Two final comments on exploratory work with interactions. If the (a —
1)(b — 1) degree of freedom F test for interactions is not significant, then
neither Scheffé’s method nor the LSD method will allow us to claim signif-
icance for any contrast in the interactions. Bonferroni’s method may give
significance, but it is unlikely. Nevertheless, if our goal is to explore the
data, there may be suggestions of possible interactions. For example, if you
work with interactions long enough, you begin to think that some interac-
tion contrasts have reasonable interpretations. If such a contrast exists that
accounts for the bulk of the interaction sum of squares, and if the corre-
sponding F test approaches significance, then it would be unwise to ignore
this possible source of interaction. (As a word of warning though, recall
that there always exists an interaction contrast, usually uninterpretable,
that accounts for the entire sum of squares for interaction.) Second, in ex-
ploratory work it is very useful to plot the cell means. For example, one
can plot the points (4, §;;.) for each value of j, connecting the points to give
b different curves, one for each j. If the « treatments correspond to levels
of some quantitative factor z;, plot the points (x;,;;.) for each value of
j. If there are no interactions, the plots for different values of j should be
(approximately) parallel. (If no interactions are present, the plots estimate
plots of the points (4, t+ c; +n;). These plots are parallel for all j.) Devia-
tions from a parallel set of plots can suggest possible sources of interaction.
The data are suggesting possible interaction contrasts, so if valid tests are
desired, use Scheffé’s method. Finally, it is equally appropriate to plot the
points (j, 7;;.) for all ¢ or a corresponding set of points using quantitative
levels associated with the 7 treatments.

7.3 Polynomial Regression and the Balanced
Two-Way ANOVA

Consider first the balanced two-way ANOVA without interaction. Suppose
that the ith level of the « treatments corresponds to some number w; and
that the jth level of the n treatments corresponds to some number z;. We
can write vectors taking powers of w; and z;. For r = 1,...,a — 1 and
s=1,...,b—1, write

W' = [tijk] where %51, = wy
7" = [tijk] where tijk = Zf

Note that W0 = 20 = J.

ExampLE 7.3.1.  Consider the model y;;, = p+ o +n; +eiji, 1 = 1,2, 3,
j=1,2, k =1,2. Suppose that the « treatments are one, two, and three
pounds of fertilizer and that the 7 treatments are five and seven pounds of
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manure. Then if Y = (y111, Y112, Y121, Y122, Y211, - - -, Y322)’, we have
wh=(1,1,1,1,2,2,2,2,3,3,3,3)
W2 =(1,1,1,1,4,4,4,4,9,9,9,9)
zZ' = (5,5,7,7,5,5,7,7,5,5,7,7).
From the discussion of Section 6.7 on polynomial regression and one-way
ANOVA, we have

CILW ... oWl = O(Xo,X1,...,Xa)
C(JaZI,~~'aZb71) = C(X()?Xa—i-la"'aXa—‘rb)

and thus
cwh o owet zh 2 = O(Xo, X1,y Xass)-

Fitting the two-way ANOVA is the same as fitting a joint polynomial in
w; and z;. Writing the models out algebraically, the model

Yijk = H+ 04 + N5 + 4k,
i=1,...,a,5=1,...,b, k=1,..., N is equivalent to
Yijk = Bo,0 + Browi + -+ Ba—1,0wd 4+ Boazj + oo+ 5071]712?71 + eijk,

i1=1,...;a,j=1,...,b, k=1,..., N. The correspondence between con-
trasts and orthogonal polynomials remains valid.
We now show that the model
Yijk =+ i + 15+ Yij + €ijk
is equivalent to the model

a—1b—1

Yijk = E E Brsw; 23 + €.

i=0 j=0

EXAMPLE 7.3.1 CONTINUED. The model y;;1 = p+a; +n; + 75 +€s5k is
equivalent to y;jx = Boo + Brow; + Baow? + Bo12; + Lr1w;i 2 + Barwiz; + €ijks
where w1 =1, wo =2, w3 =3, 21 =5, 20 = 7.

The design matrix for this polynomial model can be written

S=[nwhtw? o owet zt Lz
Wizt o owilzbEtwrzh o o wertz )
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where for any two vectors in R"™, say U = (u1,...,u,) and V =
(v1,...,0,), we define VU to be the vector (viuy, vaug, ..., vpty) .

To establish the equivalence of the models, it is enough to notice that
the row structure of X = [Xo, X1,..., Xatbt+ap) i the same as the row
structure of S and that r(X) = ab = r(S). C(X) is the column space of
the one-way ANOVA model that has a separate effect for each distinct set
of rows in S. From our discussion of pure error and lack of fit in Section 6.6,
C(S) C C(X). Since r(S) = r(X), we have C(S) = C(X); thus the models
are equivalent.

We would like to characterize the test in the interaction space that is
determined by, say, the quadratic contrast in the a space and the cubic
contrast in the 1 space. We want to show that it is the test for W2Z3, i.e.,
that it is the test for H() : ﬂgg = 0 in the model Yijk = ﬂ00+ﬂ10wi+ﬂ20w? +
Bo12j + Boaz; + B3} + Briwizj + frawi 2] + Prawiz + Barwy zj + Pagw; 25 +
ﬂggwfz? + eijk. In general, we want to be able to identify the columns
WrZ® r >1,s > 1 with vectors in the interaction space. Specifically, we
would like to show that the test of W”Z° adding to the model based on
C(WizJ :i=0,...,m,7=0,...,5]) is precisely the test of the vector in
the interaction space defined by the rth degree polynomial contrast in the
« space and the sth degree polynomial contrast in the 1 space. Note that
the test of the rth degree polynomial contrast in the « space is a test of
whether the column W adds to the model based on C(J, W1,... ., W7), and
that the test of the sth degree polynomial contrast in the 7 space is a test
of whether the column Z* adds to the model based on C(J, Z1,..., Z*).

It is important to remember that the test for W”Z*® adding to the
model is not a test for W"Z° adding to the full model. It is a test
for WTZ® adding to the model spanned by the vectors W'Z7, i =
0,...,7, j = 0,...,8 where W° = 720 = Jl As discussed above,
the test of the vector in the interaction space corresponding to the
quadratic contrast in the a space and the cubic contrast in the 7
space should be the test of whether W?2Z3 adds to a model with
CJL,wt w2 zY 72 723 Wizt WiZz2 WtZz3 W2zl W2Z2 W?Z3). In-
tuitively, this is reasonable because the quadratic and cubic contrasts are
being fitted after all terms of smaller order.

As observed earlier, if A’ = p’X, then the constraint imposed by
MNB = 0 is Mp and the test of M8 = 0 is the test for drop-
ping Mp from the model. Using the Gram-Schmidt algorithm, find
Roo,Ri0,...,Ra—1,0,Ro,1,..., Rop—1,R1,1,...,Ra—1,p—1 by orthonormal-
izing, in order, the columns of S. Recall that the polynomial con-

trasts in the «;s correspond to the vectors R;o ¢ = 1,...,a — 1
and that C(R1y,...,Re—1,0) = C(M,). Similarly, the polynomial con-
trasts in the 7;s correspond to the vectors Rp; j = 1,...,b — 1 and

C(Ro1,--.,Ro,a-1) = C(M,). If the test of '3 = 0 is to test whether,
say, Z° adds to the model after fitting Z7, j = 1,...,s — 1, we must have
C(Mp) = C(Ro,s). Similar results hold for the vectors W7.
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First, we need to examine the relationship between vectors in C'(M,,) and
C(M,,) with vectors in the interaction space. A contrast in the « space is
defined by, say (d1, . ..,d,), and a contrast in the 7 space by, say (c1,...,¢p).
From Chapter 4, if we define

P1 = [tijk] where tijk = dl/Nb

and
P2 = [tijk} where tijk = cj/Na,

then py € C(M,), p2 € C(M,), ;1 X3 = > ¢ di(a; +7:.), and po X3 =
22:1 ¢;j(n; +7.5). The vector p;1ps is

pP1P2 = [tijk] Where tijk = NﬁQ(ab)fldicj,

which is proportional to the vector in the interaction space corresponding
to (di,...,d,) and (c1,...,cp).

From this argument, it follows that since R, o is the vector (constraint) in
C(M,) for testing the rth degree polynomial contrast and Ry s is the vector
in C'(M,) for testing the sth degree polynomial contrast, then R, (R s
is a vector in the interaction space. Since the polynomial contrasts are
defined to be orthogonal, and since R, o and Ry s are defined by polynomial
contrasts, our discussion in the previous section about orthogonal vectors
in the interaction space implies that the set {R, oRoslr=1,...,a—1,s =
1,...,b—1} is an orthogonal basis for the interaction space. Moreover, with
R, and Ry ¢ orthonormal,

[RroRo,s)' [RroRo,s] = 1/abN.

We now check to see that (abN)Y'[R, oRo s|[Rr0Ro,s)'Y/MSE provides
a test of the correct thing, i.e., that W"Z*% adds to a model containing all
lower order terms. Since, by Gram-Schmidt, for some a;s and b;s we have
Rr,O = agW" +a1W7"_1 +-- -+ar,1W1 —l—aTJ}l and Ro)s =boZ* +blZS‘1 +
oot bs_1Z + bsJ}, we also have

RyoRo.s = aghoW'™Z° + 3 0, 2° W™
j=1

+ Z aW'™'Z° + Z Z ab; Z° W
=1

j=11i=1
Letting R1 0 = Ro1 = J, it follows immediately that

C(RLQROJZiZO,...,T,jZO,...,S)
CCW'Z9:i=0,...,r,j=0,...,5).
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However, the vectors listed in each of the sets are linearly independent and
the number of vectors in each set is the same, so the ranks of the column
spaces are the same and

C(Riy()RO’jIiZO,...,T,jZO,...7S)
=CW'Z7:i=0,...,7,j=0,...,5).

The vectors R; gRy,; are orthogonal, so abN R, oRo s|[Rr0Ro,s] is the pro-
jection operator for testing if W Z*% adds to the model after fitting all terms
of lower order. Since R, oRj s was found as the vector in the interaction
space corresponding to the rth orthogonal polynomial contrast in the «;s
and the sth orthogonal polynomial contrast in the n;s, the technique for
testing if W"Z* adds to the appropriate model is a straightforward test of
an interaction contrast.

7.4 Two-Way ANOVA with Proportional
Numbers

Consider the model

Yijk = B+ o + 15 + €5k,
i=1,...,a, 5 = 1,...,b, k = 1,...,N;;. We say that the model has
proportional numbers if for 7,7/ =1,...,a and 7,7 = 1,...,b,

Nij/Nij = Nyj/Nyjr .

The special case of N;; = N for all ¢ and j is the balanced two-way ANOVA.
The analysis with proportional numbers is in the same spirit as the anal-
ysis with balance presented in Section 1. After fitting the mean, pu, the
column space for the a treatments and the column space for the 7 treat-
ments are orthogonal. Before showing this we need a result on the Njs.

Lemma 7.4.1. If the N;;s are proportional, then for any r =1,...,a
and s=1,...,b
N,.s =N, Ng/N..
PROOF. Because the numbers are proportional
Niers = Ner'Ls .
Summing over i and j yields

b b
N,sN.. = N, za: Z Nij = za: Z N,;jNis = N,.N,.

i=1 j=1 i=1 j=1
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Dividing by N.. gives the result. |

As in Section 1, we can write the design matrix as X =
[Xo,Xl, N 7Xa+b]; where XO = JTlL7

X, =[tijr] tijrk=0;r 1r=1,...,a

Xavs = [Uijr] Uik =055 s=1,...,b
Orthogonalizing with respect to J} gives
N,.
Z,,:XT—N”J r=1,...,a
N.s
Za+s:Xa+s_F”J 8:1,...,b.
It is easily seen that forr=1,...,a,s=1,...,b,
N,. N. N,. N.
/ _ _ o s LR
ZatsZr = Nrs = Nos N.. Nr. N.. N N.. N.. 0
Exercise 7.3 Find the ANOVA table for the two-way ANOVA

without interaction model when there are proportional numbers. Find the
least squares estimate of a contrast in the «;s. Find the variance of the
contrast and give a definition of orthogonal contrasts that depends only on
the contrast coeflicients and the Njjs. If the ays correspond to levels of a
quantitative factor, say x;s, find the linear contrast.

The analysis when interaction is included is similar. It is based on re-
peated use of the one-way ANOVA.

Exercise 7.4 Find the ANOVA table for the two-way ANOVA with
interaction model when there are proportional numbers.

7.5 Two-Way ANOVA with Unequal Numbers:
General Case

Without balance or proportional numbers, there is no simplification of the
model, R(a|u,n) # R(a|p), and R(n|p, o) # R(n|p). We are forced to
analyze the model on the basis of the general theory alone.

First consider the two-way ANOVA without interaction

Yijk = 1+ @ +1j + €45k,

t=1,...,a,5=1,...,b, k = 1,..., N;;. Note that we have not excluded
the possibility that N;; = 0.
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One approach to analyzing a two-way ANOVA is by model selection.
Consider R(a|u,n) and R(n|u, «). If both of these are large, the model is
taken as

Yijk = M+ Qg +1)5 + €ijk.
If, say, R(a|p,n) is large and R(n|u, @) is not, then the model

Yijk = 1+ Q4 + €ijk

should be appropriate; however, a further test of « based on R(a|u) may
give contradictory results. If R(«|p) is small and R(a, n|p) is large, we have
a problem: no model seems to fit. The treatments, o and 7, are together
having an effect, but neither seems to be helping individually. A model with
p and « is inappropriate because R(a|u) is small. A model with p and 7 is
inappropriate because if ;1 and 1 are in the model and R(«|u, n) is large, we
need « also. However, the model with u, a, and 7 is inappropriate because
R(n|p, ) is small. Finally, the model with u alone is inappropriate because
R(a, n|p) is large. Thus, every model that we can consider is inappropriate
by some criterion. If R(a,n|un) had been small, the best choice probably
would be a model with only u; however, some would argue that all of u, «
and 7 should be included on the basis of R(«|p,n) being large.

Fortunately, it is difficult for these situations to arise. Suppose
R(a|p,m) = 8 and R(a|pn) = 6, both with two degrees of freedom. Let
R(n|p, o) = 10 with four degrees of freedom, and M SE = 1 with 30 de-
grees of freedom. The .05 test for « after p and 7 is

[8/2]/1 =4 > 3.32 = F(.95, 2, 30).
The test for « after y is
[6/2]/1 =3 < 3.32 = F(.95,2,30).
The test for n after 4 and « is
[10/4]/1 = 2.5 < 2.69 = F(.95, 4, 30).

The test for o and 7 after p is based on R(a, n|u) = R(a|p) + R(n|p, o) =
6 + 10 = 16 with 2 4+ 4 = 6 degrees of freedom. The test is

[16/6]/1 = 2.67 > 2.42 = F(.95,6, 30).

Although the tests are contradictory, the key point is that the P values
for all four tests are about .05. For the first and last tests, the P values
are just below .05; for the second and third tests, the P values are just
above .05. The real information is not which tests are rejected and which
are not rejected. The valuable information is that all four P values are
approximately .05. All of the sums of squares should be considered to be
either significantly large or not significantly large.
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Because of the inflexible nature of hypothesis tests, we have chosen to
discuss sums of squares that are either large or small, without giving a pre-
cise definition of what it means to be either large or small. The essence of
any definition of large and small should be that the sum of two large quan-
tities should be large and the sum of two small quantities should be small.
For example, since R(«a,n|p) = R(a|p) + R(n|p, ), it should be impos-
sible to have R(«|u) small and R(n|u, @) small, but R(«,n|u) large. This
consistency can be achieved by the following definition that exchanges one
undefined term for another. Large means significant or nearly significant.

With this approach to the terms large and small, the contradiction al-
luded to above does not exist. The contradiction was based on the fact that
with R(alw,n) large, R(n|u, ) small, R(«|u) small, and R(a,n|p) large,
no model seemed to fit. However, this situation is impossible. If R(n|u, «)
is small and R(«|u) is small, then R(«, n|x) must be small; and the model
with p alone fits. (Note that since R(au,n) is large but R(a, n|p) is small,
we must have R(n|u) small; otherwise, two large quantities would add up
to a small quantity.)

I find the argument of the previous paragraph convincing. Having built
a better mousetrap, I expect the world to beat a path to my door. Unfor-
tunately, I suspect that when the world comes, it will come carrying tar
and feathers. It is my impression that in this situation most statisticians
would prefer to use the model with all of u, «, and 7. In any case, the
results are sufficiently unclear that further data collection would probably
be worthwhile.

Table 7.3 contains some suggested model choices based on various sums
of squares. Many of the suggestions are potentially controversial; these are
indicated by asterisks.

The example that has been discussed throughout this section is the case
in the fourth row and second column of Table 7.3. The entry in the second
row and fourth column is similar.

The entry in the second row and second column is the case where each
effect is important after fitting the other effect, but neither is important
on its own. My inclination is to choose the model based on the results of
examining R(c, n|p). On the other hand, it is sometimes argued that since
the full model gives no basis for dropping either a or n individually, the
issue of dropping them both should not be addressed.

The entry in the third row and third column is very interesting. Each
effect is important on its own, but neither effect is important after fitting
the other effect. The corresponding models (2 and 3 in the table) are not
hierarchical, i.e., neither column space is contained in the other, so there is
no way of testing which is better. From a testing standpoint, I can see no
basis for choosing the full model; but since both effects have been shown
to be important, many argue that both effects belong in the model. One
particular argument is that the structure of the design matrix is hiding
what would otherwise be a significant effect. As will be seen in Chapter 14,
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TABLE 7.3. Suggested Model Selections:

7. Multifactor Analysis of Variance

Two-Way

ANOVA Without Interaction (Unequal Numbers).

Table Entries Are Models as Numbered Below

R(alp,m) L S
R(nlp, o)  R(a|p) R(nlp) L S L S
L L 1 1 3%
S 1 4,1* 3 4,1%
S L 2% 2 1,2,3% 2
S I 4,1% 3 4

L indicates that the sum of squares is large.

S indicates that the sum of squares is small.

I indicates that the sum of squares is impossible.
* indicates that the model choice is debatable.
Models

1yije = p+ o + 15 + eijk

2 Yije = 1+ o + ek

3 Yijk = 1+ nj + eijk

4yijr = 1+ eijk

with collinearity in the design matrix that is quite possible.

The entries in the third row, first column and first row, third column are
similar. Both effects are important by themselves, but one of the effects
is not important after fitting the other. Clearly, the effect that is always
important must be in the model. The model that contains only the effect
for which both sums of squares are large is an adequate substitute for the
full model. On the other hand, the arguments in favor of the full model
from the previous paragraph apply equally well to this situation.

Great care needs to be used in all the situations where the choice of
model is unclear. With unequal numbers, the possibility of collinearity in
the design matrix (see Chapter 14) must be dealt with. If collinearity ex-
ists, it will affect the conclusions that can be made about the models. Of
course, when the conclusions to be drawn are questionable, additional data
collection would seem to be appropriate.

The discussion of model selection has been predicated on the assumption
that there is no interaction. Some of the more bizarre situations that come
up in model selection are more likely to arise if there is an interaction that
is being ignored. A test for interaction should be made whenever possible.
Of course, just because the test gives no evidence of interaction does not
mean that interaction does not exist, or even that it is small enough so
that it will not affect model selection.

Finally, it should be recalled that model selection is not the only possible
goal. One may accept the full model and only seek to interpret it. For the
purpose of interpreting the full model, R(«|p) and R(n|pn) are not very
enlightening. In terms of the full model, the hypotheses that can be tested
with these sums of squares are complicated functions of both the as and
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the ns. The exact nature of these hypotheses under the full model can be
obtained from the formulae given below for the model with interaction.
We now consider the two-way model with interaction. The model can be
written
Yijk = 1+ i + 15 + Yij + €ijk, (1)

i=1,...,a,5=1,...,b, k =1,...,N;;. However, for most purposes, we
do not recommend using this parameterization of the model. The full rank
parameterization

Yijk = Hij + €ijk (2)
is much easier to work with. The interaction model has the column space
of a one-way ANOVA with unequal numbers.

Model (1) lends itself to two distinct orthogonal breakdowns of the sum
of squares for the model. These are

R(p), R(alp), R(nlp, o), R(y|u, o, n)

and
R(p), R(nlp), R(alw,n), R(y[u,a,n).

If R(7y|p, o, n) is small, one can work with the reduced model. If R(vy|u, v, n)
is large, the full model must be retained. Just as with the balanced model,
the F tests for o and 7 test hypotheses that involve the interactions. Using
the parameterization of model (2), the hypothesis associated with the test
using R(a|u) is that for all ¢ and ¢/,

b b
ZNijNij/Ni‘ = ZNi’jHi’j/Ni'~ .

Jj=1 Jj=1

The hypothesis associated with the test using R(«|u,n) is that for all 4,

b a b
Z Nijpij — Z ZNijNi/j#i’j/Nj =0.
j=1

i'=1j=1

Since pt;; = p+ o +1; + 745, the formulae above can be readily changed to
involve the alternative parameterization. Similarly, by dropping the ;;, one
can get the hypotheses associated with the sums of squares in the no inter-
action model. Neither of these hypotheses appears to be very interesting.
The first of them is the hypothesis of equality of the weighted averages,
taken over j, of the p;;s. It is unclear why one should be interested in
weighted averages of the u;;s when the weights are the sample sizes. For
many purposes, a more reasonable hypothesis would seem to be that the
simple averages, taken over j, are all equal. The second hypothesis above is
almost uninterpretable. In terms of model selection, testing for main effects
when there is interaction does not make much sense. The reduced model
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corresponding to such a test is not easily identifiable, so it is not surprising
that the parametric hypotheses corresponding to these tests are not very
interpretable.

A better idea seems to be to choose tests based directly on model (2). For
example, the hypothesis of equality of the simple averages fi;. (i.e., i;. = iy
fori,i’ =1,...,a) is easily tested using the fact that the interaction model
is really just a one-way ANOVA with unequal numbers.

At this point we should say a word about computational techniques,
or rather explain why we will not discuss computational techniques. The
difficulty in computing sums of squares for a two-way ANOVA with inter-
action and unequal numbers lies in computing R(c|u,n) and R(n|u, «).
The sums of squares that are needed for the analysis are R(7|u,a,n),
R(a|u,n), R(n|p, @), R(alp), R(nlp), and SSE. SSE is the error com-
puted as in a one-way ANOVA. R(a|u) and R(n|p) are computed as in
a one-way ANOVA, and the interaction sum of squares can be written as
R(y|p, o, n) = R(y|p) = R(n|p, a) = R(c|p), where R(v|p) is computed as in
a one-way ANOVA. Thus, only R(a|u,n) and R(n|u, «) present difficulties.

There are formulae available for computing R(«|u,n) and R(n|u, «), but
the formulae are both nasty and of little use. With the advent of high
speed computing, the very considerable difficulties in obtaining these sums
of squares have vanished. Moreover, the formulae add very little to one’s
understanding of the method of analysis. The key idea in the analysis is
that for, say R(n|u, ), the n effects are being fitted after the « effects. The
general theory of linear models provides methods for finding the sums of
squares and there is little simplification available in the special case.

Of course, there is more to an analysis than just testing treatment ef-
fects. As mentioned above, if there is evidence of interactions, probably the
simplest approach is to analyze the p;; model. If there are no interactions,
then one is interested in testing contrasts in the main effects. Just as in
the one-way ANOVA, it is easily seen that all estimable functions of the
treatment effects will be contrasts; however, there is no assurance that all
contrasts will be estimable. To test a contrast, say a; — ag = 0, the sim-
plest method is to fit a model that does not distinguish between «; and as,
see Example 3.2.0 and Section 3.5. In the two-way ANOVA with unequal
numbers, the model that does not distinguish between a; and as may or
may not have a different column space from that of the unrestricted model.

EXAMPLE 7.5.1. Scheffé (1959) (cf. Bailey, 1953) reports on an experiment
in which infant female rats were given to foster mothers for nursing and
the weights, in grams, of the infants were measured after 28 days. The
two factors in the experiment were the genotypes of the infants and the
genotypes of the foster mothers. In the experiment, an entire litter was given
to a single foster mother. The variability within each litter was negligible
compared to the variability between different litters, so the analysis was
performed on the litter averages. Table 7.4 contains the data.



7.5 Two-Way ANOVA with Unequal Numbers: General Case 183

TABLE 7.4. Infant Rats Weight Gain
with Foster Mothers.

Genotype of | Genotype of Foster Mother
Litter A F I J

A 61.5 55.0 52.5 42.0

68.2 42.0 61.8 54.0

64.0 60.2 49.5 61.0

65.0 52.7 48.2
59.7 39.6
F 60.3 50.8 56.5 51.3

51.7 64.7 59.0 40.5
49.3  61.7 47.2
48.0 64.0 53.0

62.0

I 37.0 56.3 39.7 50.0
36.3 69.8 46.0 43.8
68.0 67.0 61.3 54.5
55.3
55.7

J 59.0 59.5 45.2 44.8
57.4 52.8 57.0 51.5
54.0 56.0 61.4 53.0
47.0 42.0

54.0

We use the two-way ANOVA model
Yijk = G + L + Mj + [LM];j + eiju, (3)

where L indicates the effect of the litter genotype and M indicates the effect
of the foster mother genotype. Tables 7.5 and 7.6 contain, respectively, the
sums of squares for error for a variety of submodels and the corresponding
reductions in sums of squares for error and F' tests.

TABLE 7.5. Sums of Squares Error for
Fitting Models to the Data of Table 7.4.

Model Model SSE df
G+L+M+ LM [LM)] 2441 45
G+L+M [L][M] 3265 54
G+ L [L] 4040 57
G+ M [M] 3329 57
G [G] 4100 60

Some percentiles of the F' distribution that are of interest in evaluating
the statistics of Table 7.6 are F(.9,9,45) = 1.78, F'(.99,3,45) = 4.25, and
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TABLE 7.6. F Tests for Fitting Models to the Data of Ta-

ble 7.4.

Reduction in SSE df MS F*
R(LM|L, M,G) = 3265 — 2441 =824 9  91.6  1.688
R(M|L,G) = 4040 — 3265 = 775 3 258.3 4.762
R(L|G) — 4100 — 4040 = 60 3 20.0  0.369
R(L|M,G) = 3329 — 3265 = 64 3 21.3 0.393
R(M|G) — 4100 —3329=771 3 257.  4.738
R(L, M|G) = 4100 — 3265 = 835 6 139.2 2.565

* All F statistics were calculated using MSE([LM]) = 2441/45 =
54.244 in the denominator.

F(.95,6,45) = 2.23. Clearly, the litter—-mother interaction and the main
effect for litters can be dropped from model (3). However, the main effect
for mothers is important. The smallest model that fits the data is

Yije = G+ M; + eiji.

This is just a one-way ANOVA model and can be analyzed as such. By
analogy with balanced two-factor ANOVAs, tests of contrasts might be
best performed using M SE([LM]) rather than MSE([M]) = 3329/57 =
58.40. The mean values for the foster mother genotypes are reported in
Table 7.7, along with the number of observations for each mean. It would
be appropriate to continue the analysis by comparing all pairs of means.
This can be done with either Scheffé’s method, Bonferroni’s method, or the
LSD method. The LSD method with o = .05 establishes that genotype J is
distinct from genotypes A and F. (Genotypes F and I are almost distinct.)
Bonferroni’s method with a = .06 establishes that J is distinct from F' and
that J is almost distinct from A.

TABLE 7.7. Mean Values for Foster Mother
Genotypes.

Foster Mother Parameter N.; Estimate
G+ M, 16 55.400
G + Mo 14 58.700
G + M3 16 53.363
G+ My 15 48.680

S~
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Exercise 7.5 Analyze the following data as a two-factor ANOVA
where the subscripts ¢ and j indicate the two factors.
YijkS
7 1 2 3

j 110620 1.228 0.615
1.342  3.762 2.245
0.669 2.219 2.077
0.687 4.207 3.357
0.155
2.000
2 | 1.182 3.080 2.240
1.068 2.741  0.330
2.545 2.522  3.453
2.233  1.647 1.527
2.664 1.999 0.809
1.002 2,939 1.942
2.506
4.285
1.696

The dependent variable is a mathematics ineptitude score. The first factor
identifies economics majors, anthropology majors, and sociology majors,
respectively. The second factor identifies whether the student’s high school
background was rural (1) or urban (2).

Exercise 7.6 Analyze the following data as a two-factor ANOVA
where the subscripts ¢ and j indicate the two factors.
YijkS
i 1 2 3

7 111620 2.228 2.999
1.669 3.219 1.615
1.155 4.080
2.182

3.545

2 | 1.342 3.762 2.939
0.687 4.207 2.245
2.000 2.741 1.527

1.068 0.809
2.233 1.942
2.664
1.002

The dependent variable is again a mathematics ineptitude score and the
levels of the first factor identify the same three majors as in Exercise 7.5. In
this data set, the second factor identifies whether the student is left-handed
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(1) or right-handed (2).

7.6 Three or More Way Analyses

With balanced or proportional numbers, the analyses for more general mod-
els follow the same patterns as those of the two-way ANOVA. (Proportional
numbers can be defined in terms of complete independence in higher di-
mensional tables, see Fienberg (1980) or Christensen (1997).) Consider, for
example, the model

Yijkm = B+ & + 15 + Y% + (om)ij + (@7)ie + (07)jk + (@nY)ijk + €ijrm

i=1,...,a,5=1,...;b0,k=1,...,¢c, m=1,..., N. The sums of squares
for the main effects of «, 1, and v are based on the one-way ANOVA
ignoring all other effects, e.g.,

b
SS(n) = acN Y (§.j.. — §...)> (1)
j=1

The sums of squares for the two-way interactions, an, a7y, and 7y are
obtained as in the two-way ANOVA by ignoring the third effect, e.g.,

SS(ay) =bN Y > ik — Five = Gk + §)” (2)

i=1 k=1

The sum of squares for the three-way interaction anvy is found by sub-
tracting all of the other sums of squares (including the grand mean’s) from
the sum of squares for the full model. Note that the full model is equivalent
to the one-way ANOVA model

Yijkm = Mijk + €5k

Sums of squares and their associated projection operators are defined from
reduced models. For example, M, is the perpendicular projection operator
for fitting the ns after p in the model

Yijkm = K+ 1 + €ijk-
The subscripts ¢, k, and m are used to indicate the replications in this
one-way ANOVA. SS(n) is defined by
SS(n) =Y'M,Y.

The algebraic formula for SS(n) was given in (1). Similarly, My, is the
projection operator for fitting the (a-y)s after u, the as, and the +ys in the
model

Yijkm = b+ i + v + (@Y)ik + €ijk-
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In this model, the subscripts j and m are used to indicate replication. The
sum of squares SS(a7) is

SS(ay) = Y'M,,Y.

The algebraic formula for SS(ay) was given in (2). Because all of the
projection operators (except for the three-factor interaction) are defined
on the basis of reduced models that have previously been discussed, the
sums of squares take on the familiar forms indicated above.

The one new aspect of the model that we are considering is the inclusion
of the three-factor interaction. As mentioned above, the sum of squares
for the three-factor interaction is just the sum of squares that is left after
fitting everything else, i.e.,

SS(any) = R((any)|p, o, m, v, (am), (), (17))-

The space for the three-factor interaction is the orthogonal complement
(with respect to the space for the full model) of the design space for the
model that includes all factors except the three-factor interaction. Thus,
the space for the three-factor interaction is orthogonal to everything else.
(This is true even when the numbers are not balanced.)

In order to ensure a nice analysis, we need to show that the
spaces associated with all of the projection operators are orthogonal
and that the projection operators add up to the perpendicular projec-
tion operator onto the space for the full model. First, we show that
C(M,, My, My, M, My, Mo~, M,,) is the column space for the model

Yijkem = B+ i + 15 + v+ (an)ijg + (@y)ix + (07)jk + €ijks

and that all the projection operators are orthogonal. That the column
spaces are the same follows from the fact that the column space of the
model without the three-factor interaction is precisely the column space
obtained by combining the column spaces of all of the two-factor with
interaction models. Combining the spaces of the projection operators is
precisely combining the column spaces of all the two-factor with interaction
models. That the spaces associated with all of the projection operators are
orthogonal follows easily from the fact that all of the spaces come from
reduced models. For the reduced models, characterizations have been given
for the various spaces. For example,

C(M,) = {v|v = [Vijim], Where vjpm, = d; for some dy, ..., dy
with d. = 0}.

Similarly,

C(Mary) = {w|w = [wijkm], where w;jgm = ri for some ri

withr;. =rp=0fori=1,...,a,k=1,...,c}.
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With these characterizations, it is a simple matter to show that the pro-
jection operators define orthogonal spaces.

Let M denote the perpendicular projection operator for the full model.
The projection operator onto the interaction space, My, has been defined
as

Moy = M — [My, + Mo + My + My + Moy + Moy + My, ];

thus
M =M, + Mo + My + My + May + Moy + Myy + Mayy

and the spaces of all the projection operators on the right of the second
equation are orthogonal to each other.

Exercise 7.7 Show that C(M,) L C(M,y) and that C(M,,) L
C(Mga~). Give an explicit characterization of a typical vector in C(Mayy)
and show that your characterization is correct.

If the «, n, and ~ effects correspond to quantitative levels of some factor,
the three-way ANOVA corresponds to a polynomial in three variables. The
main effects and the two-way interactions can be dealt with as before. The
three-way interaction can be broken down into contrasts such as the linear-
by-linear-by-quadratic.

For unequal numbers, the analysis can be performed by comparing mod-
els.

EXAMPLE 7.6.1.  Table 7.8 below is derived from Scheffé (1959) and gives
the moisture content (in grams) for samples of a food product made with
three kinds of salt (A), three amounts of salt (B), and two additives (C).
The amounts of salt, as measured in moles, are equally spaced. The two
numbers listed for some treatment combinations are replications. We wish
to analyze these data.

TABLE 7.8. Moisture Content of a Food Product.

A (salt) 1 2 3
B (amount salt) 1 2 3 1 2 3 1 2 3
1 8 17 22 7 26 34 10 24 39
13 20 10 24 9 36

C (additive)
2|5 11 16| 3 17 32| 5 16 33
4 10 15 5 19 29 4 34

We will consider these data as a three-factor ANOVA. From the structure
of the replications, the ANOVA has unequal numbers. The general model
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for a three-factor ANOVA with replications is
Yijkm = G+ A + B + Ci + [ABij + [ACi, + [BCl i + [ABClijk + €ijkm-

Our first priority is to find out which interactions are important. Table 7.9
contains the sum of squares for error and the degrees of freedom for error
for all models that include all of the main effects. Each model is identified in
the table by the highest order terms in the model (cf. Table 7.5, Section 5).
Readers familiar with methods for fitting log-linear models (cf. Fienberg,
1980 or Christensen, 1997) will notice a correspondence between Table 7.9
and similar displays used in fitting three-dimensional contingency tables.
The analogies between selecting log-linear models and selecting models for
unbalanced ANOVA are pervasive.

TABLE 7.9. Statistics for Fitting Models to
the Data of Table 7.8.

Model SSE df F*
[ABC] 32.50 14
[AB][AC][BC] 39.40 18 743
[AB][AC)] 45.18 20 910
[AB][BC] 40.46 20 572
[AC][BC] 333.2 22 16.19
[AB][C] 45.75 22 713
[AC][B] 346.8 24 13.54
(BC)[A] 339.8 24 13.24
[A][B][C] 351.1 26 11.44

* The F statistics are for testing each model
against the model with a three-factor interaction,
i.e., [ABC]. The denominator of each F statistic is
MSE([ABC]) = 32.50/14 = 2.3214.

All of the models have been compared to the full model using F' statis-
tics in Table 7.9. It takes neither a genius nor an F table to see that the
only models that fit the data are the models that include the [AB] inter-
action. A number of other comparisons can be made among models that
include [AB]. These are [AB][AC][BC| versus [AB][AC], [AB][AC][BC]
versus [AB][BC], [AB][AC|[BC] versus [AB][C], [AB][AC] versus [AB][C],
and [AB][BC] versus [AB][C]. None of the comparisons show any lack of
fit. The last two comparisons are illustrated below.

[AB][AC] versus [AB][C]
R(AC|AB,C) = 45.75 — 45.18 = 0.57
F = (0.57/2)/2.3214 = .123

[AB][BC] versus [AB][C]
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R(BC|AB,C) = 45.75 — 40.46 = 5.29
F =(5.29/2)/2.3214 = 1.139

Note that, by analogy to the commonly accepted practice for balanced
ANOVAs, all tests have been performed using M SE([ABC]), that is, the
estimate of pure error from the full model.

The smallest model that seems to fit the data adequately is [AB][C]. The
F statistics for comparing [AB][C] to the larger models are all extremely
small. Writing out the model [AB][C], it is

Yijkm = G + A + Bj + Cx + [ABlij + €ijrm.

We need to examine the [AB] interaction. Since the levels of B are quanti-
tative, a model that is equivalent to [AB][C] is a model that includes the
main effects for C' but, instead of fitting an interaction in A and B, fits a
separate regression equation in the levels of B for each level of A. Let z;,
j = 1,2,3 denote the levels of B. There are three levels of B, so the most
general polynomial we can fit is a second-degree polynomial in x;. Since
the levels of salt were equally spaced, it does not matter much what we
use for the z;s. The computations were performed using z; = 1, x = 2,
x3 = 3. In particular, the model [AB][C] was reparameterized as

Yijkm = Ao + Az + Aiﬂ? + Ci + €ijm. (3)

With a notation similar to that used in Table 7.9, the SSE and the dfE
are reported in Table 7.10 for model (3) and three reduced models.

TABLE 7.10. Additional Statistics for
Fitting Models to the Data of Table 7.8.

Model SSE df
[40][A1][A2][C] 45.75 22
[Aol[A1][C] 59.98 25
[Ao][A1] 262.0 26
[4o][C] 3130. 28

Note that the SSE and df reported in Table 7.10 for [Ao][A1][A2][C] are
identical to the values reported in Table 7.9 for [AB][C]. This, of course,
must be true if the models are merely reparameterizations of one another.
First we want to establish whether the quadratic effects are necessary in
the regressions. To do this we test

[A0][A1][A2][C] versus [Ao][A4][C]

R(Az| Ay, Ag, C) = 59.88 — 45.75 = 14.23
F = (14.23/3)/2.3214 = 2.04.
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Since F'(.95,3,14) = 3.34, there is no evidence of any nonlinear effects.

At this point it might be of interest to test whether there is any linear
effect. This is done by testing [Ao][A41][C] against [Ao][C]. The statistics
needed for this test are given in Table 7.10. Instead of actually doing the
test, recall that no models in Table 7.9 fit the data unless they included
the [AB] interaction. If we eliminated the linear effects, we would have a
model that involved none of the [AB] interaction. (The model [Ao][C] is
identical to the ANOVA model [A][C].) We already know that such models
do not fit.

Finally, we have never explored the possibility that there is no main effect
for C. This can be done by testing

[Ap][A1][C] versus [Ag][A1]

R(C|Ay, Ag) = 262.0 — 59.88 = 202
F = (202/1)/2.3214 = 87.

Obviously, there is a substantial main effect for C, the type of food additive.
Our conclusion is that the model [Ap][A1][C] is the smallest model yet
considered that adequately fits the data. This model indicates that there is
an effect for the type of additive and a linear relationship between amount
of salt and moisture content. The slope and intercept of the line may depend
on the type of salt. (The intercept of the line also depends on the type of
additive.) Table 7.11 contains parameter estimates and standard errors for
the model. All estimates in the example use the side condition C; = 0.

TABLE 7.11. Parameter Estimates
and Standard Errors for the Model
Yijkm = Aio + Anxj + Cr + €ijim.

Parameter Estimate S.E.
A1 3.350 1.375
Aqq 5.85 .5909
Aagq —3.789 1.237
Aoy 13.24 .5909
Asg —4.967 1.231
Asq 14.25 .5476
Cq 0. none
Co —5.067 .5522

Note that, in lieu of the F' test, the test for the main effect C' could be
performed by looking at ¢ = —5.067/.5522 = —9.176. Moreover, we should
have t? = F. The t statistic squared is 84, while the F statistic reported
earlier is 87. The difference is due to the fact that the S.E. reported uses
the MSE for the model being fitted, while in performing the F' test we
used the MSE([ABCY).
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Are we done yet? No! The parameter estimates suggest some additional
questions. Are the slopes for salts 2 and 3 the same, i.e., is Ay; = A317 In
fact, are the entire lines for salts 2 and 3 the same, i.e., are Ay = Az,
Aoy = Azp? We can fit models that incorporate these assumptions.

Model SSE df
[Ao][A4][C] 59.88 25
[Ao][A1][C], Agy = Asy 63.73 26

[Ao][A1][C], A1 = A3y, Agg = Azg 66.97 27

It is a small matter to check that there is no lack of fit displayed by any
of these models. The smallest model that fits the data is now [Ag][A1][C],
Agy = Aszq, Asg = Aszg. Thus there seems to be no difference between salts
2 and 3, but salt 1 has a different regression than the other two salts. (We
did not actually test whether salt 1 is different, but if salt 1 had the same
slope as the other two, then there would be no interaction and we know
that interaction exists.) There is also an effect for the food additives. The
parameter estimates and standard errors for the final model are given in
Table 7.12.

TABLE 7.12. Parameter Estimates
and Standard Errors for the Model
[A0][A1][C], A21 = A3z1, A2 = Aso.

Parameter  Estimate S.E.
Ao 3.395 1.398
Aqq 5.845 .6008
Ao —4.466 .9030
Agq 13.81 4078
Cq 0. none
Co —5.130 .5602

Are we done yet? Probably not. We have not even considered the validity
of the assumptions. Are the errors normally distributed? Are the variances
the same for every treatment combination? Some methods for addressing
these questions are discussed in Chapter 13. Technically, we need to ask
whether C; = Cy in this new model. A quick look at the estimate and
standard error for Cy answers the question in the negative. We also have
not asked whether A1y = Asg. Personally, I find this last question so un-
interesting that I would be loath to examine it. However, a look at the
estimates and standard errors suggests that the answer is no.

As mentioned in Example 7.6.1, the correspondences between log-linear
models and unbalanced ANOVAs are legion. Often these correspondences
have been overlooked. We have just considered a three-factor unbalanced
ANOVA. What would we do with a four-factor or five-factor ANOVA?
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There is a considerable amount of literature in log-linear model theory
about how to select models when there are a large number of factors. In
particular, Benedetti and Brown (1978) and Christensen (1997) have sur-
veyed strategies for selecting log-linear models. Those strategies can be
applied to unbalanced ANOVAs with equal success.

I might also venture a personal opinion that statisticians tend not to
spend enough time worrying about what high-dimensional ANOVA models
actually mean. Log-linear model theorists do worry about interpreting their
models. Wermuth (1976) has developed a method of searching among log-
linear models that have nice interpretations, cf. also Christensen (1997). I
believe that her method could be applied equally well to ANOVA models.

Exercise 7.8 Analyze the following three-way ANOVA: The treat-
ments (amount of flour, brand of flour, and brand of shortening) are indi-
cated by the subscripts i, 7, and k, respectively. The dependent variable
is a “chewiness” score for chocolate chip cookies. The amounts of flour
correspond to the quantitative factors,

i 1 2 3
z; 32 44 6.8

The data are:

YijkS YijkS
ilk|i 1 2 3 j i1 2 3
1)1 1.620 3.228 6.615 211 2.282  5.080 8.240
1.342  5.762 8.245 2.068 4.741 6.330
8.077 3.545  4.522 9.453
7.727
112 2.669 6.219 11.357 || 2 | 2 4.233  4.647 7.809
2.687 8.207 4.664 4.999 8.942
2.155 3.002  5.939
4.000 4.506
6.385
3.696
7.7 Additional Exercises
Exercise 7.7.1 In the mid-1970s, a study on the prices of various

motor oils was conducted in (what passes for) a large town in Montana.
The study consisted of pricing four brands of oil at each of nine stores. The
data are given below.
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Brand
Store P H \Y Q
1 87 95 95 82
2 96 104 106 97
3 75 87 81 70
4 81 94 91 77
5 70 85 87 65
6 85 98 97 83
7 110 123 128 112
8 83 98 95 78
9 105 120 119 98
Analyze these data.
Exercise 7.7.2 An experiment was conducted to examine thrust

forces when drilling under different conditions. Data were collected for four
drilling speeds and three feeds. The data are given below.

Speed

Feed | 100 250 400 550
121 98 83 58
124 108 81 59
.005 | 104 87 88 60
124 94 90 66
110 91 86 56

329 291 281 265
331 265 278 265
.010 | 324 295 275 269
338 288 276 260
332 297 287 251

640 569 551 487
600 575 552 481
.015 | 612 565 570 487
620 573 546 500
623 588 569 497

Analyze these data.

Exercise 7.7.3 Consider the model
Yijk = 1+ o + 15 + 7ij + €ijk,

1=1,2,3,4,7=1,2,3, k=1,..., Ny, where for ¢ # 1 # j, N;; = N and
N71; = 2N. This model could arise from an experimental design having «
treatments of No Treatment (NT), a1, as, ag and n treatments of NT, by,
bo. This gives a total of 12 treatments: NT, a1, ao, as, b1, a1b1, asby, azby
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ba, a1ba, asbs, and asbs. Since N'T is a control, it might be of interest to
compare all of the treatments to NT. If NT is to play such an important
role in the analysis, it is reasonable to take more observations on NT than
on the other treatments. Find sums of squares for testing

(a
(b
(c
(d

) no differences between a1, as, as,

) no differences between by, b,

) no {a1,az,as} x {b1,ba} interaction,

) no differences between NT and the averages of a1, as, and az when

there is interaction,

(e) no differences between NT and the average of a;, as, and a3 when
there is no interaction present,

(f) no differences between NT and the average of by and b when there
is interaction,

(g) no differences between NT and the average of by and b when there
is no interaction present.

Discuss the orthogonality relationships among the sums of squares. For
parts (e) and (g), use the assumption of no interaction. Do not just repeat
parts (d) and (f)!

Exercise 7.7.4 Consider the linear model y;; = p+a; +n; +e€;5, 1 =
1,...,a,5=1,...,b. Asin Section 1, we can write the design matrix as X =
[Xo, X1,y Xa, Xat1,- - Xatp) If we write the observations in the usual

order, we can use Kronecker products to write the design matrix. Write
X = [J, X«, Xus], where X, = [X1,..., X,], and X = [Xat1,- - Xatb]-
Using Kronecker products, X, = [I,®Jy], and X, = [J,®I}]. In fact, with
n=ab, J = J, = [J, ® Jp]. Use Kronecker products to show that X, (I —
[1/n]J™M) X, = 0. In terms of Section 1, this is the same as showing that
C(Z1,...,Za) L C(Zyy1, -y Zats). Also show that [(1/a)J¢ ® Ip) is the
perpendicular projection operator onto C'(X,.) and that M, = [(1/a)J¢ ®
(I, — (1/)J2)]

Exercise 7.7.5 Consider the balanced two-way ANOVA with in-
teraction model y;;x = p+ o + 15 + Vi +eyr, t=1,...,a,j=1,...,0,
k=1,...,N with e;;xs independent N(0,c?). Find E[Y’(%Jg + M,)Y] in
terms of p, the a;s, the n;s, and the v;;s.
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8
Experimental Design Models

The design of an experiment is extremely important. It identifies the class
of linear models that can be used to analyze the results of the experiment.
Perhaps more accurately, the design identifies large classes of models that
are inappropriate for the analysis of the experiment. Finding appropriate
models can be difficult even in well-designed experiments.

In this chapter we examine three models used to analyze results obtained
from three specific experimental designs. The designs are the completely
randomized design, the randomized complete block design, and the Latin
square design. We also examine a particularly effective method of defining
treatments for situations in which several factors are of interest.

In related work, Appendix G examines estimation for completely ran-
domized designs and randomized complete block designs under an alterna-
tive error structure. The error structure in Appendix G is derived from the
random application of treatments to experimental units.

Blocking is one of the most important concepts in experimental design.
Blocking is used to reduce variability for the comparison of treatments.
Blocking consists of grouping experimental units that will act similarly into
blocks and then (randomly) applying the treatments to the units in each
block. A randomized complete block design is one in which each block has
exactly the same number of units as there are treatments. Each treatment
is applied once in each block. If there are more units than treatments,
we can have a complete block with replications. If there are fewer units
than treatments, we have an incomplete block design. A major issue in
the subject of experimental design is how one should assign treatments to
blocks in an incomplete block design. Latin square designs are complete
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block designs that incorporate two separate forms of blocking.

The analysis of balanced incomplete block designs is derived in Sec-
tion 9.4. Alternative methods for blocking designs are examined in the
exercises for Section 11.1 and in Section 12.11. For an excellent discussion
of the concepts underlying the design of experiments, see Fisher (1935) or
Cox (1958). For more detailed discussion of the design and analysis of exper-
iments, there are many good books including Hinkelmann and Kempthorne
(1994), Cochran and Cox (1957), or [blush, blush] Christensen (1996a).

8.1 Completely Randomized Designs

The simplest experimental design is the completely randomized design. It
involves no blocking. The experimental technique is simply to decide how
many observations are to be taken on each treatment, obtain an adequate
number of experimental units, and apply the treatments to the units (ran-
domly). The standard model for this design is

Yij = p+ a; + ey,

i=1,...,a,5=1,...,N;, E(e;;) = 0, Var(e;;) = 02, Cov(e;j,eyj) =0 if
(2,7) # (i',4). This is a one-way ANOVA model and is analyzed as such.

8.2 Randomized Complete Block Designs: Usual
Theory

The model usually assumed for a randomized complete block design is
Yij = b+ o + B + e,

1= 1,...,(1, ] = ].,‘..,b7 E(eij) = 0, Var(eij) = 02, Cov(eij,ei/j/) =
0 if (¢,5) # (¢/,7'). The ;s stand for an additive effect for each block;
the ay;s are an additive effect for each treatment. It is assumed that any
block-treatment interaction is error so that an estimate of o2 is available.
This randomized complete block model is just a two-way ANOVA without
interaction.

In this chapter, we are presenting models that are generally used for ana-
lyzing experiments conducted with certain standard experimental designs.
Many people believe that these models are useful only because they are
good approximations to linear models derived from the random applica-
tion of the treatments to experimental units. This randomization theory
leads to the conclusion that there is no valid test for block effects. On the
other hand, there is nothing in the two-way ANOVA model given above to
keep one from testing block effects. It is my opinion that this contradiction
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arises simply because the two-way ANOVA model is not very appropri-
ate for a randomized complete block design. For example, a basic idea of
blocking is that results within a block should be more alike than results
in different blocks. The two-way ANOVA, with only an additive effect for
blocks, is a very simplistic model. Another key idea of blocking is that it
reduces the variability of treatment comparisons. It is not clear how the
existence of additive block effects reduces variability in a two-way ANOVA.
The question of how blocking achieves variance reduction is addressed in
Exercise 8.1. Exercises 11.4 through 11.6 discuss alternative models for
complete block designs.

Appendix G defines linear models for completely randomized designs
and randomized complete block designs that are based on randomization
theory. It is shown, using Theorem 10.4.5 (or Proposition 2.7.5), that least
squares estimates are BLUEs for the randomization theory models.

Exercise 8.1 Using a randomized complete block design is supposed
to reduce the variability of treatment comparisons. If the randomized com-
plete block model is taken as

yij = u —+ (673 + 6]' —+ eij, el-js md N(0,02),

i =1,...,a, 5 = 1,...,b, argue that the corresgonding variance for a
completely randomized design should be o2 + i (1 — fi.)? /b, where
pi = p+ B

Hint: Figure out what population a completely randomized design would
have to be sampled from.

8.3 Latin Square Designs

A Latin square is a design that allows for treatment effects and two different
kinds of block effects. The number of treatments must equal the number
of blocks of each kind. On occasion, the design is used with two kinds of
treatments (each with the same number of levels) and one block effect.

ExaMPLE 8.3.1. A 4 x 4 Latin square has four treatments, say, 171, T3,
T3, Ty. Consider the block effects as row effects, Ry, Rs, Rz, and R4 and
column effects Cy, Cs, C3, and Cy. We can diagram one example of a 4 x 4
Latin square as

|G G, C3 Cy
R | T T, T3 Tu
R | T T3 T, T,
Ry | T3 Tuw T1 Ty
R\ Ty TW Tn Ts
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The key idea is that each treatment occurs once in each row and once in
each column.

The model for an a x a Latin square design is
Yijk = b+ o6 + B + vk + €ijis

E(eijk) = 07 Var(eijk) = 0'2, Cov(eijk,eilj/k/) =0if (Z,],k) 7é (i/,j/,k/).
The correspondence between the rows, columns, and treatments and the
effects in the model is: «; is the effect for row R;, 3; is the effect for column
Cj, and 7, is the effect for treatment Tj. The subscripting in this model
is unusual. The key point is that in a Latin square if you know the row
and the column, the Latin square design tells you what the treatment is,
so the three subscripts do not vary freely. In particular, we can specify
i=1,...,a,5=1,...,a, k € {1,2,...,a} and k = f(i, ), where for each
i, f(,7) is a one to one function of {1,2,...,a} onto itself, and the same
is true for each j. As in the case of the randomized complete block design,
this model makes no distinction between treatment effects and the two sets
of block effects.

To derive the analysis of the Latin square model, we need to show that
after fitting u, the spaces for the three main effects are orthogonal. Before
proceeding, note again that the terms y;; are overindexed. There are a?
terms but a® possible combinations of the indices. Any two of the indices
serve to identify all of the observations. For example, the mean of all a?
observations is

1 a a 1 a a 1 a a
Y. = EZZ%M = Ezzyijk = ajzlzyijb
j=1k=1

i=1 j=1 i=1 k=1

We will use triple index notation to describe the rows of the design matrix.
Write the design matrix as X = [Xo, X1, ..., X34, where Xy = J,

Xr = [ui] Uijr =0 T =1,...,a,
Xays = [uij] uijir =055 s=1,...,a,
Xogyt = [Uijk] Uijr =0t t=1,...,a.

EXAMPLE 8.3.2. The model for the 4 x 4 Latin square of Example 8.3.1
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is

ryin] 11 00010001 00 07
Y122 1100001000100 .
Y133 11000001 000T10]|]["
Y144 1100000071000 1]|™
Y1 1010010000100
Y223 10100010000T1GO0]|[|™
Y234 101000010000 1]
Y241 101000001100 o0]]|™
vas| 1100101000001 0||%2Te
Y324 100100100000 1]|]|™
Y331 10010001 0100o0|]|™
Y342 100100001010 0]||M"
Ya14 100011000000 1|
Yaz1 1000101007100 0]|]|
Yaz2 1000100710010 0] 7"
lyais] L1 00010001001 0l

Orthogonalizing columns 1 to 3a of X with respect to J gives the matrix
Z with columns

Zy = Xo
X!J

J'J

Zi = Xi—SEJ=X,- %7 i=1,.. 3.
a

The three spaces C(Z1,...,2Z,), C(Zas1,y. .., Z24), and C(Zags1,- -5 Z3a)

are orthogonal. For example, withr =1,...,aand t=1,...,a,
Z/ZQCL—H = i i <6m“ - 1> (5kt - 1>
" _ a a
i=1 k=1
a a a a a a a a
= 2.2 b= > dwfa=D Y dufat) D 1/e’
i=1 k=1 i=1 k=1 i=1 k=1 i=1 k=1
= 1-1-1+1
0.

Similar computations establish the other orthogonality relationships.

Because of the orthogonality, the sum of squares for dropping, say, the
a;s from the model is just the sum of squares for dropping the «;s from a
one-way ANOVA model that ignores the 8; and ; effects. The ANOVA
table is
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ANOVA
Source df SS E(MS)
I 1 a*g?. o>+ adi(p+a +8 +7)°
a a—1 ay i (G —5)? P+ Y (- a)?
B a—1 ad i (G —g-) 0P+ 20 (B~ B)?
7 a1 e @k =5 S T (e =)
Error (a—2)(a—1) by subtraction a?
Total a? Yo Z;lzl Yiik

Estimation and testing in one of the treatment (block) spaces depends
only on the appropriate projection operator. Since we have the usual one-
way ANOVA projection operators, estimation and testing are performed in
the usual way.

The Latin square model assumes that the (a3), (), (87), and (af7)
interactions are nonexistent. This assumption is necessary in order to obtain
an estimate of error. If an outside estimate of o2 is available, it might
be hoped that the interactions could be examined. Unfortunately, it is
impossible to tell from which interaction the degrees of freedom called
“error” come from. For example, in the 4 x 4 Latin square of the example,
the (af) interaction can be broken up into three degrees of freedom for
and six degrees of freedom for error. Since a similar result holds for each
of the interactions, the six degrees of freedom for error involve all of the
interactions.

Exercise 8.2 In the 4 x 4 Latin square of the examples, show that
the nine degrees of freedom for (o) interaction are being divided into three
degrees of freedom for v and six degrees of freedom for error.

A Graeco-Latin square is a Latin square in which a second group of a
treatments has been applied so that each treatment in the second group
occurs once in each row, once in each column, and once with each of the
treatments from the first group.

Exercise 8.3 Derive the analysis for the Graeco-Latin square given
below. Use the model ynijr = p + an + B; + v + 0k + €nijk-

Cq Cs C3 Cy Cs
Ry | Thmy Tory Tz1s Tyme Tsmy
Ry | Tory T3y Tymy T3 ThiTs
Rs | T3ty Tuyrs Tsm2 Tity Tam
Ry | Tyry Tsmy Tits Tors 1371
Rs | Ts1s Thme Tory TI311 Ty73
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Extend the analysis to an arbitrary a x a Graeco-Latin square.

8.4 Factorial Treatment Structures

For each experimental design considered in this chapter, we have assumed
the existence of “a” treatments. Sometimes the treatments are chosen in
such a way that the treatment space can be conveniently broken into or-
thogonal subspaces. One of the most common methods of doing this is to
choose treatments with factorial structure.

Suppose that two or more different kinds of treatments are of interest.
Each kind of treatment is called a factor. Each factor is of interest at some
number of different levels. A very efficient way of gaining information on all
of the levels of all of the factors is to use what is called a factorial design. In
a factorial design, the treatments are taken to be all possible combinations
of the levels of the different factors. Since a factorial design refers only to
the treatment structure, factorial designs can be used with all of the designs
considered in this chapter as well as with balanced incomplete block designs
(cf. Section 9.4) and split plot designs (cf. Section 11.3).

ExAMPLE 8.4.1. An experiment is to be conducted examining the ef-
fects of fertilizer on potato yields. Of interest are two kinds of fertilizer,
a nitrogen-based fertilizer and a phosphate-based fertilizer. The two types
of fertilizer are factors. The nitrogen fertilizer is to be examined at two
levels: no nitrogen fertilizer (ng) and a single dose of nitrogen fertilizer
(n1). The phosphate fertilizer has three levels: no phosphate fertilizer (py),
a single dose of phosphate (p;), and a double dose of phosphate (p3). The
treatments are taken to be all six of the possible combinations:

NopPo  7MoP1 nop2 MN1Po TMip1 nip2-

The use of treatments with factorial structure has a number of advan-
tages. One is that it allows study of the interrelationships (interactions)
between the factors. In Example 8.4.1, it is possible to examine whether
the levels of phosphate have different effects depending on whether or not
nitrogen was applied. Another advantage is that if there are no interactions,
the experimental material is used very efficiently. Suppose that there is no
interaction between nitrogen and phosphate. The effect of nitrogen is the
difference in yields between experimental units that have the same level of
phosphate but different levels of nitrogen, that is,

nopPo — N1po,

nop1 — Nip1,
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and
nop2 — Nip2-

In each case, the only difference in the pair of treatments is the difference
in nitrogen. At the same time, the difference in, say, the effects of p; and
po2 can be examined by looking at the differences

nop1 — Nop2

and
nip1 —nip2-

The same treatments are used to obtain estimates of both the nitrogen
effect and the phosphate effect.

We now examine the analysis of designs having factorial treatment struc-
ture. Consider a randomized complete block design with ¢ blocks, where
the treatments are all combinations of two factors, say A and B. Suppose
factor A has a levels and factor B has b levels. The total number of treat-
ments is ab. Rewriting the model of Section 2 with 73, denoting treatment
effects and &, denoting block effects, we get

Ynk = b+ Tn + &k + enk, (1)

h=1,...,ab, k = 1,...,c. In this model, each treatment is indicated by
an index h. Since the treatments consist of all combinations of two factors,
it makes sense to use two indices to identify treatments: one index for each
factor. With this idea we can rewrite model (1) as

Yijk = H+ Tij + &k + €ijks (2)

i=1,...,a,5=1,....;b, k=1,...,c

Exercise 8.4 For model (1), C(M,) is given by Proposition 4.2.3.
What is C(M;) in the notation of model (2)?

The orthogonal breakdown of the treatment space follows from a repa-
rameterization of model (2). Model (2) can be rewritten as

Yijk = b+ i + B + (af)ij + §k + €ijk- (3)

The new parameterization is simply 7,; = a; + 8; + (af);;. Using the
ideas of Sections 7.1 and 7.2, the treatment space C'(M;) can be broken up
into three orthogonal subspaces: one for factor A, C'(M,), one for factor
B, C(Mp), and one for interaction, C(Myg). The analysis of model (3)
follows along the lines of Chapter 7. Model (3) is just a balanced three-way
ANOVA in which some of the interactions (namely, any interactions that
involve blocks) have been thrown into the error.
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In practice, it is particularly important to be able to relate contrasts in
the treatments (7;;8) to contrasts in the main effects (oys and G;s) and
contrasts in the interactions ((c3);;s). The relationship is demonstrated in
Exercise 8.5. The relationship is illustrated in the following example.

EXAMPLE 8.4.2. Consider the treatments of Example 8.4.1. There is one
contrast in nitrogen,

Ng 11

N| 1 -1

The two orthogonal polynomial contrasts in phosphate are:

| Po P1 P2
P linear —1 0 1
P quadratic 1 =2 1

The main effect contrasts define two orthogonal interaction contrasts: N —P
linear

| Po D1 P2
no -1 0 1
ni1 1 0 -1
and N — P quadratic
| Po D1 D2
no 1 -2 1
ny -1 2 -1

The corresponding contrasts in the six treatments are:

NoPo  MoeP1  NoP2  NipPo  MipP1 NP2
N 1 1 1 -1 -1 -1
P linear -1 0 1 -1 0 1
P quad. 1 -2 1 1 -2 1
N — P linear -1 0 1 1 0 -1
N — P quad. 1 -2 1 -1 2 —1

It is easily verified that these five contrasts are orthogonal.

Exercise 8.5 Show that the contrasts in the 7;;s corresponding to
the contrasts Y A\joy; and >° >~ Nimj(af)q; are D> iy and > >~ \iniTij,
respectively.

Hint: Any contrast in the 7;;s corresponds to a vector in C (M), just as
any contrast in the a;s corresponds to a vector in C'(M,) C C(M;). Recall
that contrasts are only defined up to constant multiples; and that contrasts
in the a;s also involve the interactions when interaction exists.
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8.5 More on Factorial Treatment Structures

We now present a more theoretical discussion of factorial treatment struc-
tures and some interesting new models.

For two factors, say « at s levels and 7 at ¢ levels, there are a total
of p = st treatment groups. Start by considering a linear model for the
data vy = (an)i; + eijk. In matrix form, the linear model ¥ = X3 + e
has X as the indicator matrix used for a one-way ANOVA model and
B =[(an)11,-..,(an)s]) containing a separate effect for every combination
of the two factors.

More generally, if we have r factors a; with s; levels respectively, the
factorial structure defines p = []/_, s; groups. We again take X to be the
one-way ANOVA indicator matrix and define § = [a,,. ;] as a vector
providing a separate effect for each combination of the factors.

The idea is that factorial models are defined by specifying a linear struc-
ture for the group parameters. This consists of putting a linear constraint
on 3, say 3 = Upx 47y for some known matrix U, cf. Section 3.3. For example,
in the two-factor model, one such linear constraint is to force an additive
main effects model for the data, y;;r = it + o; +1; + e45%. In matrix terms
using Kronecker products, this amounts to specifying that

I

8= (e nl e n] el |a| =Uy (1)
n
where a = (aq,...,as) and n = (n1,...,m)’. As in Section 3.3, the linear

model for the data has been transformed to ¥ = XU~ + e where the
model matrix is now XU, which is a reduced model relative to the original,
ie,, C(XU) C C(X). Note that if we define a linear structure for the
parameters, § = U~y and a reduced structure, i.e., 3 = Upyy where C(Uy) C
C(U), then this also defines a reduced linear model for the data in that
C(XUy) Cc C(XU).

I have no difficulty considering all such models to be factorial models, but
McCullagh (2000) proposes a more stringent definition involving “selection
invariance.” The idea is that if you drop various indices from various factors,
the model should somehow remain invariant. This idea can be executed in
the following way: Begin with a linear structure g = U~ but partition U
into sets of columns U = [Uy, Uy, ..., U] and then specify that

Ui=Va®Vi®- - @Vl (2)

Such structures should be sufficient to satisfy the basic idea of selection
invariance. However, as will be seen later, other interesting selection in-
variant factorial models require us to consider matrices U; that are linear
combinations of matrices with the structure (2).

An interesting aspect of factorial structures is dealing with factors that
have the same levels. Such factors are called homologous. Example 7.5.1
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involves genotypes of mothers and genotypes of litters, but the genotypes
are identical for the mothers and the litters, so it provides an example of
homologous factors. In the additive two-factor model y;;, = p+o;+n;+eijk
with s = ¢t and homologous factors, we might consider situations such as
symmetric additive effects where y;;r = 1 + o + a; + €55 or alternating
(skew symmetric) additive effects where y;;x = p + a; — o + €. As
illustrated in (1), we can write the additive model for the parameters in
matrix form as
"
ﬂ = U’)/ = [Jst,Ul,Ug] (0%
n
We can now specify symmetric additive effects by specifying a = n to get

i
B = [Jst, Ur, Ua] | | = [Jst, (U1 + Uz)] [g} ;
@
thus defining the linear model Y = X[Jg, (U1 + Us)] [Z} + e. Similarly,
specifying alternating additive effects « = —n leads to Y = X[Jg, (U; —
Us)] [Z} +e. In a 3 x 3 example with 5 = [(an)11, (an)1a, ..., (an)ss]’, the

additive main effects model has

1 1 00 1 0 07
1100010
1100001
1010100

U=[J,Ui,Us]=|1 0 1 0 0 1 0
1010001
1001100
1001010
1 001 00 1.

The symmetric additive effects and alternating additive effects models have

rt 2 0 07 rl 0 0 07
1 1 1 0 1 1 -1 0
1 1 0 1 1 1 0 -1
1 1 10 1 -1 1 0
[Jst>U1+U2] = 1.0 20 ) [Jsta(UlfUZ)] = 1 0 0 0 )
1 011 1 0 1 -1
1 1 01 1 -1 0 1
1 0 1 1 1 0 -1 1
L1 0 0 2. L1 0 0 0

respectively. Given the simple structure of the original one-way ANOVA
matrix X, the reduced model matrices X[ Jg, (U1 + Uz)] and X[Jg, (Ur —
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Us)] have structures very similar to [Jg, (U1 + Us)] and [Jg, (U — U2)].
However, these linear structures for the parameters are not of the form (2),
hence the need to consider linear combinations of terms like (2).

Models specifying such things as simple symmetry (an);; = (an);; can
also be specified quite easily by defining an appropriate U matrix, e.g.,

r(an)i1 ] 10 0 0 0 07
(om)12 010000
()13 00100 0|
()21 01000 0]|
(an)os | =B=Us=10 0 0 1 0 o] |9
()23 0000 10||%
G 00100 0||%
()32 0000 1 0|9
_(0677)33_ LO 0O 0 0 0 14

These also fit into the class of linear combinations of matrices with the
pattern (2), e.g., the column of U associated with ¢o3 can be written as

0 0 0 0
1l® |0 + 0| ® |1
0 1 1 0

These ideas also apply to generalized linear models. For example, in log-
linear models, symmetry is sometimes an interesting model, cf. Christensen
(1997, Exercise 2.7.10) and the symmetric additive effects model is the
model of marginal homogeneity, cf. Christensen (1997, Exercise 10.8.6).
See McCullagh (2000) for a more extensive and theoretical treatment of
these ideas.

8.6 Additional Exercises

Exercise 8.6.1 A study was performed to examine the effect of
two factors on increasing muscle mass in weight lifters. The first factor was
dietary protein level. The levels were use of a relatively low protein diet
(L) and use of a high protein diet (H). The second factor was the use of
anabolic steroids. The first level consisted of no steroid use (V) and the
second level involved the use of steroids (S). Subjects were chosen so that
one subject was in each combination of four height groups (i) and four
weight groups (j). Treatments are identified as LN, LS, HN, and HS.
The dependent variable is a measure of increase in muscle mass during
the treatment period. The study was replicated in two different years. The
height groups and weight groups changed from the first year to the second
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year. The design and data are listed below. Heights are the columns of the
squares and weights are the rows. Analyze the data.

Year 1
Weight
Trt(yijk) 1 2 3 4
1 LN(2.7) LS(4.6) HS(9.3) HN(0.0)
Height 2 LS(2.0) LN(5.00 HN(9.1) HS(4.5)
3 HN(6.4) HS(10.2) LS(6.1) LN(2.9)
4 HS(83) HN(6.3) LN(6.3) LS(0.9)
Year 2
Weight
Trt(yisx) 1 2 3 4
1 LN(8.6) LS(3.3) N(7.6) HS(9.0)
Height 2 LS(89) HN(4.7) HS(12 2) LN(5.2)
3 HN(10.0) HS(7.6) LN(12 3)  LS(5.4)
4 HS(10.0) LN(0.5) LS(5.0) HN(3.7)
Exercise 8.6.2 Show that the set of indicesi =1,...,a,j=1,...,a,

and k = (i + j + a — 1) mod(a) determines a Latin square design.
Hint: Recall that ¢ mod(a) is t modulo a and is defined as the remainder
when t is divided by a.
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Analysis of Covariance

Traditionally, analysis of covariance has been used as a tool in the analysis
of designed experiments. Suppose one or more measurements are made on
a group of experimental units. In an agricultural experiment, such a mea-
surement might be the amount of nitrogen in each plot of ground prior to
the application of any treatments. In animal husbandry, the measurements
might be the height and weight of animals before treatments are applied.
One way to use such information is to create blocks of experimental units
that have similar values of the measurements. Analysis of covariance uses
a different approach. In analysis of covariance, an experimental design is
chosen that does not depend on these supplemental observations. The con-
comitant observations come into play as regression variables that are added
to the basic experimental design model.

The goal of analysis of covariance is the same as the goal of blocking.
The regression variables are used to reduce the variability of treatment
comparisons. In this traditional context, comparisons among treatments
remain the primary goal of the analysis. Exercises 9.1 and 9.5 are important
practical illustrations of how this is accomplished. Snedecor and Cochran
(1980, Chapter 18) discuss the practical uses of analysis of covariance. Cox
(1958, Chapter 4) discusses the proper role of concomitant observations in
experimental design. Biometrics has devoted two entire issues to analysis
of covariance: Volume 13, Number 3, 1957 and Volume 38, Number 3, 1982.

From a theoretical point of view, analysis of covariance involves the anal-
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ysis of a model with a partitioned design matrix, say
_ B
v=ix.21| 7] +e, 1)

where X is an n X p matrix, Z is an n X s matrix, E(e) = 0, and Cov(e) =
o21. Analysis of covariance is a technique for analyzing model (1) based on
the analysis of the reduced model

Y =Xo+e. (2)

The point is that model (2) should be a model whose analysis is relatively
easy. In traditional applications, X is taken as the design matrix for a bal-
anced analysis of variance. The Z matrix can be anything, but traditionally
consists of columns of regression variables.

The practical application of general linear model theory is prohibitively
difficult without a computer program to perform the worst of the calcula-
tions. There are, however, special cases, notably simple linear regression,
one-way ANOVA, and balanced multifactor ANOVA, in which the calcula-
tions are not prohibitive. Analysis of covariance allows computations of the
BLUEs and the SSE for model (1) by doing several analyses on tractable
special cases plus finding the generalized inverse of an s X s matrix. Since
finding the generalized inverse of anything bigger than, say, a 3 x 3 matrix
is difficult for hand calculations, one would typically not want more than
three columns in the Z matrix for such purposes.

As mentioned earlier, in the traditional application of doing an ANOVA
while adjusting for the effect of some regression variables, the primary in-
terest is in the ANOVA. The regression variables are there only to sharpen
the analysis. The inference on the ANOVA part of the model is performed
after fitting the regression variables. To test whether the regression vari-
ables really help to sharpen the analysis, they should be tested after fitting
the ANOVA portion of the model. The basic computation for performing
these tests is finding the SSE for model (1). This implicitly provides a
method for finding the SSE for submodels of model (1). Appropriate tests
are performed by comparing the SSE for model (1) to the SSEs of the
various submodels.

Sections 1 and 2 present the theory of estimation and testing for general
partitioned models. Sections 3 and 4 present nontraditional applications of
the theory. Section 3 applies the analysis of covariance results to the prob-
lem of fixing up balanced ANOVA problems that have lost their balance
due to the existence of some missing data. Although applying analysis of
covariance to missing data problems is not a traditional experimental de-
sign application, it is an application that has been used for quite some time.
Section 4 uses the analysis of covariance results to derive the analysis for
balanced incomplete block designs.

I might also add that I personally find the techniques of Sections 1 and 2
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to be some of the most valuable tools available for deriving results in linear
model theory.

9.1 Estimation of Fixed Effects

To obtain least squares estimates, we break the estimation space of model
(9.0.1) into two orthogonal parts. As usual, let M be the perpendicular
projection operator onto C(X). Note that C(X,Z) = C[X,(I — M)Z].
One way to see this is that from model (9.0.1)

EY)=X8+Zy=XB+MZy+ (I —-M)Zy
— X, MZ] m (1 M)Zy.
Since C(X) = C([X, M Z)), clearly model (9.0.1) holds if and only if E(Y) €
CIX,(I-M)Z].
Let P denote the perpendicular projection matrix onto C([X,Z]) =
C([X,(I — M)Z]). Since the two sets of column vectors in [X, (I — M)Z]
are orthogonal, the perpendicular projection matrix for the entire space is

the sum of the perpendicular projection matrices for the subspaces C(X)
and C[(I — M)Z], cf. Theorem B.45. Thus

P=M+I-M)Z[Z'(I-M)Z] Z'(I - M)
and write
Miu_myz=I—-M)Z[Z'(I-M)Z)" Z'(I - M).
Least squares estimates satisfy XB +2y=PY =MY + M _rzY.
Often Z consists of columns of regression variables, in which case Z'(I —

M)Z is typically nonsingular. In that case, both v and X are estimable.
In particular,

y=[2'(1-M)Z)" Z'(I - M)[XB + Z]

with estimate

§ = [Z/(I-M)Z)]" Z/(I - M)PY
= [Z'(I-M)Z]"" Z'(I = M)[M + My 2]Y
= [Z'(I-M)Z]"" Z'(I = M)M(;_ayzY
= [Z/(I-M)Z]"' Z/(I - M)Y.

If Z/(I-M)Z is singular, ¥ = [Z'(I — M)Z]~ Z'(I—M)Y is a least squares

estimate.
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X is typically the design matrix for an ANOVA model, so 3 is usually
not estimable. However, when Z'(I — M)Z is nonsingular, X (3 is estimable
in the ACOVA model. Observe that

{I _Z[Z(I-M)Z) " 21 - M)} (X8 + Z7]

= XB+2Zy—Z[Z'(I-M)Z)]"" Z/(I — M)Z~
= X@B+2Zy—-Zy
= Xp.
Thus in the nonsingular case, anything that is estimable in Y = X + e

is also estimable in the ACOVA model. In particular, if N = p’X, the
estimate of '3 in Y = X3+ e is p MY . Clearly, for the ACOVA model,

o {1-212/(1-M)2)7" Z/(T — M)} [XB + 2] = ) XB = N3

and the estimate is

NG =y {1 72— M2 21— M)} PY.

We now show that N3 = p’M(Y — Z4). The beauty of this result is that
if we know how to estimate '3 in Y = X3 + e using Y, exactly the same
method applied to Y — Z4 will give the estimate in the ACOVA model.
This is particularly useful if Y = X3 + e is some model that is easy to
analyze, such as a one-way ANOVA or a balanced multifactor ANOVA,
and X3 is a contrast so that we know how to estimate it.

In general, with Z’(I — M)Z possibly singular, consider an arbitrary
estimable function of 8, NG = §'[X8 + Z~]. For this equality to hold for
all 8 and v, we must have p'Z = 0. As a result,

NG = pPY
- ,5’{M+(I—M)Z[Z’(I—M)Z]‘Z’(I—M)}Y

= MY +5(I-MZ[Z'(I-MZ)]” Z'(I- MY
= MY - pMZ|Z'(I-M)Z|” Z'(I-M)Y

= MY - MZ4

= MY - Z7).

For the nonsingular case, if ' = o/ {I = Z[2'(I - M)Z]™ /(1 - M)}
then j'M(Y — Z4) = o’ M(Y — Z#).

In general, if [Z/(I — M)Z] is singular, neither v nor X3 are estimable.
The estimable functions of v will be those that are linear functions of
(I — M)Z~. This is shown below.

Proposition 9.1.1. &'y is estimable if and only if &' = p'(I — M) Z for
some vector p.
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Proor. If £’y is estimable, there exists p such that &'+ = p'[X, Z] {’3],
so p'|X,Z] = (0,&') and p'X = 0. Therefore, ¢ = p'Z = p'(I — M)Z.

Conversely, if &' = p/(I — M)Z then p/'(I — M)[X, Z] [5] =¢&'y. O

To estimate &'y = p/(I — M)[ X8 + Z~], use
€5 = (1= MYPY = o/ M(y_any ¥ =€ [2/(1 = M)Z]” Z/(1— M)Y. (1)
Proposition 9.1.1 is phrased in terms of estimating a function of 7, but it
also applies with appropriate changes to estimation of 3.
Finally, if X and ~ are estimable, i.e., if (I — M)Z is of full rank, it is

easy to see that

G [XB}_ 2[M+MZ[Z’(I—M)Z]1Z’M ~MZ[Z'(I-M)zZ]"
R —Z(I-M)2Z) ' ZM Z'(1-M)z]" |

9.2 Estimation of Error and Tests of Hypotheses

The estimate of the variance o is the M SE. We will find SSE = Y'(I —
P)Y in terms of M and Z. The error sum of squares is

Y'(I - P)Y (1)
= v [(I M)~ (I - M)Z[Z'(I - M)Z)” Z2'(I - M)} Y
= Y'(I-MY -Y'(I-MZ[Z'(I-M)Z]” Z'(I - M)Y.
Using the notation Eap = A'(I — M)B, we have

Y/(I — P)Y = FEyy — EyzEEZEzy.

ExaMPLE 9.2.1. Consider a balanced two-way analysis of variance with
no replication and one covariate (regression variable). The analysis of co-
variance model can be written

Yij = B+ + 05 + VZij + €4,

it =1,...,a,7 = 1,...,b. Thus X is the design matrix for the balanced
two-way ANOVA without replication,

Yij = o+ o + 05 + e,
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it =1,...,a, j = 1,...,b and Z is an n x 1 matrix that contains the
values of z;;. The sum of squares for error in the covariate analysis is
Eyy — E%/z/EZZ, where

a b
Eyy =Y > (Wi =9 — 0, + 7.)°

i=1 j=1

a b
Eyz=Ezy = ZZ (Wi — Y — Uj + 5. (205 — Zio — 25 + 2.

i=1 j=1

a b
Ezz = ZZ(ZW — % —z;+2.)°.

i=1 j=1

Tests of hypotheses for analysis of covariance models are found by con-
sidering the reductions in sums of squares for error due to the models. For
instance, if C(Xy) C C(X) and we want to test the reduced model

Y =Xobo+Zv+e
against the full model (9.0.1), the test statistic is

[Y'(I ~ P)Y — Y'(I — P)Y]/[r(X, Z) — r(X0, Z)]
YT - P)Y]/[n—r(X,2)] ’

where Py is the perpendicular projection operator onto C'(Xg, Z). We have
already found Y’(I — P)Y. If My is the perpendicular projection operator
onto C(Xy),

Y'(I—Py)Y =Y'(I— MY —Y'(I—M))Z[Z'(I — My)Z]” Z'(I — My)Y.

Often these computations can be facilitated by writing an analysis of co-
variance table.

EXAMPLE 9.2.1 CONTINUED. The analysis of covariance table is given
below in matrix notation. Recall that, for example,

VMY = b (5 —§.)°
=1

Y'MoZ = by (5 —7.) (% — 2.)
=1

a
Z'MoZ = by (5 —z.)".
=1
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ACOVA Table

Source df SSyy SSyz SSzz
Grand Mean 1 Y'Y Y'Linz Z'Lnz
Trts (o) a—1 Y'M,Y Y'M,Z Z'MoZ
Trts (1) b—1 Y'M,Y Y'M,Z 7'M, Z
Error n—a—-b+1 Y'{I-MY Y{I-MZ Z({I-MZ
If we want to test Hy : §1 = 12 = --- = 1, the error sum of squares under

the reduced model is

[Y'(I - M)Y + Y’M,,Y] —[Y'(I-M)Z + Y’M,,Z] X
(Z'(I—-M)Z+ Z'M,Z]" [Z'(I - M)Y + Z'M,Y].
All of these terms are available from the ACOVA table. With more than

one covariate, the terms in the SSy 7z and 5SSz columns would be matrices
and it would be more involved to compute [Z'(I — M)Z + Z'M,Z] .

Exercise 9.1 Consider a one-way ANOVA with one covariate. The
model is

Yij = 1+ o + §xij + eqy,
i=1,...,t,5=1,...,N;. Find the BLUE of the contrast >.'_, A\;o;. Find

the variance of the contrast.

Exercise 9.2 Consider the problem of estimating 3, in the regression
model

yi = Bo + Brxin + -+ Bpxip + €. (2)

Let 7; be the (ordinary) residual from fitting

Yi =Qp +o1%i1 + -+ Qp_1Tip—1 + €
and s; be the residual from fitting

Tip = Yo +71Ti1 + -+ Vp—1Tip—1 + €.
Show that the least squares estimate of 3, is é from fitting the model

ri=E&;+e, i=1,...,n, (3)

Show also that the SSE from models (2) and (3) are the same and that
(Bo, -+, Pp—1) = &—Bpy with & = (&, ..., d0p—1) and 5 = (Yo, ..., ¥p-1)"

Discuss the usefulness of these results for computing regression estimates.
(These are the key results behind the sweep operator that is often used in
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regression computations.) What happens to the results if r; is replaced by
y; in model (3)7

Exercise 9.3 Suppose A} 3 and Ay are estimable in model (9.0.1).
Use the normal equations to find find least squares estimates of A} and
i
27

Hint: Reparameterize the model as X3 + Zy = X§ + (I — M)Z~ and
use the normal equations on the reparameterized model. Note that X0 =
XB+ MZy.

Exercise 9.4 Derive the test for model (9.0.1) versus the reduced
model Y = X8+ Zyvyo + €, where C(Zy) C C(Z). Describe how the proce-
dure would work for testing Hy : y2 = 0 in the model y;; = p + o; +1; +
NZij1 +y2zije t€ij, i =1,...,a, 5 =1,...,b.

Exercise 9.5 An experiment was conducted with two treatments.
There were four levels of the first treatment and five levels of the second
treatment. Besides the data y, two covariates were measured, x; and xs.
The data are given below. Analyze the data with the assumption that there
is no interaction between the treatments.

tJ Y T T | 0§ WYij T T2ij
1 1 278 5.3 913 1 224 3.0 13
2 27.8 5.2 11 2 21.0 4.5 12
3 26.2 3.6 13 3  30.6 5.4 18
4  24.8 5.2 17 4 254 6.6 21
5 17.8 3.6 10 5 15.9 4.1 9
2 1 19.6 4.7 1214 1 14.1 5.4 10
2 284 5.8 17 2 29.5 6.8 18
3  26.3 3.3 22 3 29.2 5.3 22
4 18.3 4.1 8 4 21.5 6.2 9
5 20.8 5.7 11 5 25.5 6.4 22

9.3 Application: Missing Data

When a few observations are missing from, say, a balanced multifactor

design, the balance is lost and the analysis would seem to be quite compli-

cated. One use of the analysis of covariance is to allow the analysis with

missing data to be performed using results for the original balanced design.
Consider an original design

Y=X0+e

with Y = (y1,...,yn)’. For each missing observation y;, include a covariate
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z; = (0,...,0,1,0,...,0)" with the 1 in the ith place. Set each y; that is
missing equal to zero.

We wish to show that the SSE in the covariance model equals the SSE
in the model with the missing observations deleted. The M SF in the covari-
ance model will also equal the M SE in the model with deletions, because
in the covariance model, although we are artificially adding observations
by setting missing observations to zero, we are also removing those degrees
of freedom from the error by adding covariates.

Suppose r observations are missing. Without loss of generality, we can
assume that the last r observations are missing. The n x r matrix of co-
variates can be written 0

7=[2]

where I, is an 7 x r identity matrix and 0 is an (n — 7) X r matrix of
zeros. Let X be the n x p design matrix for the model with no missing
observations and let X, be the (n—r) X p design matrix for the model with
the missing observations deleted. Again we can assume that

where X, is the r X p matrix whose rows are the rows of X corresponding
to the missing observations. The analysis of covariance model

Y=XB+Zy+e

can now be written as

Notice that
X, O _ X, 0
oflx 2])=e(lv 2])

Let M., be the perpendicular projection operator onto C'(X,) and let P be
the perpendicular projection operator onto

o([% 1))

It is easy to see that

Writing Y as Y/ = [V/, 0], we find that

Y'(I - P)Y =[Y! 0] {I_OM* 8] [Y] =Y/(I — M,)Y..
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Since Y'(I — P)Y is the SSE from the covariate model and Y, (I — M,)Y,
is the SSE for the model with the missing observations dropped, we are
done. Note that the values we put in for the missing observations do not
matter for computing the SSFE. Tests of hypotheses can be conducted by
comparing SSEs for different models.

With Y/ = [Y/, 0], estimation will be the same in both models. The least
squares estimate of

X.0
X:B+y
is
M.Y.,
py - [M),

Any estimable function in the model Y, = X, + e, is estimable in the
covariate model, and the estimates are the same. The function p/, X, 5 equals
P (XB + Zv), where p' = [p,,0] and 0 is a 1 x r matrix of zeros. Thus,
P PY = pl M.Y,.

Exercise 9.6 Show that

M, 0
P=" 1]

An alternative approach to the missing value problem is based on finding
substitutes for the missing values. The substitutes are chosen so that if one
acts like the substitutes are real data, the correct SSE is computed. (The
degrees of freedom for error must be corrected.)

Setting the problem up as before, we have

Y=XB+2Zy+e

and the estimate 4 can be found. It is proposed to treat Y —Z45 = [V, =4/’
as the data from an experiment with design matrix X. Recalling that ¥ =
[Z'(I — M)Z]7*Z'(I — M)Y, we see that the SSE from this analysis is

Y = Z9)'(I - M)(Y — Z¥)

= Y(I-MY -2yZ'(I-M)Y +5'Z'(I - M)Z%
Y'(I—M)Y —2Y'(I — M)Z[Z'(I - M)Z)~Z'(I - M)Y
+Y'(I - M)Z[Z'(I — M)Z) ' [Z'(I — M)Z]
x[Z2'(I-M)Z)'Z'(I - MY

= Y(I-MY -Y'(I-MZ[Z'(I-MZ)Z'(I-M)Y,

which is the SSE from the covariate analysis. Therefore, if we replace
missing values by —¥ and do the regular analysis, we get the correct SSFE.
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This procedure also gives the same estimates as the covariance procedure.
Using the substitution, the estimate of X3 is M (Y — Z%); but from (9.1.3),
M(Y — Z4) = X3 is the estimate from the covariance procedure. The
variance of an estimate, say p’' X B , needs to be calculated as in an analysis
of covariance. It is (p'Mp+ p'M Z[Z'(I — M)Z]~*Z'Mp)o?, not the naive
value of o2p' M p.

For r = 1 missing observation and a variety of balanced designs, formulae
have been obtained for — and are available in many statistical methods
books.

Exercise 9.7 Derive —4 for a randomized complete block design
when r = 1.

9.4 Application: Balanced Incomplete Block
Designs

The analysis of covariance technique can be used to develop the analysis
of a balanced incomplete block design. Suppose that a design is to be set
up with b blocks and ¢ treatments, but the number of treatments that can
be observed in any block is k, where k < t. One natural way to proceed
would be to find a design where each pair of treatments occurs together in
the same block a fixed number of times, say A. Such a design is called a
balanced incomplete block (BIB) design.

Let r be the common number of replications for each treatment. There
are two well known facts about the parameters introduced so far. First,
the total number of experimental units in the design must be the number
of blocks times the number of units in each block, i.e., bk, but the total
number of units must also be the number of treatments times the number
of times we observe each treatment, i.e., tr; thus

tr = bk. (1)

Second, the number of within block comparisons between any given treat-
ment and the other treatments is fixed. One way to count this is to multiply
the number of other treatments (¢ — 1) by the number of times each occurs
in a block with the given treatment (). Another way to count it is to mul-
tiply the number of other treatments in a block (k — 1) times the number
of blocks that contain the given treatment (r). Therefore,

(t—1)A=r(k—1). (2)

EXAMPLE 9.4.1. An experiment was conducted to examine the effects
of fertilizers on potato yields. Six treatments (4, B, C, D, E, and F') were
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used but blocks were chosen that contained only five experimental units.
The experiment was performed using a balanced incomplete block design
with six blocks. The potato yields (in pounds) along with the mean yield
for each block are reported in Table 9.1.

TABLE 9.1. Potato Yields in Pounds for Six Fertilizer

Treatments.

Block

Block Data Means
1 E 583 B 512 F 661 A 399 C 525 536.0

2 B 439 C 460 D 424 E 497 F' 592 482.4

3 A 334 E 466 C 492 B 431 D 355 415.6

4 F 570 D 433 E 514 C 448 A 344 461.8

5 D 402 A 417 B 420 F 626 E 615 496.0

6 C 450 F 490 A 268 D 375 B 347 386.0

The six treatments consist of all of the possible combinations of two
factors. One factor was that a nitrogen-based fertilizer was either applied
(n1) or not applied (ng). The other factor was that a phosphate-based
fertilizer was either not applied (pg), applied in a single dose (p1 ), or applied
in a double dose (p2). In terms of the factorial structure, the six treatments
are A = ngpg, B = ngop1, C = ngpa, D = nipg, E = nip1, and F = nipo.
From the information in Table 9.1, it is a simple matter to check that ¢t = 6,
b=6,k=05r=5,and A = 4. After deriving the theory for balanced
incomplete block designs, we will return to these data and analyze them.

The balanced incomplete block model can be written as
Yij = 1+ B + 75 + e, e;s independent N (0,02), (3)

where i =1,...,band j € D;or j =1,...,t and 7 € A;. D; is the set of
indices for the treatments in block ¢. A; is the set of indices for the blocks
in which treatment j occurs. Note that there are k elements in each set D;
and r elements in each set A;.

In applying the analysis of covariance, we will use the balanced one-way
ANOVA determined by the grand mean and the blocks to help analyze
the model with covariates. The covariates are taken as the columns of the
design matrix associated with the treatments. Writing (3) in matrix terms,
we get

Y = [X, 7] [5} te

T

B = (u,B1,--,0) T =(11,...,7¢).

Note that in performing the analysis of covariance for this model our pri-
mary interest lies in the coefficients of the covariates, i.e., the treatment
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effects. To perform an analysis of covariance, we need to find Y'(I — M)Z
and [Z'(I — M)Z]~

First, find Z'(I — M)Z. There are t columns in Z; write Z = [Z1, ..., Zy].
The rows of the mth column indicate the presence or absence of the mth
treatment. Using two subscripts to denote the rows of vectors, we can write
the mth column as

Zm = [Zij,m} where Zijom = 5jm

and 0jy, is 1 if j = m and 0 otherwise. In other words, Z,, is 0 for all rows
except the r rows that correspond to an observation on treatment m; those
r rows are 1.

To get the t x t matrix Z'(I — M)Z, we find each individual element
of Z'Z and Z'MZ. This is done by finding Z.Z,, and Z.M'M Z,, for all
values of m and s. If m = s, we get

t t
Z:an = Zz(zij’m)z = Z Z 5jm = Z’f’§jm =T
g

j=1i€A; j=1

Now, if m # s, because each observation has only one treatment applied
to it, either z;; s or z;;,m equals 0; so for s # m,

t t
= Z Z(zij,s)(zij,m) = Z Z 5js§jm = Zr5j55jm =0.
ig

j=1i€A; j=1

Thus the matrix Z’'Z is rl;, where I, is a t x t identity matrix.

Recall that in this problem, X is the design matrix for a one-way ANOVA
where the “treatments” of the ANOVA are the blocks of the BIB design
and there are k observations on each “treatment.” Using two subscripts to
denote each row and each column of a matrix, we can write the projection
matrix as in Section 4.1,

M = [vj,ir5] where v;;, 50 = %5“.,.
Let
Then
dij’m - Zvijvi/j,zi/j’,m
- Z Z 5”’5j 'm
=11 GA v

1
= Z 6] 'm Z 5'”’

ZEA/
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1
-y
V€A,
1
= 761 Am )
Lo (40)

where 6;(A,,) is 1 if ¢ € A, and 0 otherwise. In other words, if treatment
m is in block 4, then all k£ of the units in block ¢ have d;j,,, = 1/k. If
treatment m is not in block 7, all k£ of the units in block ¢ have d;;,,, = 0.
Since treatment m is contained in exactly r blocks,

b
2 MMZy, = > (dijm)? =YY k26:(An)

ij i=1jeD;

b T

= D k/R)0i(An) =
i=1

Since, for s # m, there are A blocks in which both treatments s and m are
contained,

b
ZMMZn = ) (die) dizm) = D, D (AL/R)O:(A)S (A
9 1=1j€D;
b ) \
D (/R840 () = 7

=1

It follows that the matrix Z'MZ has values r/k down the diagonal and
values A/k off the diagonal. This can be written as

Z'MZ = = [(r— NI+ M.
t

T =

Finally, we can now write
Z'I-M)Z = Z'Z-7Z'MZ
rl— k=" [(r = NI+ \J{]
= k7 [(r(k—1)+ NI —\J{].

This matrix can be simplified further. Define
W =1-(1/t)J}. (4)

Note that W is a perpendicular projection operator and that equation (2)
gives
r(k—1)+ X = At
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With these substitutions, we obtain
Z'(I - M)Z = (\k) [tI— Jf] = (At/k) [I — (1/t)Jf] = (At/k)W.

We need to find a generalized inverse of Z'(I — M)Z. Because W is a
projection operator, it is easily seen that

(Z/(I = M)Z)™ = (k/A)W. (5)

We also need to be able to find the 1 x ¢ vector Y/(I — M)Z. The vector
(I — M)Y has elements (y;; — ¥s.), S0

Y/(I_M)Zm = Z(yij ZU, Z(S]m Z yij_gi') = Z (yim_gi~)'

ij 1EA; i€AmM

Define

€A,
Then
Y'(I - M)Z = (Q1,...,Q4).

Since the g effects are for blocks, our primary interests are in estimable
functions ¢’7 and in estimating o2. From (9.1.1) and Proposition 9.1.1,
write

§=pI-M)Z

to get
Er=pI-MZ[Z'(I-MZ] Z'(I-M)Y

and, from (9.2.1),
SSE=Y'(I-M)Y -Y'(I-M)Z[Z'(I - M)Z]” Z'(I - M)Y.

Both of these formulae involve the term (I — M)Z [Z'(I — M)Z]™. This
term can be simplified considerably. Note that since the columns of Z are
Os and 1s, indicating the presence or absence of a treatment effect,

ZJ=J!.
Because M is defined from a one-way ANOVA,
0=(I—-M)J}=1-M)ZJ (6)
From (5), (4), and (6), it is easily seen that

(I—M)Z[Z'(I—-M)Z)" = (k/M)(I — M)Z.
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Using this fact, we get that the BLUE of /7 is

gr = pJI-M)Z[Z/(I-M)Z]” Z'(I-M)Y
o (kM) (I — M)ZZ'(I — M)Y
= (k/)\t)g/(leaQt)/

t

(/M) &Q;.

Jj=1

Many computer programs, e.g., Minitab, present adjusted treatment means
(k/At)Q;+y.. that can be used to estimate contrasts, because » , §;y.. = 0.
The variance of the estimate of the contrast is

Var(€'7) = o2/ (I—M)Z[Z'(I—M)Z)” Z'(I— M)p
= o2(k/A)EE.

From the estimate and the variance, it is a simple matter to see that

s(¢'m) = (b/) | So6Q,| /e

The error sum of squares is

SSE = Y'(I-M)Y —Y'(I-M)Z[2'(I-M)Z]” Z'(I - M)Y
= Y'(I-M)Y — (k/A)Y'(I - M)ZZ'(I — M)Y

Il
7
<
<

|
<
e

|
x| =
)
SN

Exercise 9.8 Show that &7 is estimable if and only if £'7 is a
contrast.
Hint: One direction is easy. For the other direction, show that for & =
(617"'7675)’
& =k/N)E'Z'(I-M)Z.

Exercise 9.9 Show that if /T and it are contrasts and that if
&'n =0, then 7 = 0 and ' = 0 put orthogonal constraints on C(X, Z),
i.e., the treatment sum of squares can be broken down with orthogonal
contrasts in the usual way.

Hint: Let &' = p{[X, Z] and o' = p4[X, Z]. Show that

(L~ M)Z (21~ M)Z)" Z'(1 ~ M)ps = 0.



9.4 Application: Balanced Incomplete Block Designs 225

Suppose that the treatments have quantitative levels, say x1, ..., z:, that
are equally spaced. Model (3) can be reparameterized as

Yij = p+ Bi + x5 + ’)’296? +---+ %7196;71 + €.

We would like to show that the orthogonal polynomial contrasts for the
balanced incomplete block design are the same as for a balanced one-way
ANOVA. In other words, tabled polynomial contrasts, which are useful
in balanced ANOVAs, can also be used to analyze balanced incomplete
block designs. More generally, the treatments in a BIB may have a factorial
structure with quantitative levels in some factor (e.g., Example 9.4.1). We
would like to establish that the polynomial contrasts in the factor can be
used in the usual way to analyze the data.

Because this is a balanced incomplete block design, Z is the design matrix
for a balanced one-way ANOVA (without a grand mean). As in Section 7.3,
define orthogonal polynomials T' = ZB by ignoring blocks. (Here we are
not interested in J as an orthogonal polynomial, so we take Basatxt—1
matrix.) Write B = [by,...,b—1]. If treatments are levels of a single quan-
titative factor, then the b;s are tabled orthogonal polynomial contrasts. If
the treatments have factorial structure, the b;s are obtained from tabled
contrasts as in the continuation of Example 9.4.1 below. The important
fact is that the b;s are readily obtained. Note that J{b; = 0 for all j and
bib; =0 for i # j.

A model with treatments replaced by regression variables can be written
Y = X3+ Tn+e where n = (m,...,m—1)". For a simple treatment
structure, n; would be the coeflicient for a jth degree polynomial. For a
factorial treatment structure, 7; could be the coefficient for some cross-
product term. The key points are that the hypothesis n; = 0 corresponds
to some hypothesis that can be interpreted as in Section 6.7 or Section 7.3,
and that the columns of T are orthogonal.

As we have seen, the model Y = X3+ Tn+ e is equivalent to the model
Y = X6+ (I — M)Tn+ e, where 7 is identical in the two models. Thus the
test of ; = 0 can be performed in the second model. In the second model, 7
is independent of § because of the orthogonality. If the columns of (I —M)T
are orthogonal, the estimates of the 7;s are independent. Finally, and most
importantly, we can show that the contrast in the 7s that corresponds to
testing n; = 0 is simply b7, where 7 = (71,...,7)".

To show that the columns of (I — M)T are orthogonal, it suffices to show
that T"(I — M)T is diagonal.

T(I-MT = B'Z(I-M)ZB
— (\t/k)B'WB
= (\/k)B'B.

The last equality follows from the definition of W and the fact that J;b; = 0
for all j. Note that B’B is diagonal because b}b; = 0 for i # j.
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Finally, the contrast that corresponds to testing n; = 01is p'(I — M)Zr,
where p is the jth column of (I — M)T, i.e., p = (I — M)Zb;. This is true
because (I — M)T has orthogonal columns. The contrast is then

[(I—M)Zb)(I - M)Zr = V,.2'(I - M)Zr
= (At/k)V;Wr
= (At/k)bjT

or, equivalently, the contrast is

/
bjT.

We now apply these results to the analysis of the data in Example 9.4.1.

EXAMPLE 9.4.1 CONTINUED. The computation of the @,,s is facilitated
by the following table.

Treatment noPo nop1 nopP2 n1Po nip1 n1p2
ZieAm Yim 1762.0 2149.0 2375.0 1989.0 2675.0 2939.0
ZieAm Yi. 22954  2316.0 2281.8 2241.8 2391.8 2362.2
Qm —-533.4 —-167.0 93.2 —252.8 283.2 576.8

An analysis of variance table can be computed.

ANOVA
Source df SS MS F
Blocks (ignoring trts) 5  74857.77 14971.553
Treatments (after blks) 5 166228.98 33245.797 31.97
Error 19  19758.22  1039.906
Total 29  260844.97

Clearly, there are significant differences among the treatments. These
can be explored further by examining contrasts. The factorial structure of
the treatments suggests looking at nitrogen effects, phosphate effects, and
interaction effects. With two levels of nitrogen, the only available contrast
is (1)ng + (—1)ny. Phosphate was applied at quantitative levels 0, 1, and 2.
The linear contrast in phosphate is (—1)pg 4+ (0)p1 + (1)p2. The quadratic
contrast in phosphate is (1)pg + (—2)p1 + (1)p2. Combining these to obtain
interaction contrasts and rewriting them as contrasts in the original six
treatments gives by, ..., bs.

bjS
Treatments nopPo MoP1 NoP2 Ni1Po NP1 NiP2
N 1 1 1 -1 —1 -1
P linear -1 0 1 -1 0 1
P quad. 1 -2 1 1 —2 1
N — P linear -1 0 1 1 0 -1
N — P quad. 1 —2 1 -1 2 -1
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Source df SS F

N 1 51207.20  49.24
P linear 1 110443.67 106.21
P quad. 1 2109.76 2.03
N — P linear 1 2146.30 2.06
N — P quad. 1 322.06 0.31

The conclusions to be drawn are clear. There is a substantial increase
in yields due to adding the nitrogen-based fertilizer. For the dosages of
phosphate used, there is a definite increasing linear relationship between
amount of phosphate and yield of potatoes. There is no evidence of any
interaction.

Note that the linear relationship between phosphate and yield is an ap-
proximation that holds in some neighborhood of the dosages used in the
experiment. It is well known that too much fertilizer will actually kill most
plants. In particular, no potato plant will survive having an entire truck-
load of phosphate dumped on it.

Exercise 9.10 Derive the analysis for a Latin square design with
one row missing.
Hint: This problem is at the end of Section 9.4, not Section 9.3.

Exercise 9.11 Eighty wheat plants were grown in each of five dif-
ferent fields. Each of six individuals (A, B, C, D, E, and F) were asked
to pick eight “representative” plants in each field and measure the plants’s
heights. Measurements were taken on six different days. The data consist
of the differences between the mean height of the eight “representative”
plants and the mean of all the heights in the field on that day. Thus the
data measure the bias in selecting “representative” plants. The exact de-
sign and the data are given below. Analyze the data. (Although they are
barely recognizable as such, these data are from Cochran and Cox, 1957.)

Field
1 2 3 4 5
E 350 A07 C 228 F 1.77 D 2.28
D378 B1l46 A-1.06 F 146 F 2.76
F232 C299 B-028 D 118 FE 3.39
B
C

C413 D402 FE 181 1.46 A 1.50
Al138 FE165 F 264 2.60 B 1.50
B122 F283 D 157 A-130 C1.97

c:cn»uoow»-lg
]
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9.5 Additional Exercises

Exercise 9.5.1 Sulzberger (1953) and Williams (1959) have exam-
ined the maximum compressive strength parallel to the grain (y) of 10 hoop
trees and how it was affected by temperature. A covariate, the moisture
content of the wood (z), was also measured. Analyze the data, which are
reported below.

Tree Temperature in Celsius
—20 0 20 40 60
Y z Y z Y z Yy z Yy z
1 1314 421 1246 41.1 9.43 43.1 7.63 414 6.34 39.1
2 1590 41.0 14.11 394 11.30 40.3 9.56 386 7.27 36.7
3 1339 41.1 12.32 40.2 9.65 40.6 790 41.7 6.41 39.7
4 15.51 41.0 13.68 39.8 10.33 404 827 398 7.06 39.3
5 1553 41.0 13.16 41.2 10.29 39.7 8.67 39.0 6.68 39.0
6 15.26 42.0 13.64 40.0 10.35 40.3 8.67 40.9 6.62 41.2
7 15.06 40.4 13.25 39.0 10.56 349 810 40.1 6.15 414
8 1521 39.3 13.54 388 1046 37.5 830 40.6 6.09 418
9 16.90 39.2 15.23 385 11.94 385 9.34 394 6.26 41.7
10 1545 37.7 14.06 357 10.74 36.7 7.75 389 6.29 38.2
Exercise 9.5.2 Suppose that in Exercise 7.7.1 on motor oil pricing,

the observation on store 7, brand H was lost. Treat the stores as blocks
in a randomized complete block design. Plug in an estimate of the missing
value and analyze the data without correcting the M ST'rts or any variance
estimates. Compare the results of this approximate analysis to the results
of a correct analysis.

Exercise 9.5.3 The missing value procedure that consists of analyz-
ing the model (Y — Z4) = X3+ e has been shown to give the correct SSE
and BLUESs; however, sums of squares explained by the model are biased
upwards. For a randomized complete block design with a treatments and
b blocks and the observation in the ¢, d cell missing, show that the correct
mean square for treatments is the naive (biased) mean square treatments
minus [y.q — (a — 1)§ea)?/a(a — 1)?, where y.4 is the sum of all actual obser-
vations in block d, and .4 is the pseudo-observation (the nonzero element
of Z%).

Exercise 9.5.4 State whether each design given below is a balanced
incomplete block design, and if so, give the values of b, t, k, 7, and .

(a) The experiment involves five treatments: A, B, C, D, and E. The
experiment is laid out as follows.
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Block Treatments

A B,C
A,B,E
A,D,E
B,C,D
C,D,E

6 A B,D
7 A,C,D
8 A,CE
9 B,C,E
10 B,D,E
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(b) The following design is based on nine treatments: A, B, C, D, E, F,

G, H, and I.

Block Treatments

Block Treatments

(¢) The following design is based on treatments A, B, C, D, E, F, G.

Block Treatments

B,C.D,G
AC, B H
A, B,F,1
A EF,G
B,D,F,H

6 C,DE,I
7  ADHI
8  B,E,G,I
9 C,FGH

Block Treatments

1

2
3
4

CE.FG
A, D,F,G
A,B,E,G
A, B,C,F

5  B,0,D,G
6 ACD,E
7  B,DE,F
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10

Estimation and Testing in General
Gauss—Markov Models

A general Gauss—Markov model is a model
Y =XB+e, E(e)=0, Cov(e)=0?V,

where V' is a known matrix. Linear models can be divided into four cate-
gories depending on the assumptions made about V:

a) V is an identity matrix,

(a)

(b) V is nonsingular,

(¢) V is possibly singular but C(X) c C(V),
)

(d) V is possibly singular.

The categories are increasingly general. Any results for category (d) apply
to all other categories. Any results for category (c) apply to categories (a)
and (b). Any results for (b) apply to (a).

The majority of Chapters 1 — 9 have dealt with category (a). In Sec-
tions 2.7 and 3.8, models in category (b) were discussed. In this chapter,
categories (c) and (d) are discussed. Section 1 is devoted to finding BLUEs
for models in categories (c¢) and (d). Theorem 10.1.2 and the discussion
following it give the main results for category (c). The approach is similar
in spirit to Section 2.7. The model is transformed into an equivalent model
that fits into category (a), and BLUEs are found for the equivalent model.
Although similar in spirit to Section 2.7, the details are considerably more
complicated because of the possibility that V is singular. Having found
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BLUEsS for category (c), the extension to category (d) is very simple. The
extension follows from Theorem 10.1.3. Finally, Section 1 contains some
results on the uniqueness of BLUESs for category (d).

Section 2 contains a discussion of the geometry of estimation for category
(d). In particular, it points out the need for a consistency criterion and the
crucial role of projection operators in linear unbiased estimation. Section 3
examines the problem of testing a model against a reduced model for cat-
egory (d). Section 4 discusses the extension of least squares estimation to
category (d) in light of the consistency requirement of Section 2. Section 4
also contains the very important result that least squares estimates are
BLUEs if and only if C(VX) C C(X).

10.1 BLUEs with an Arbitrary Covariance Matrix

Consider the model
Y =XB+e, E(e)=0, Cov(e)=0?V, (1)
where V is a known matrix. We want to find the best linear unbiased

estimate of E(Y').

Definition 10.1.1. Let A’ be an r X p matrix with A’ = P’ X for some
P. ByY is called a best linear unbiased estimate (BLUE) of A’3 if

(a) E(B)Y)=A'p
and

(b) if BY is any other linear unbiased estimate of A’3, then for any r x 1
vector &
Var(¢'ByY) < Var(¢'BY).

Exercise 10.1 Show that AgY is a BLUE of X if and only if, for
every estimable function X' such that p’X = X, p’AgY is a BLUE of X .

Exercise 10.2 Show that if A’ = P’X and if AgY is a BLUE of
X, then P'AgY is a BLUE of A’S.

In the case of a general covariance matrix V| it is a good idea to reconsider
what the linear model (1) is really saying. The obvious thing it is saying
is that E(Y) € C(X). From Lemma 1.3.5, the model also says that e €
C(V) or, in other notation, Y € C(X,V). If V is a nonsingular matrix,



232 10. Estimation and Testing in General Gauss—Markov Models

C (V) = R™; so the conditions on e and Y are really meaningless. When V'
is a singular matrix, the conditions on e and Y are extremely important.

For any matrix A, let M4 denote the perpendicular projection ma-
trix onto C(A). M without a subscript is Mx. Any property that holds
with probability 1 will be said to hold almost surely (a.s.). For example,
Lemma 1.3.5 indicates that e € C(V) a.s. and, adding X to Y — X3, the
lemma gives Y € C(X,V) a.s.

If R and S are any two random vectors with R = S a.s., then E(R) =
E(S) and Cov(R) = Cov(S). In particular, if R = S a.s. and R is a BLUE,
then S is also a BLUE.

Results on estimation will be established by comparing the estimation
problem in model (1) to the estimation problem in two other, more easily
analyzed, models.

Before proceeding to the first theorem on estimation, recall the eigenvec-
tor decomposition of the symmetric, nonnegative definite matrix V. One
can pick matrices F and D so that VE = ED. Here D = Diag(d;), where
the d;s are the, say m, positive eigenvalues of V' (with the correct multi-
plicities). E is a matrix of orthonormal columns with the ith column an
eigenvector corresponding to d;. Define D/2 = Diag(@). Write

Q=EDY? and Q =D 'Y2E.

Useful facts are

L C(V)=C(E)=C(Q);

2. My = EE' = QQ~;

3. I, =QQ;

1.V =QQ"

5. QQQ=0Q;

6. QVQ™ = In;

7.Q7Q =V,

Consider the linear model

QY=Q XB+Q e, EQe=0 Cov(Qe)=0cI, (2

Models (1) and (2) are equivalent when C'(X) C C(V). Clearly, (2) can
be obtained from (1) by multiplying on the left by @~. Moreover, with
C(X) c C(V), each of Y, C(X), and e are contained in C(V) a.s.; so
multiplying (2) on the left by Q gives MyY = My X3 4+ Mye, which is
model (1) a.s. Note that Q~Y € R™ and that the Gauss—Markov theorem
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can be used to get estimates in model (2). Moreover, if C(X) C C(V), then
X = MyX =QQ X; so X[ is estimable in model (2).

Theorem 10.1.2. If C(X) C C(V), then ApY is a BLUE of Xf3 in
model (1) if and only if (49Q)Q~Y is a BLUE of X in model (2).

PRrROOF. If this theorem is to make any sense at all, we need to first show
that E(4pY) = X5 iff E(40QQY) = XS. Recall that Y € C(X,V) as.,
so in this special case where C(X) C C(V), we have Y € C(V) a.s. Thus,
for the purposes of finding expected values and covariances, we can assume
that Y = MyY. Let B be an arbitrary n x n matrix. Then E(BY) =
E(BMyY) =E(BQQ7Y),so E(A)Y) = Xp iff E(A)QQR™Y) = X[3. It is
also handy to know the following fact:

Var(p'BY') = Var(p’ BMyY) = Var(p' BQQR™Y).

Now suppose that AyY is a BLUE for X3 in model (1). We show that
ApQQY is a BLUE of X in model (2). Let BQ™Y be another unbiased
estimate of X/ in model (2). Then X5 = E(BQ™Y), so BQ™Y is an
unbiased estimate of X3 in model (1) and, since AgY is a BLUE in model
(1), Var(p' A0QQ~Y) = Var(p'AgY) < Var(p'BQ~Y). Thus AoQQ"Y is a
BLUE of X in model (2).

Conversely, suppose that AgQQ~Y is a BLUE of X8 in model (2).
Let BY be an unbiased estimate for X8 in model (1). Then BQR™Y
is unbiased for X in model (2) and Var(p’AgY) = Var(p’40QQ~Y) <
Var(p'BQQ™Y) = Var(p'BY); so p'ApY is a BLUE of X3 in model (1). O

Note that with C(X) C C(V), A)Y = AgMyY = AoQQ"Y as., so
Theorem 10.1.2 is really saying that ApY is a BLUE in model (1) if and
only if ApY is a BLUE in model (2). The virtue of Theorem 10.1.2 is that
we can actually find a BLUE for X in model (2). From Exercises 10.1 and
10.2, a BLUE of X = QQ~ X from model (2) is

X = QMg-xQ7Y
= Q@ X(X'QTQX)X'Q'QY
= MyX(X'V-X)"XV°Y
= XXV X)"X'VY. (3)

It is useful to observe that we can get a BLUE from any choice of
V~ and (X'V~X)~. First, notice that X'V~ X does not depend on V.
Since C(X) C C(V), we can write X = VC for some matrix C. Then
XV-X=CVV-VC=CVC. Second, Q" X(X'Q7'Q~X)"X'Q’ does
not depend on the choice of (X’'Q~'Q~X)~. Therefore, X (X'V~-X)" X'V~
does not depend on the choice of (X'V~X)~. Moreover, for any Y € C(V),
X(X'V-X)~ X'V~ does not depend on the choice of V~. To see this,
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write Y = Vb. Then X'V-Y = (C'V)V~(Vb) = C'Vb. Since Y € C(V)
a.s., X(X'V-X)"X'V~Y is a BLUE of X for any choices of V~ and
(X'V-X)".

To obtain the general estimation result for arbitrary singular V', consider
the linear model

Yi=XpB+e, E(e))=0, Cov(e))=0?(V+XUX"), (4)

where U is any symmetric nonnegative definite matrix.

Theorem 10.1.3. ApY is a BLUE for X in model (1) if and only if
ApY7 is a BLUE for X3 in model (4).

Proor. Clearly, for any matrix B, BY is unbiased if and only if BY;
is unbiased and both are equivalent to the condition BX = X. In the
remainder of the proof, B will be an arbitrary matrix with BX = X so
that BY and BY; are arbitrary linear unbiased estimates of X 3 in models
(1) and (4), respectively. The key fact in the proof is that

Var(p'BY:) = o?p'B(V+XUX')B'p
= o*'BVBp+pBXUX'B'p
= Var(p/BY) + o)/ XUX'p.

Now suppose that ApY is a BLUE for X3 in model (1). Then
Var(p'AgY') < Var(p'BY).
Adding 0?0’ XU X'p to both sides we get
Var(p'AgY1) < Var(p'BY1)

and since BY] is an arbitrary linear unbiased estimate, AgY; is a BLUE.
Conversely, suppose AY] is a BLUE for X3 in model (4). Then

Var(p'AgYy) < Var(p' BY7)

or
Var(p' AgY) 4+ 0?p' XUX'p < Var(p' BY ) + o' XU X'p.

Subtracting 02p’ XU X'p from both sides we get
Var(p'AgY') < Var(p'BY),
so AgY is a BLUE. O

As with Theorem 10.1.2, this result is useful because a BLUE for X
can actually be found in one of the models. Let T = V + XUX'. If U
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is chosen so that C(X) C C(T), then Theorem 10.1.2 applies to model
(4) and a BLUE for X3 is X(X'T~X)~X'T~Y. Exercise 10.3 establishes
that such matrices U exist. Since this is an application of Theorem 10.1.2,
X(X'T~X)"X'T"Y does not depend on the choice of (X'T~X)~ and,
for Y € C(T), it does not depend on the choice of T~. Proposition 10.1.4
below shows that C(X) C C(T) implies C(T) = C(X,V); so Y € C(T)
a.s., and any choice of T~ gives a BLUE.

Exercise 10.3 The BLUE of X3 can be obtained by taking T' =
V + X X'. Prove this by showing that

(a) C(X)cC(T) ifand only if TT-X =X
and
(b) if T =V + XX, then TT-X = X.
Hint: Searle and Pukelsheim (1987) base a proof of (b) on
0= -TT T -TT") =T -TT )WV -TT")
+(I-TTH)XX'(I-TT)

and the fact that the last term is the sum of two nonnegative definite
matrices.

Proposition 10.1.4. If C(X) c C(T), then C(V) C C(T) and
C(X,V) = C(T).

Proor. We know that C(X) C C(T), so X = TG for some matrix
G.Ifv e C(V), then v = Vb, and v = Vb + XUX'by — XUX'b; =
Thy — TG(UX'by); so v € C(T). Thus, C(X,V) C C(T). But clearly, by
the definition of T', C(T') C C(X,V); so we have C(X,V) = C(T). O

To complete our characterization of best linear unbiased estimates, we
will show that for practical purposes BLUEs of X are unique.

Theorem 10.1.5. Let AY and BY be BLUEs of Xf in model (1),
then Pr(AY = BY) = 1.

PrOOF. It is enough to show that Pr[(A — B)Y = 0] = 1. We need only
observe that E[(A—B)Y] = 0 and show that for any p, Var[p'(A—B)Y] = 0.

Remembering that Var(p’AY) = Var(p’'BY'), we first consider the unbi-
ased estimate of X3, 1(A+ B)Y:

1
Var(p’AY) < Var <p’2(A + B)Y)
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but
Var <p’;(A + B)Y) = i [Var(p' AY) + Var(p' BY) + 2Cov(p' AY, p' BY)],
S0
Var(p'AY) < %Var(p’AY) + %Cov(p’AY, p'BY).

Simplifying, we find that

Var(p'AY) < Cov(p'AY, p'BY).
Now look at Var(p'(A — B)Y),

0 < Var(p'(A— B)Y)
= Var(p'AY) + Var(p'BY) — 2Cov(p’AY,p’BY) <0. O

Finally, the most exact characterization of a BLUE is the following:

Theorem 10.1.6. If AY and BY are BLUEs for X/ in model (1),
then AY = BY for any Y € C(X,V).

PrOOF. It is enough to show that AY = BY, first when Y € C(X) and
then when Y € C(V). When Y € C(X), by unbiasedness AY = BY'.

We want to show that AY = BY for all Y € C(V). Let M = {Y €
C(V)|AY = BY}. Tt is easily seen that M is a vector space, and clearly
McCCV).IEC(V)C M, then M =C(V), and we are done.

From unbiasedness, AY = X3 + Ae and BY = X[+ Be, so AY = BY
if and only if Ae = Be. From Theorem 10.1.5, Pr(Ae = Be) = 1. We also
know that Pr(e € C(V)) = 1. Therefore, Pr(e € M) = 1.

Computing the covariance of e we find that

o2V = / ee'dP = / ee'dP;
eeM

so, by Exercise 10.4, C(V) C M. O
Exercise 10.4 Ferguson (1967, Section 2.7, page 74) proves the
following:

Lemma (3) If S is a convex subset of R™ and Z is an n-dimensional

random vector for which Pr(Z € S) = 1 and for which E(Z) exists and is
finite, then E(Z) € S.

Use this lemma to show that

V) = c[ / » ee'dP} M.
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After establishing Theorem 10.1.5, we only need to find any one BLUE,
because for any observations that have a chance of happening, all BLUEs
give the same estimates. Fortunately, we have already shown how to obtain
a BLUE, so this section is finished. There is only one problem. Best linear
unbiased estimates could possibly be pure garbage. We pursue this issue in
the next section.

10.2 Geometric Aspects of Estimation

The linear model
Y =XB+e, E(e)=0, Cov(e)=oc?V (1)
says two important things:
(a) E(Y)=Xp e C(X), and
(b) Pr(ec C(V)) =1.
Note that (b) also says something about E(Y'),
(b)) XB=Y —ecY+C(V) as.

Intuitively, any reasonable estimate of E(Y), say X £, should satisfy the
following definition for consistency.

Definition 10.2.1. An estimate @ of X is called a consistent esti-
mate if

(i) X3 e C(X) for any Y, and
(ii) XBeY +C(V) for any Y € C(X,V).

X is called almost surely consistent if conditions (i) and (ii) hold almost
surely.

Note that this concept of consistency is distinct from the usual large
sample idea of consistency. The idea is that a consistent estimate, in our

sense, is consistent with respect to conditions (a) and (b').

ExampPLE 10.2.2. Consider the linear model determined by

10 3 0 2
X=10 1 and V=0 1 0
0 0 3 0 3
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FIGURE 10.1.

If this model is graphed with coordinates (z,y, z), then C(X) is the =,y
plane and C(V) is the plane determined by the y-axis and the line [z =
z,y = 0]. (See Figure 10.1.)

Suppose that Y = (8,7,3)". Then (see Figure 10.2) E(Y') is in C(X) (the
x,y plane) and also in Y + C(V') (which is the plane C(V) in Figure 10.1,
translated over until it contains Y"). The intersection of C(X) and Y +C(V)
is the line [x = 5,z = 0], so any consistent estimate of X will be in the
line [z = 5,z = 0]. To see this, note that C(X) consists of vectors with
the form (a,b,0)" and Y + C(V) consists of vectors like (8,7,3)" + (¢, d, c)’.
The intersection is those vectors with ¢ = —3, so they are of the form
(5,7+d,0) or (5,b,0).

The problem with BLUEs of X is that there is no apparent reason
why a BLUE should be consistent. The class of linear unbiased estimates
(LUESs) is very broad. It consists of all estimates AY with AX = X. There
are many linear unbiased estimates that are not consistent. For example Y
itself is a LUE and it satisfies condition (ii) of consistency; however, one
would certainly not want to use it as an estimate.

EXAMPLE 10.2.2 CONTINUED. MY is a LUE and satisfies condition (i)
of consistency; however, with Y = (8,7,3)", MY = (8,7,0)’, but (8,7,0)
isnot in C(X)N[Y +C(V)] = [z =5,z = 0]. (See Figure 10.2.)

Before showing that BLUEs of X are almost surely consistent, several
observations will be made. The object is to explicate the case C'(X) C
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FIGURE 10.2.

C(V), give alternative conditions that can be used in place of conditions (i)
and (ii) of consistency, and display the importance of projections in linear
estimation.

(a)

In practice, when a covariance matrix other than oI is appropriate,
most of the time the condition C(X) C C(V) will be satisfied. When
C(X) c C(V), then Y € C(X,V) = C(V) as., so the condition
XBev+ C(V) a.s. merely indicates that Xj e C(V) a.s. In fact,
any estimate of X satisfying condition (i) of consistency also sat-
isfies condition (ii). (Note: The last claim is not restricted to linear
estimates or even unbiased estimates.)

An estimate AY satisfies condition (i) of consistency if and only if
A = X B for some matrix B.

An estimate AY satisfies condition (ii) of consistency if and only if
(I-A)Y eC(V) forany Y € C(X,V).

If AY is a LUE of X3, then AY satisfies condition (ii) of consistency
if and only if AY € C(V) for any Y € C(V), i.e., iff C(AV) C C(V).

Proor. Y e C(X,V)iff Y =z + v for x € C(X) and v € C(V).
(I-AY=@x—2)+@wv—-—Av).v—AveCV)if AveC(V). O

AY is a LUE satisfying condition (i) if and only if A is a projection
matrix (not necessarily perpendicular) onto C'(X).
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PrROOF.  From unbiasedness, AX = X, and from (b), A = XB.
Hence AA = AXB = XB = A, and so A is idempotent and a
projection onto C'(A). Since AX = X, we have C'(X) C C(A); and
since A = X B, we have C(A4) C C(X). Therefore, C(4) = C(X). O

Exercise 10.5 Prove observations (a), (b), and (c).

Notice that in general all consistent linear unbiased estimates (CLUESs)
are projections onto C'(X) and that if C(X) C C(V), all projections onto
C(X) are CLUEs. This goes far to show the importance of projection ma-
trices in estimation. In particular, the BLUEs that we actually found in
the previous section satisfy condition (i) by observation (b). Thus, by ob-
servation (e) they are projections onto C(X).

Before proving the main result, we need the following proposition:

Proposition 10.2.3. For T =V + XU X' with U nonnegative definite
and A= X(X'T-X)  X'T~ with C(X) c C(T), AV =V A"

ProoF. Consider the symmetric matrix X (X7~ X)~ X', where the gen-
eralized inverses are taken as in Corollary B.41. By the choice of T, write
X =TG.

X = GT=GTT T=XTT.
X(X'T"X)"X' = X(X'T"X)"X'TT=AV+XUX).

Since A is a projection operator onto C(X), AXUX' = XUX'; thus
X(X'T~X) X' — XUX' = AV.

The left-hand side is symmetric. O

Proposition 10.2.4. There exists a BLUE of X in model (1) that is
a CLUE.

Proor. AY = X(X'T~X)~X'T"Y is a BLUE satisfying condition (i).
In Proposition 10.2.3, we proved that AV = V A’. By observation (d), the
proposition holds. O

Theorem 10.2.5. If AY is a BLUE of X in model (1), then AY is
almost surely consistent.

Proor. By Proposition 10.2.4, a consistent BLUE exists. By Theo-
rem 10.1.5, any BLUE must almost surely satisfy consistency. o



10.3 Hypothesis Testing 241
10.3 Hypothesis Testing

We consider the problem of testing the model

Y =XB+e, e~N(00%V) (1)
against the reduced model

Y =Xoy+e, e~N(0,06°V), (2)

where C(Xp) C C(X). In particular, we use the approach of looking at
reductions in the sum of squares for error. First we need to define what we
mean by the sum of squares for error.

In the remainder of this section, let A = X(X'T~X)~X'T~, where T~
and (X'T~X)~ are chosen (for convenience) as in Corollary B.41 and as
usual T = V + XUX’ for some nonnegative definite matrix U such that
C(X) C C(T). AY is a BLUE of X in model (1). We will define the sum
of squares for error (SSFE) in model (1) as

SSE=Y'(I — AT~ (I — A)Y. (3)

The idea of using a quadratic form in the residuals to estimate the error
is reasonable, and any quadratic form in the residuals, when normalized,
gives an unbiased estimate of ¢2. The terminology SSE literally comes
from the use of the quadratic form Y'(I — A)'(I — A)Y. In particular, if
V =1, then

Y'(I-A)(I—-AY/o>=Y'(I-A)[o*]7I - AY

has a x? distribution and is independent of AY". For an arbitrary covariance
matrix, an analogous procedure would be to use Y'(I — A)V—(I — A)Y
to get an estimate of o2 and develop tests. To simplify computations, we
have chosen to define SSE as in (3). However, we will show that for ¥ €
C(X,V),SSE=Y'(I-A)V~—(I - A)Y for any choice of V.

The sum of squares error in model (2) (SSEy) is defined similarly. Let
To = V + XUy X|, for a nonnegative definite matrix Uy for which C'(Xy) C
C(Tp). Let Ay = Xo(X(T, Xo)~ X1, , where again for convenience take
T, and (X{Ty Xo)~ as in Corollary B.41.

SSEy=Y'(I — Ayg)'Ty (I — Ap)Y.
The test will be, for some constant K, based on
K (SSEy — SSE) /SSE,

which will be shown to have an F' distribution. We will use Theorem 1.3.6
and Theorem 1.3.9 to obtain distribution results.

Theorem 10.3.1. If Y € C(T), then
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@) Y I-A)T I-AY=Y'{IT-A)'V-(I—-A)Y forany V—,
(b) Y(I-AT-(I—-A)Y =0if and only if (/ — A)Y =0.

PrROOF.  The proof is given after Proposition 10.3.6.

These results also hold when A is replaced by Ag. Denote C = (I —
AYT—(I — A) and Cy = (I — Ay)'Ty (I — Ap). Thus SSE = Y'CY and
SSEy =Y'CyY. The distribution theory is:

Theorem 10.3.2.
(a) Y'CY/o? ~ x2(tr(CV),0).
If X3 € C(Xy,V), then
(b) Y'(Co — C)Y/o? ~ x*(tr(CoV — CV), 3’ X' Co X )

and

(¢) Y'CY and Y'(Cy — C)Y are independent.

PrOOF.  The proof consists of checking the conditions in Theorems 1.3.6
and 1.3.9. There are many conditions to be checked. This is done in Lem-
mas 10.3.7 — 10.3.9 at the end of the section. a

The last result before stating the test establishes behavior of the distri-
butions under the two models. Model (2) is true if and only if X3 € C(Xj).

Theorem 10.3.3.
(a) If X3 € C(Xy), then Pr(Y € C(Xo,V)) =1 and /' X'Co X3 = 0.

(b) If X3 ¢ C(Xy), then either X3 € C(Xo,V) and ' X'Co X3 > 0 or
XB & C(Xo,V) and Pr(Y ¢ C(Xo,V)) = 1

PRrROOF.

(a) The first part is clear, the second is because Cyp Xy = 0.

(b) If X8 & C(Xy), then either X3 € C(Xo,V) or X8 ¢ C(Xo, V). If
Xp e C(Xop,V), then by Theorem 10.3.1b, 8’ X'Co X 3 = 0 if and only
if (T— Ag)X 3 =0 or XB = Ao XS. Since X3 & C(Xo), 3 X'CoX >
0. If XB & C(Xo,V), suppose e € C(V) and Y € C(Xp,V), then
XB=Y —ee C(Xy,V), a contradiction. Therefore either e ¢ C(V)
or Y ¢ C(Xy,V). Since Pr(e € C(V)) = 1, we must have Pr(Y ¢
C(XQ, V)) =1. O
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The test at the « level is to reject Hy that model (2) is adequate if
Y ¢ C(Xo,V) or if

(SSEy — SSE)/tz[(Co — C)V]
SSE/tr(CV)

This is an « level test because, under Hy, Pr(Y ¢ C(X,,V)) = 0. The
power of the test is at least as great as that of a noncentral F' test and
is always greater than « because if 3’ X'Cy X3 = 0 under the alternative,
Theorem 10.3.3 ensures that the test will reject with probability 1.

In the next section we consider extensions of least squares and conditions
under which such extended least squares estimates are best estimates.

> F(1 — a,tr[(Co — C)V], tr(CV)).

PROOFS OF THEOREMS 10.3.1 AND 10.3.2.

Before proceeding with the proofs of the theorems, we need some back-
ground results.

Proposition 10.3.4. AT -A=AT- =T A
PROOF.

AT~ T-X(X'T-X)"X'T~ =T A.
AT A = T X(X'TX) X'T X(X'T X)"X'T";

but, as discussed earlier, A does not depend on the choice of (X'T~X)~
and (X'T~X)"X'T-X(X'T~X)~ is a generalized inverse of X'T~ X, so
AT-A=T"A. O
Corollary 10.3.5. I-A)T I-A)=I-A)'T =T"(1-A).

In the remainder of this discussion we will let X = TG and V = TBT.
(The latter comes from Proposition 10.1.4 and symmetry.)

Proposition 10.3.6.
() VI—(I—-A) =TT (I - A),
b)Yy VT—(I-A)V =(1-A)V.

PrROOF. From Corollary 10.3.5 and unbiasedness, i.e., AX=X,
TT-(I-A) =TI -A)'T " =V{I-A)'T =VT (I - A).
With V = TBT and, from Proposition 10.2.3, AV symmetric, we have

VI~ (I—-AV =TT (I - AV =TT V(I - A
=TT TBT(I - A) =TBT(I - A) =V({I - A) = (I —A)V. O
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Proor or THEOREM 10.3.1.

write Y = Xb; + Vbs.

Recalling Proposition 10.1.4, if Y € C(T),

(a) Using Proposition 10.2.3,

Y'(I— AT (I-AY

(Xby + Vbs)' (I — AT (I — A)(Xby + Vby)
BV (I — A)YT~(I — A)Vby

by(I — A)VT~ (I — A)Vb,

V(I — A)(I — A)Vb,

by(I — AV (I — A)'by

by(I — AVV V(I — A)by

WV (I — AV~ (I — A)Vb,
Y'(I—A)V—(I-A)Y.

(b) From the proof of (a),

Y'(I— A)YT~(I — A)Y = by(I — A)\V(I — A)'bs.

Recall that we can write V.= EDE’ with E'E = I, D = Diag(d;),
and d; > 0 for all i.

Y/(I -

iff
iff
iff
iff
iff
iff
iff

AYT~(I - A)Y =0

by(I — AV (I — A)by =0
E'(I—A)by =0

(I — A)'by L C(E)
(I—A)by L C(V)

V(I—A)by=0
(I—A)Vby =0
(I—A)Y =0.

The following lemmas constitute the proof of Theorem 10.3.2.

Lemma 10.3.7.

(a) CVC =C and C()VC() = C(),

(b) CVCoV = CV,

(c) VCVCV = VOV, g/’X'CVCXP3 = FX'CXB =0, VCVCXE =

VCXB = 0.
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PROOF.

(a) By Corollary 10.3.5 and Proposition 10.3.6, CVC = CVT (I - A) =
CTT-(I-A)=I-A'TTT- I-A)=I-A)'T-1I-A)=C.
A similar argument gives the second equality.

(b) CVCV =CVI;(I-A)V=CI—-A)V =T"(I-A)(I—-A4)V =
T (I-AV=CV.

(¢) The three equalities in (c) follow from (a) and the fact that CX =
T-(I-A)X=0. O

Note that Lemma 10.3.7c leads directly to Theorem 10.3.2a. We now
establish the conditions necessary for Theorem 10.3.2b.

Lemma 10.3.8.

(a) V(Co — C)V(Cy — C)V =V (Cy — O)V,

(b) /X' (Co —CYW(Co—CO)YXB=0X'(Co—C)XB=p'X"CoXp,

() if Xp € C(Xp,V), then V(Cy — CYV(Cy —C)XB=V(Cy—C)Xp.

PrOOF.  From parts (a) and (b) of Lemma 10.3.7,

V(Cy— C)W(Cy — )W
VO VOV — VO VOV — VOV GV + VOV OV
= VGOV -VCV -VCV + VOV
VGV - VOV
V(Cy— C)V.

To show (b), we need only show that
X'(Cy—C)W(Co—O)X = X'(Cy — C)X.

Since CX = 0, this is equivalent to showing X'CoVCyX = X'CyX. The
result is immediate from part (a) of Lemma 10.3.7.
To show (c), we need to show that

V(Co — C)V(Co — C)XB = V(Co — C)XB.

Since CX = 0, it is enough to show that VCyVCy X8 — VCVCo X3 =
VCoXB. With VC\VCy X3 = VCo X3, we only need VCVCy X3 =
Since X € C(Tp), by assumption, (I — Ag)X [ = Ty for some 7,

e

VOVCoXB = VOVTy (I— A)XB=VCTyTy (I — Ag)Xp
= VOTy T, Toy = VCTyy = VC(I — Ag) X3
= VI (I-A)(I-A)XB=VT (I-A)XB=0. O
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To establish Theorem 10.3.2¢, use the following lemma:

Lemma 10.3.9.

(a) VCV(Cy— C)V =0,

(b) VCV(Cy — C)XB=01if X8 € C(X,,V),
(c) V(Ch—C)VCXB =0,

(d) g/ X'(Co —COYWCXS =0.

Proor. For part (a), VCV(Cy—C)V =VCVC)V-VCVCV =VCV —
VCV. Parts (c) and (d) follow because CX = 0; also, (b) becomes the
condition VCV Cy X3 = 0, as was shown in the proof of Lemma 10.3.8. O

10.4 Least Squares Consistent Estimation

Definition 10.4.1. An estimate 3 of 3 is said to be consistent if X3
is a consistent estimate of X3. 3 is said to be a least squares consistent
estimate of 3 if for any other consistent estimate § and any Y € C(X,V),

(Y —XB)(Y —XB) < (Y = XB) (Y — XP).

How does this differ from the usual definition of least squares? In the
case where C'(X) C C(V), it hardly differs at all. Any estimate [ will
have X3 € C(X), and, as we observed earlier, when C(X) C C(V), any
estimate of X /3 satisfying condition (i) of consistency also satisfies condition
(ii). The main difference between consistent least squares and least squares
is that we are restricting ourselves to consistent estimates of X3. As we
saw earlier, estimates that are not consistent are just not reasonable, so we
are not losing anything. (Recall Example 10.2.2, in which the least squares
estimate was not consistent.) The other difference between consistent least
squares estimation and regular least squares is that the current definition
restricts Y to C(X,V). In the case where C(X) C C(V), this restriction
would not be necessary because a least squares estimate will have to be a
least squares consistent estimate. In the general case, we need to actually
use condition (ii) of consistency. Condition (ii) was based on the fact that
e € C(V) a.s. Since e cannot be observed, we used the related fact that
Y € C(X,V) as., and made condition (ii) apply only when Y € C(X, V).

Theorem 10.4.2a. If AY is a CLUE and (I — A)r L C(X)NC(V)
for any r € C(X,V), then any ( satisfying AY = X[ is a least squares
consistent estimate.
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PrROOF. Let B be any consistent estimate,

(Y —XB)'(Y - XB) = (Y —-AY +AY — XB) (Y — AY + AY — X}3)
= Y'(I-A)(I-AY +(AY — X3)(AY — Xf3)
+2Y"(I — A)'(AY — Xf).

It is enough to show that
Y'(I — A)Y(AY — XB)=0for Y € C(X,V).

Note that AY — Xﬂ: € C(X). Also observe that since AY and X} are
consistent, AY — X3 = (Y — Xf3) - (I - A)Y e C(V) for Y € C(X,V).
Thus AY — X5 e C(X)NC(V). For any Y € C(X,V), we have

(I-AY LC(X)nCWV);
so Y/(I — A)(AY — X(3) = 0. O

We now give a formula for a least squares consistent estimate. Choose V}
with orthonormal columns such that C(Vy) = C(X) N C(V). Also choose
V1 with orthonormal columns such that C(V;) L C(Vp) and C(Vo, Vi) =
C(V). It is easily seen that MY — MV;4 is a CLUE, where ¥ = [V{/(I —
M)Vi)7'V{/(I — M)Y. Observe that

C(X,V)=C(X,Vy,Vi) = C(X,(I — M)VY).

To put the computations into a somewhat familiar form, consider the anal-
ysis of covariance model

Y = [X, (I - M)VA] [f] +e, E(e)=0. (1)

We are interested in the least squares estimate of E(Y'), so the error vector
e is of no interest except that E(e) = 0. The least squares estimate of E(Y")
is MY + (I — M)V14, where 4 = [V{(I — M)V4]~'V/(I — M)Y. It turns out
that MY — MV14 is a CLUE for X in model (10.1.1).

First, MY — MV;4 is unbiased, because E(MY) = X8 and E(¥) = 0.
E(%) is found by replacing Y with X3 in the formula for 4, but the product
of (I — M)Xp = 0. Second, it is clear that for any YV

MY — MV44 € C(X).

Finally, it is enough to show that if Y € C(V), then MY — MV14 €
C(V).IfY € C(V), then Y € C(X,(I — M)V;) = C(X,V). Therefore,
the least squares estimate of E(Y) in model (1) is YV itself. We have two
characterizations of the least squares estimate, and equating them gives

MY +(I—MVi3=Y
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or

MY — MVi3 =Y — Vi4.

Now, it is clear that V15 € C(V); so if Y € C(V), then MY — MV14 €
c(V).

Proposition 10.4.3. If B is an estimate with XB = MY — MV1%,
then (3 is a least squares consistent estimate.

PrOOF. By Theorem 10.4.2a, it is enough to show that
(Y — MY + MVi4) L C(Vy)

for any Y € C(X,V). Let w € C(Vp), then since Mw = w,

WY = MY +MVi4y) = W'Y —w' MY +w M4
= WY —uY +uw'Vi¥
= w’{/lfy
= 0. 0
Theorem 10.4.2b. If B is a least squares consistent estimate, then

(Y —XB) L C(X)NC(V) for any Y € C(X,V); and if § is any other least
squares consistent estimate, X = X for any Y € C(X, V).

PrOOF.  Let A be the matrix determined by AY = MY — MV for all
Y. We show that AY = X3 for any Y € C(X,V) and are done.
We know, by Definition 10.4.1, that
(Y = XB)(Y —XB)= (Y —AY) (Y — AY), forY € C(X,V).
As in the proof of Theorem 10.4.2a, we also know that, for Y € C(X,V),

(Y = XB)(Y —X3) = (Y — AY)' (Y — AY) + (AY — X3) (AY — XJ3).

Therefore, X .
(AY — XBY(AY — XB) = 0;
hence X
AY —XB=0
or R
AY = X5 forY e C(X,V). ]

Together, Theorems 10.4.2a and 10.4.2b give an “if and only if” condition
for 8 to be a least squares CLUE.
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In the future, any CLUE of X 3, say AY, that satisfies (/—A)r L C(X)N
C(V) for any r € C(X,V) will be referred to as a least squares CLUE of
X . The most important result on least squares CLUEs is

Theorem 10.4.4. If in model (10.1.1), C(VVy) C C(Vy), then a least
squares CLUE of X is a best CLUE of X (and hence a BLUE of Xf3).

Proor. Let AY be a least squares CLUE and BY any other CLUE. We
need to show that, for any vector p,

Var(p'AY') < Var(p'BY).
We can decompose Var(p’'BY),

Var(p'BY) = Var(p'(B— A)Y + p'AY)
= Var(p/(B — A)Y) + Var(p'AY)
= +2Cov(p/(B— A)Y,p AY).

Since variances are nonnegative, it suffices to show that
0= Cov(p/(B—A)Y,pAY) = 0?0 (B - A)VAp.

First, we will establish that it is enough to show that the covariance
is zero when p € C(X) N C(V). Let My be the perpendicular projection
matrix onto C'(X)NC(V). Then p = Mop + (I — My)p and

pP(B-AVAp = p(B-AVAMp+p(B—-AVAI - M)p
= p'Mo(B — A)VA' Mop + p'(I — Mo)(B — A)V A Myp
+p'Mo(B — A)VA(I — Mo)p
+p'(I = Mo)(B — A)VA(I — My)p.

It turns out that all of these terms except the first is zero. Since AY and BY
are CLUESs, unbiasedness and observation (d) in Section 2 give C'(AV) C
C(X)NC(V) and C(BV) C C(X)NnC(V). By orthogonality,

VA (I —My)p=0 and p'(I - My)(B— AV =0;

S0
p(B—AVAp=pMy(B— AV A Myp.

Henceforth, assume p € C(X)NC(V).
To obtain the final result, observe that since AY is a least squares CLUE,
any column of (I — A)V is orthogonal to p; so

V(I—-A)'p=0 and Vp=VAp.
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Since, by assumption, C'(VVy) C C(V}), we also have Vp € C(X)NC(V).
The covariance term is p'(B — A)VA'p = p'(B — A)Vp. Since AY and BY
are unbiased and Vp € C(X), (B — A)Vp = 0; hence

p(B—AVAp=0. m|

As mentioned in the statement of the theorem, a best CLUE is a BLUE.
That is because all BLUEs have the same variance and there is a BLUE
that is a CLUE.

As would be expected, when C(X) C C(V), a least squares CLUE will
equal MY for all Y € C(V). When C(X) C C(V), then C(X) = C(Vy); so
MVi; =0and MY — MV = MY.

The following theorem characterizes when simple least squares estimates
are BLUEs:

Theorem 10.4.5. The following conditions are equivalent:
(a) C(VX) C C(X),
(b C(VVO) C C(Vo) and X/V1 =0,
(¢c) MY is a BLUE for X3.

PrROOF. Let X; be a matrix with orthonormal columns such that C(X) =
C(Vh, X1) and Vi X7 = 0. Also let

B B Vi
v=mvil | g g4

soV = V()Bll‘/0/+V1B22‘/1/+‘/0B12V1/+‘/1B21V0,. By symmetry, B12 = Bél
Recall that Vi and V; also have orthonormal columns.
a implies b

Clearly C(VX) C C(V);s0if C(VX) C C(X), we have C(VX) C C(V).
It is easily seen that

C(VX) C C(Vp) if and only if C(VVy) C C(Vy) and C(VXy) C C(Vp).

We show that C(VX;) C C(Vp) implies that X{V = 0; hence X{V; =0
and X’Vl = 0. First VX1 = VlBQQWXl + V0B12V1’X1; we show that both
terms are zero. Consider V'Vy = Vy By + V1 Bay; since C'(VVy) € C(Vy), we
must have V] By; = 0. By symmetry, B12V;] = 0 and VyB12V{ X1 = 0. To see
that VX7 = V] BaoV/ X7 = 0, observe that since C(VX;) C C(Vp), it must
be true that C(V1B2oViX1) C C(Vp). However, C(V1 B2 Vi X;) C C(V1)
but C(Vp) and C(V;) are orthogonal, so V3 Baa Vi X1 = 0.

b implies a

If X'V; =0, then X{V; =0 and X1V = 0. Write X = Vy By + X1 B; so

VX =VVyBy +VX1By = VVyBy. Thus,

C(VX) = C(VVoBy) C C(VVp) C C(Vo) € C(X).
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b implies ¢

If C(VVy) € C(W), then MY — MV;% is a BLUE. Since X'V} = 0,
MV, =0 and MY is a BLUE.
c implies b

Recall that if AY and BY are BLUEs, then AY = BY for Y € C(X,V).
As was seen in Proposition 10.2.3, there exists a BLUE, say AY’, such that
AV =V A’. Since MY is a BLUE and C(V) C C(X,V), AV = MV and
MV = VM. Finally, VV) = VMVy = MVV, so C(VVy) = C(MVVy) C
C(X). Since C(VVy) C C(V), we have C(VVy) C C(Vy).

From Theorem 10.4.4 we know that a least squares CLUE is a BLUE;
hence MY = MY — MViy for Y € C(X,V) = C(X, V1). Since

A= [V{I - M)V V(I - MY,

we must have 0 = MV; [V{(I — M)Vi]"" V{(I — M)V; = MV;. Thus 0 =
X'V, O

In the proof of a implies b, it was noted that Vi1 Bs; = 0. That means we
can write V = Vo B11 V] + V1 BaoV]. For ordinary least squares estimates to
be BLUEs, C(V') must admit an orthogonal decomposition into a subspace
contained in C'(X) and a subspace orthogonal to C(X). Moreover, the error
term e in model (10.1.1) must have e = ey + e, where Cov(eg,e1) = 0,
Cov(eg) = VoB11V{, and Cov(ey) = Vi B2 VY. Thus, with probability 1, the
error can be written as the sum of two orthogonal vectors, both in C(V),
and one in C(X). The two vectors must also be uncorrelated.

Exercise 10.6 Show that V{(I — M)V; is invertible.

Answer: Since the columns of V; form a basis, then 0 = Vib iff b = 0.
Also (I — M)Vib=0iff V1b € C(X), but V1b € C(X) iff b = 0 by choice of
Vi. Thus, (I — M)V1b =0 iff b = 0; hence (I — M)V; has full column rank
and V{(I — M)V; is invertible.

Exercise 10.7 Show that if MY — MV3174 is a BLUE of X3, then
C(VW) C C(Vo).
Hint: Show that

M= MV V(1= M) V- )| v
v [M (- MY, VI - MYV VM
Then multiply on the right by V4.

We include a result that allows one to find the matrix V7, and thus find
least squares CLUEs.
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Proposition 10.4.6. r1l C(X)NC(V)ifand only ifr e C(I—M,I—
My).

Proor. Ifre C(I—-M,I—My), then write r = (I —M)ry+ (I —My)rs.
Let w € C(X)NC(V) so that w = Myw = Mw. We need to show that
w'r = 0. Observe that

w'r = w'({l—M)ry +w' (I — My)re
= w'M(I — M)’I’l + ’w/Mv(I — Mv)T'Q
= 0.

The vector space here is, say, R". Let (C(X) N C(V)) = m. From the
above result, C'(I — M, I — My ) is orthogonal to C'(X)NC(V). It is enough
to show that the rank of C'(I — M,I — My ) is n — m. If this is not the
case, there exists a vector w # 0 such that w L C(I — M,I — My) and
wlCX)nCV).

Since w L C(I—M,I—My), we have (I—M)w =0or w = Mw € C(X).
Similarly, w = Myw € C(V); so w € C(X) N C(V), a contradiction. O

To find V7, one could use Gram—Schmidt to first get an orthonormal basis
for C(I — M,I — My), then extend this to R™. The extension is a basis
for C(Vp). Finally, extend the basis for C(Vp) to an orthonormal basis for
C(V). The extension is a basis for C'(V1). A basis for C(X;) can be found
by extending the basis for C(Vp) to a basis for C(X).

Exercise 10.8 Give the general form for a BLUE of X3 in model
(10.1.1).
Hint: Add something to a particular BLUE.

Exercise 10.9 From inspecting Figure 10.2, give the least squares
CLUE for Example 10.2.2. Do not do any matrix manipulations.

Remark. Suppose that we are analyzing the model Y = X3+e, E(e) = 0,
Cov(e) = X(0), where X(0) is some nonnegative definite matrix depending
on a vector of unknown parameters 6. The special case where ¥() = o2V
is what we have been considering so far. It is clear that if 8 is known, our
current theory gives BLUEs. If it happens to be the case that for any value
of # the BLUEs are identical, then the BLUEs are known even though 6
may not be. This is precisely what we have been doing with X(6) = o2V
We have found BLUEs for any value of 02, and they do not depend on o2.
Another important example of this is when C(X(6)X) C C(X) for any 6.
In this case, least squares estimates are BLUEs for any 6, and least squares
estimates do not depend on 6, so it does not matter that 6 is unknown.
The split plot design model is one in which the covariance matrix depends
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on two parameters, but for any value of those parameters, least squares
estimates are BLUEs. Such models are examined in the next chapter.

Exercise 10.10 Show that ordinary least squares estimates are best
linear unbiased estimates in the model Y = X3+ e, E(e) =0, Cov(e) =V
if the columns of X are eigenvectors of V.

Exercise 10.11 Use Definition B.31 and Proposition 10.4.6 to show
that MC(X)FTC(V) =M — MW where C(W) = C[M(I - Mv)]
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11
Split Plot Models

In an experiment with at least two factors, it is sometimes convenient to
apply some of the factors to large experimental units (called whole plots)
and then to split the large units into smaller parts on which the remaining
factors are applied. The subdivisions of the whole plots are called subplots
or split plots.

Split plot designs are often used when either (1) the factors applied to
whole plots are not of direct interest or (2) some factors require larger ex-
perimental units than the other factors. The first case is illustrated with an
experiment to evaluate crop yields when using varying levels of a standard
herbicide and a new pesticide. If the standard herbicide is not of direct
interest, but rather primary interest is in the effects of the pesticide and
any possible interaction between the herbicide and the pesticide, then it
is appropriate to apply herbicides as whole plot treatments. (It will be
seen later that interaction contrasts and comparisons between pesticides
are subject to less error than comparisons among herbicides.) The second
case that split plot designs are often used for can also be illustrated with
this experiment. If the standard herbicide is applied using a tractor, but the
new pesticide is applied by crop dusting, then the experimental procedure
makes it necessary to use pesticides as whole plot treatments. (Clearly, an
airplane requires a larger plot of ground for spraying than does a tractor.)

It is of interest to note that a split plot design can be thought of as
an (unbalanced) incomplete block design. In this approach, each whole
plot is thought of as a block. Each block contains the treatments that are
all combinations of the subplot factor levels with the one combination of
whole plot factor levels that was applied. As with other incomplete block
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designs, a split plot design is necessary when there are not enough blocks
available that can accommodate all of the treatment combinations. In split
plot designs, this means that there are not enough subplots per whole plot
so that all treatment combinations could be applied at the subplot level.
If, in addition, there are not enough whole plots so that each treatment
combination could be applied to a whole plot, then a split plot design is an
attractive option.

Mathematically, the key characteristic of a split plot model is the co-
variance structure. Typically, observations taken on the subplots of any
particular whole plot are assumed to have a constant nonzero correlation.
Observations taken on different whole plots are assumed to be uncorrelated.

The main purpose of this chapter is to derive the analysis for split plot
models. In Section 1, we will consider a special cluster sampling model. The
cluster sampling model has the same covariance structure as a split plot
model. In Section 2, we consider ways of generalizing the cluster sampling
model that allow for an easy analysis of the data. The discussion in Section 2
is really an examination of generalized split plot models. Section 3 derives
the analysis for the traditional split plot model by using the results of
Section 2. Section 4 presents a discussion of the problem of identifying and
appropriate error term and of subsampling.

Sections 1 and 2 are closely related to Christensen (1984) and (1987b),
respectively. In fact, Christensen (1987b) is probably easier to read than
Section 2 because it includes more introductory material and fewer of the
mathematical details. Closely related work is contained in Monlezun and
Blouin (1988) and Mathew and Sinha (1992). A general review of methods
for analyzing cluster sampling models is given in Skinner, Holt, and Smith
(1989).

11.1 A Cluster Sampling Model

A commonly used technique in survey sampling is cluster sampling (also
called two-stage sampling). This technique is applied when the population
to be sampled consists of some kind of clusters. The sample is obtained by
taking a random sample of clusters and then taking a random sample of
the individuals within each of the sampled clusters. For example, suppose it
was desired to sample the population of grade school students in Montana.
One could take a random sample of grade schools in the state, and then for
each school that was chosen take a random sample of the students in the
school. One complication of this method is that students from the same
school will tend to be more alike than students from different schools. In
general, there will be a nonnegative correlation among the individual units
in a cluster.
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GENERAL CLUSTER SAMPLING MODELS

Suppose n observations are available from a two stage sample with ¢ clus-
ters. From each cluster, m; units are sampled and variables Y, X1,..., X,
are obtained. Since observations in a cluster are typically not independent,
we will consider the linear model

Y=XB+e, e~N(0,0%V),

where X is n X p of rank r and (assuming the elements of Y are listed by
clusters) V is the block diagonal matrix

V = Blk diag(V;),

where V; is an m; X m; matrix

L op p
p 1 p
Vi=1. .
pp...l

If we let J,, ;) be an m; x 1 vector of ones, then
V =(1-p)I+ pBlk diag(]m(i)J;n(i)).

Now let X; be an n x ¢ matrix of indicator variables for the clusters.
In other words, a row of the ith column of X; is 1 if the row corresponds
to an observation from the ith cluster and 0 otherwise. It follows that
X1X1 = Blk diag(Jm (i) J,;)): s0

V= (1-p)+pX, X]. (1)

In fact, equation (1) holds even if the elements of Y are not listed by cluster.

We can now provide an interesting condition for when ordinary least
squares (OLS) estimates are best linear unbiased estimates (BLUEs) in
cluster sampling models. Recall from Theorem 10.4.5 that OLS estimates
are BLUEs if and only if C(VX) C C(X). This condition holds if and only
if C(X1X1X) C C(X). Since the columns of X; are indicator variables for
the clusters, X X7 X takes each column of X, computes the cluster totals,
and replaces each component with the corresponding cluster total. Thus,
OLS estimates are BLUEs if and only if for any variable in the model,
the variable formed by replacing each component with the corresponding
cluster total is also, either implicitly or explicitly, contained in the model.

A SpPEcCIAL CLUSTER SAMPLING MODEL

We now consider a particular cluster sampling model for which OLS esti-
mates are BLUEs, and for which tests and confidence intervals are readily
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available for the most interesting parameters. Consider a model in which X
can be written as X = [X, X5], where X is again the matrix of indicator
variables for the clusters. Rewriting the linear model as

Y = [X1, Xo) {ﬂ te (2)

leads to the interpretation that the «ys are separate cluster effects. Typi-
cally, one would not be very interested in these cluster effects. One’s pri-
mary interest would be in the vector ~.

It is easily seen that C(VX) C C(X), so OLS estimates are BLUEs.
The noteworthy thing about this model is that inference on the parameter
vector v can proceed just as in ordinary least squares. Treating (2) as an
analysis of covariance model, we obtain for any estimable function X~y

Ny =N [X5(I — M) Xo]” X5(I — My)Y,

where M; is the perpendicular projection matrix onto C'(X7).
The variance of \'¥ is

Var(\'9)
= 0N [X5(I — M) Xo]” Xo(I — M)V (I — My) X [X5(I — My)Xa] ™ A
(3)
From (1) observe that
V(I = M) =(1-p)I - M).
Substitution into (3) gives
Var(N4) = o*(1 = p)N [X5(I — M1)Xo]™ A, (4)

which, except for the term (1 — p), is the covariance matrix from ordinary
least squares.

Exercise 11.1 Prove that equation (4) is true.

The mean square error (M SFE) from ordinary least squares provides an
independent estimate of o%(1 — p). Let M = X(X'X)~ X', so MSE =
Y'(I—M)Y/(n—r).

E(MSE) = (n—r)"to?tr[(I — M)V].
Since C(X;) C C(X), from (1) we have

(I = M)V = (I = M)(1 = p)I = (1 - p)(I - M).
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But, tr[(1 — p)(I — M)] = (1—p)(n—1), so

E(MSE) = o*(1 — p).

Theorem 11.1.1.

() V(I = M)Y/o*(1 = p) ~ x*(n — 7,0).

(ii) MSE and X (3 are independent. In particular, M SE and \'4 are inde-
pendent.

Exercise 11.2 Prove Theorem 11.1.1.
Hint: For part (i), use Theorem 1.3.6. For part (ii), show that Cov[(I —
M)Y, MY] = 0.

The results above provide a basis for finding tests and confidence intervals
for an estimable function A+y. We might also want to consider doing F
tests. Suppose we want to test some vector of estimable restrictions on +,
say A’y = 0. The test can be derived from A’4, Cov(A’4), and M SE, using
Theorem 11.1.1 and Corollary 3.8.3. In particular,

Theorem 11.1.2.

v (0 )
(i) MSE

~ F(r(A),n—r,m),

where m = (A'y)’ (A’ [X5(] — M1)Xs]™ A) (M) /202(1 — p).
() (Ay) (A’ [X4(I — M1)Xa]~ A) (A’y) =0 if and only if A’y = 0.
An alternative to testing linear parametric functions is testing models.
To test model (2) against a reduced model, say
Y =XoBo+e, C(X;)CC(Xy) CCX),

the test is the usual least squares test. With My = X (X[ Xo)~ X|), we have

Theorem 11.1.3.

Q) Y!(M — Mo)Y/[r(X) — r(Xo)]
MSE

where m = B,X'(M — My)X Bo/20%(1 — p).
() BX/(M — Mo)X By = 0 if and only if E(Y) € C(Xo).

~ Fr(X)—-r(Xo),n—rm),
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PrOOF. For part (i), see Exercise 11.3. Part (ii) follows exactly as in
Theorem 3.2.1. |

Exercise 11.3 Prove Theorem 11.1.3 (i).

In summary, for a model that includes separate fixed effects for each
cluster, the ordinary least squares model gives optimal estimates of all
effects and valid estimates of standard errors for all effects not involving
the cluster effects. If normal distributions are assumed, the usual tests and
confidence intervals are valid unless the cluster effects are involved. If the
cluster effects are not of interest, the entire analysis can be performed with
ordinary least squares. This substantially reduces the effort required to
analyze the data.

The assumption that the ;s are fixed effects is necessary for the result to
hold. However, if additional random cluster effects are added to the model
so that there are both fixed and random cluster effects, then the basic
structure of the covariance matrix remains unchanged and the optimality
of ordinary least squares is retained.

Exercise 11.4 The usual model for a randomized complete block
design was given in Section 8.2 as

Yij =k + o + 05 + e,

i=1,...,a,j=1,...,b, Var(e;;) = 0%, and Cov(e;;,e;;») = 0 for (i,5) #
(', 4"). The B;s are considered as fixed block effects. Consider now a model

Yij = b+ i + B +n; + e

The 7;s are independent N (0,03) and the e;;s are independent N(0,07).
The n;s and e;;s are also independent. The block effects are now (5; + ;).
There is a fixed component and a random component with mean zero in
each block effect. Use the results of this section to derive an analysis for this
model. Give an ANOVA table and discuss interval estimates for contrasts
in the o;s.

Exercise 11.5 An alternative model for a block design is

Yij = kb +a; + 05 + €ij, (5)
where the ;s are independent N(0,03) and the 3;s and e;;s are inde-
pendent. If this model is used for a balanced incomplete block design, the
BLUESs are different than they are when the ;s are assumed to be fixed.

Discuss the appropriateness of the analysis based on this model in light of
the results of Exercise 11.4.

Exercise 11.6 Show that when using model (5) for a randomized
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complete block design, the BLUE of a contrast in the ;s is the same
regardless of whether the ;s are assumed random or fixed. Show that the
estimates of a contrast’s variance are the same.

11.2  Generalized Split Plot Models

By placing additional conditions on model (11.1.2), we can get a simple
analysis of the cluster effects while retaining a simple analysis for the non-
cluster effects. The analysis of the cluster effects corresponds to the analysis
of whole plot treatments in a split plot model. The noncluster effects relate
to effects on the subplot level.

Generalized split plot models are models obtained by imposing additional
structure on the cluster sampling model (11.1.2). This additional structure
involves simplifying the covariance matrix and modeling the whole plot
(cluster) effects. First, a condition on the whole plots is discussed. The
condition is that the number of observations in each whole plot is the
same. This condition simplifies the covariance matrix considerably. Next,
the whole plot effects are modeled by assuming a reduced model that does
not allow separate effects for each whole plot. As part of the modeling pro-
cess, a condition is imposed on the design matrix of the reduced model that
ensures that least squares estimates are BLUEs. The problem of drawing
inferences about generalized split plot models is discussed in two parts, (1)
estimation and testing of estimable functions and (2) testing reduced mod-
els. A condition that allows for a simple analysis of the whole plot effects
is mentioned, a discussion of how to identify generalized split plot models
is given, and finally some computational methods are presented.

THE COVARIANCE MATRIX

Writing Y so that observations in each whole plot are listed contiguously,
we can rewrite the covariance matrix of model (11.1.2) as

o®V =0” [(1 = p)I + pMy{Blk diag(mil,,;))}]

where I,,,(;y is an m; X m; identity matrix and M is the perpendicular
projection matrix onto C'(X;). This follows from Section 1 because My =
Blk diag(m;lJm(i)Jr’n(i)). This characterization of V' is not very convenient
in itself because of the Blk diag(milm(i)) term. For example, the expected
value of a quadratic form, say Y'AY ,is E(Y'AY) = o2tr(AV)+ ' X' AX 3.
The trace of AV is not easy to compute. To simplify the subsequent anal-
ysis, we impose

Condition 11.2.1. All whole plots (clusters) are of the same size, say
m; = m, for all 4.
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It follows that
V = (1= p)I +mpb. (1)

This form for V' will be assumed in the remainder of Section 2.

MODELING THE WHOLE PLOTS

Model (11.1.2) assumes separate effects for each whole plot (cluster). Mod-
eling the cluster effects consists of imposing structure on those effects. This
is done by putting a constraint on C(X;). The simplest way to do this is
by postulating a reduced model, say

Y=2Z8.4+e, Z=[X,X3], C(X.) CC(Xy). (2)
Partitioning (3, in conformance with Z, write
gL =15

Remember, this is not the same 7 as in (11.1.2), but it is the coefficient for
Xs, just as in (11.1.2). Define the perpendicular projection operators onto
C(Z) and C(X,) as Mz and M,, respectively.

In Section 1, it was shown that least squares estimates were BLUEs for
model (11.1.2). We are now dealing with a different model, model (2), so
another proof is required. To check if least squares estimates are BLUEs,
we need to see whether C'(VZ) C C(Z). Since by equation (1), V = (1 —
p)I + mpM;y, we have VZ = (1 — p)Z + mpM; Z. Clearly, it is enough to
check whether C(M1Z) C C(Z). This is true for a special case.

Proposition 11.2.2. Let M and N be subspaces of C(Z). If C(Z) =
M+ N, where M C C(X;) and N' L C(X3), then C(M;2) C C(Z).

PROOF. For any v € C(Z), write v = v1 +v9, where v1 € M and v € N.
Ml'U:Ml’Ul-l-Ml’Ug:Ul,but (%1 GMCC(Z) O.

A condition that is easy to check is

Condition 11.2.3. C(Z)=C(X.,(I— M;p)X5) and C(X,) C C(X7).

If Condition 11.2.3 holds, then Proposition 11.2.2 applies with M =
C(X.) and N = C[(I — My)Xs]. If Proposition 11.2.2 applies, then least
squares estimates are BLUESs.

ExAMPLE 11.2.4. Let whole plots be denoted by the subscripts ¢ and j,
and let subplots have the subscript k. Let the dependent variable be y;;x
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and let x;jr1, Tijr2, and ;53 be three covariates. The model given below
is a generalized split plot model (see Exercise 11.7.):

Yijk = WP+ wi+71Ti5.1 + Y21%i5.2 + N5y
+ T + (WT)ik + Va2 (Tijko — Tij2) + V3(Tijrs — Tijes)  (3)
+ €ijk,

i=1,...,a,5=1,...,N;, k =1,...,m. The n;;s and e;;s are all inde-
pendent with 7;; ~ N(0,02) and e;j; ~ N(0,02). With these assumptions

7=+ o]
and
p=0u/(o0+03)

The w;s are treatment effects for a one-way ANOVA with unequal num-
bers in the whole plots. The whole plot treatments can obviously be gener-
alized to include multifactor ANOVAs with unequal numbers. The w;s, 71,
o1, and p make up the § vector. The 7is, (wT)iks, Y22, and 3 make up the
vector 7 from model (2). Note that the covariate used with 25 could be
changed to z;;,2 without changing C'(Z) or invalidating Condition 11.2.3.

Exercise 11.7 Verify that Condition 11.2.3 holds for model (3).

ESTIMATION AND TESTING OF ESTIMABLE FUNCTIONS

We now discuss estimation and testing for model (2). Under Condition
11.2.1 and Condition 11.2.3, least squares estimates are BLUEs. Define

My = (I — M) X [X5(I — M1)Xo] X5(I — My).

From Condition 11.2.3, the perpendicular projection operator onto C(Z)
is

My = M, + M. (4)
Given the perpendicular projection operator, the least squares estimates
can be found in the usual way.

First, consider drawing inferences about 7. For estimable functions of ~,
the estimates are exactly as in Section 1. In both cases, the estimates de-
pend only on M>Y". (See Proposition 9.1.1 and Exercise 9.3.) Since model
(11.1.2) is a larger model than model (2) [i.e., C(Z) C C(X)], model
(11.1.2) remains valid. It follows that all of the distributional results in
Section 1 remain valid. In particular,

Y'(I = M)Y/o*(1 = p) ~x*(n—r(X),0), (®)

and Y'(I—M)Y/[n—r(X)] is an unbiased estimate of o(1—p). In split plot
models, 02(1 — p) is called the subplot error variance. Y'(I — M)Y is called
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the sum of squares for subplot error [SSE(s)] and Y'(I — M)Y/[n —r(X)]
is the mean square for subplot error [MSE(s)].

Recall that the results in Section 1 are for functions of v that are es-
timable in model (11.1.2). We now show that X'y is estimable in (11.1.2)
if and only if X'~ is estimable in (2). The argument is given for real valued
estimable functions, but it clearly applies to vector valued estimable func-
tions. First, suppose that A~ is estimable in (11.1.2). Then there exists a
vector £ such that M = ¢’ X5 and ¢’X; = 0. It follows immediately that
N =¢&X5 and £X, =0, so Ny is estimable in model (2).

Now suppose that A7y is estimable in model (2). There exists a vector &
such that & X, = 0 and &' X5 = X. Using equation (4) and ¢’ M, = 0, it is
easily seen that

N =Xy =EMzXy =€ MyX,

and, since My X =0,
& MyX, = 0.

The vector £’ M satisfies the two conditions needed to show that N« is
estimable in (11.1.2). Thus, inferences about estimable functions Ay can
be made exactly as in Section 1.

Drawing inferences about ¢ is trickier. The projection operator M is the
sum of two orthogonal projection operators M, and M. Estimation of X~
can be accomplished easily because the estimate depends on MY alone.
Similarly, estimable functions whose estimates depend on M., Y alone can be
handled simply. The problem lies in identifying which estimable functions
have estimates that depend on M.,Y alone. Since estimable functions of
~v depend on MY, any estimable function with an estimate that depends
on M.,Y alone must involve 0. (Of course, there exist estimable functions
that depend on both M,Y and M,Y.) Later, a condition will be discussed
that forces all estimable functions of § to depend only on M.,Y. With this
condition, we have a convenient dichotomy in that estimates of functions
of 6 depend on the perpendicular projection operator M,, and estimates of
functions of v depend on the perpendicular projection operator Ms. The
condition referred to is convenient, but it is not necessary for having a
generalized split plot model.

As discussed in Chapter 3 the question of whether the estimate of an
estimable function, say A’S,, depends only on M.,Y is closely related to the
constraint on the model imposed by the hypothesis A’3, = 0. In particular,
if A’ = P'Z, then the constraint imposed by A’S, =0is E(Y) L C(MzP),
and A’(, depends on M.Y if and only if C(MyzP) c C(M,) = C(X.).
In the discussion that follows, A’3, = 0 is assumed to put a constraint on
C(X,).

We seek to derive an F test for A’B, = 0. From Corollary 3.8.3,

(v foo(w)] (5.
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(i, ) [eov(aA)] ') 2).

We need the covariance of A'B*. Note that A’ﬁ* = P'MyY = P'M.Y.
From equation (1) and the fact that C'(X,) C C(X1), it is easily seen that

M.V = [(1 - p) + mp] Ms; (6)
s0
Cov (A’B*> = G2P'M.VM.P =0%[(1— p)+mp| P'M,P
= o*[(1—p)+mp] P'MzP
= ?l(1—p) +mp]N(2'2)" A,

which, except for the term (1 — p) + mp, is the usual covariance of A’ B,
from ordinary least squares. We can get an F' test of A’3, = 0 if we can
find an independent chi-square estimate of o2 [(1 — p) + mp).

Theorem 11.2.5. Under model (2),

Y/ (My = My)Y/o? [(1 = p) +mp] ~ x*(r(X1) = 7(X,),0).

PROOF. Observe that
MyV = [(1 = p) +mp] M. (7)

Using equations (6) and (7), it is easy to check the conditions of Theo-
rem 1.3.6. It remains to show that 8,2’ (M; — M,) Z3. = 0. Recall that
Mz = M, + M>, and note that M = M, 4+ Ms. It follows that M7 — M, =
M — My. Clearly, (M — Mz)Z3. = 0. O

The quadratic form Y’'(M; — M,)Y is called the sum of squares for
whole plot (cluster) error. This is denoted SSE(w). An unbiased estimate
of 02 [(1 — p) + mp] is available from

MSE(w) =Y'(M; — M,)Y / [r(X1) — r(X)].

To complete the derivation for the F' test of AN B, = 0, we need to show
that A’G, and Y'(M; — M,)Y are independent. It suffices to note that

Cov(M.,Y, (M, — M,)Y) = o?*M,V(M; — M,)
= 0?[(1 = p) +mp] M.(M; — M.)
0.
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The F test is based on the distributional result

(83.) wz2)-ar (88.) /ra)

MSE(w) ~ F(r(A),r(X1) = r(X.),m),

where
™= (N8, [N(Z'2)"A] (N'B.) /20° [(1 - p) + mp]

and (A'B,)' [N(Z'Z)~A]” (N'B,) = 0 if and only if A’3, = 0.

The argument establishing the independence of A’5, and M SE(w) can
be extended to establish the independence of all the distinct statistics being
used.

Theorem 11.2.6. MY, MY, SSE(w), and SSE(s) are mutually
independent.

PrOOF.  Since the joint distribution of Y is multivariate normal, it suffices
to use equations (6) and (7) to establish that the covariance between any
pair of MY, MoY, (M; — M,)Y, and (I — M)Y is zero. |

To summarize the results so far, if the linear model satisfies Condi-
tions 11.2.1 and 11.2.3, then (a) least squares estimates are BLUEs, (b)
inferences about estimable functions Ay can be made in the usual way
(i.e., just as if V' = I) with the exception that the estimate of error is taken
to be MSE(s), and (c) inferences about estimable functions of A’3, that
put a constraint on C(X.) can be drawn in the usual way, except that
MSE(w) is used as the estimate of error.

As mentioned, it is not clear what kind of estimable functions put a
constraint on C'(X,). Two ways of getting around this problem will be dis-
cussed. As mentioned above, one way is to place another condition on the
design matrix Z of model (2), a condition that forces the estimable func-
tions of § to put constraints on C(X,). A second approach, that requires no
additional conditions, is to abandon the idea of testing estimable functions
and to look at testing models.

INFERENCES ABOUT §

One of the problems with generalized split plot models is in identifying
the hypotheses that put constraints on C(X,). In general, such hypotheses
can involve both the § and the v parameters. For example, suppose that
C(X.)NC(X2) contains a nonzero vector £. Then, since Mz¢ = € € C(X,),
the hypothesis £’ X, + £’ Xoy = 0 puts a constraint on C(X,). However,
&' X0 + & Xy involves both the § and v parameters because, with £ €
C(X,)NC(X3), neither £’ X, nor &' X5 is zero. The most common example
of this phenomenon is when X, and X, are chosen so that C'(X,) and
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C(X32) both contain a column of 1s (i.e., J,). It follows that inferences
about the grand mean, n=1.J,, Z 3., are made using M SE(w).

The condition stated below ensures that any estimable function of the
0s puts a constraint on C'(X,). This condition is typically satisfied when Z
is the design matrix for a balanced multifactor ANOVA (with some of the
interactions possibly deleted).

Condition 11.2.7. For v € C(X), if v L C(X3), then v € C(Xy).

Suppose that A4 is an estimable function. Then X = £’ X, and &’ X, = 0 for
some £ € C(Z). Since &' Xo = 0, Condition 11.2.7 implies that £ € C(X3);
thus Ms¢ = 0. Finally, by (4),

Mz€ = M€ € C(X.).

Thus estimable functions of § put a constraint on C(X,) and inferences
about such functions are made using M..Y and MSE(w).

TESTING MODELS

We will now examine the problem of testing model (2) against reduced mod-
els. To look at the complete problem, we will discuss both reduced models
that put a constraint on C(X,) and reduced models that put a constraint
on C(Xz). For both kinds of reduced models, the tests are analogous to
those developed in Section 2.2. A reduced model that puts a constraint on
C(X,) can be tested by comparing the SSE(w) for model (2) with the
SSE(w) for the reduced model. The difference in SSE(w)s is divided by
the difference in the ranks of the design matrices to give a numerator mean
square for the test. The denominator mean square is M SE(w) from model
(2). The test for a reduced model that puts a constraint on C(X32) is per-
formed in a similar fashion using SSE(s) and MSE(s). In the discussion
below, specific models and notation are presented to justify these claims.

First, consider a reduced model that puts a constraint on C(X,). The
reduced model is a model of the form

Y = Z0§ +e, Zy= [X0*7X2] s C(X()*) C C(X*) (8)

Let My = Zo(ZéZO)iz(/) and My, = XQ*(Xé*XO*)iXé*. If the equivalent
of Condition 11.2.3 holds for model (8), then
Y'(M, — Mo )Y/[r(Xs) — r(Xox)]
MSE(w)

~ F(r(X.) = r(Xo.), r(X1) = r(X.), m)

where
m = B.2" (M — Mo.)Zx /20%((1 = p) + mp]
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and 3.7 (M, — Mo.)ZB, =0 if and only if E(Y') € C(Zp).

These results follow from Theorems 11.2.5 and 11.2.6 and Corollary 3.8.5
upon noticing two things: First, in Corollary 3.8.5, A — Ag = Mz — My =
M, — My.. Second, from equation (6), M, = [(1 — p) + mp] M.V 1, with a
similar result holding for My, V1.

The other kind of reduced model that can be treated conveniently is
a reduced model that puts a constraint on C(X3). The reduced model is
written as

Y = Z0£ +e, Zy= [X*,X3} s C(Xd) C C(XQ) (9)

If the equivalent of Condition 11.2.3 holds for model (9), write M as before
and M3 = (I - Ml)Xg [Xé([ - Ml)Xg]_ Xé([ - Ml) Then

Y'(My — M3)Y/[r(Ma) — r(M;)]
MSE(s)

~ F(r(My) —r(Ms3),n —r(X),n),

where
T = B2 (My — M3)ZB, /20%(1 — p)

and 3,72 (Ms — M3)Z 3, = 0 if and only if E(Y') € C(Zp).

These results follow from Theorem 11.2.6, Corollary 3.8.5, and relation
(5) upon noticing that A — Ag = Mz — My = My — M3; and, since M,V =
(1 — p)Ms, we have (1 — p) "1 My = MyV =1, and a similar result for Ms.

IDENTIFYING GENERALIZED SPLIT PLOT MODELS

There are only two conditions necessary for having a generalized split plot
model, Condition 11.2.1 and Condition 11.2.3. The form of generalized split
plot models can be read from these conditions. Condition 11.2.1 requires
that an equal number of observations be obtained within each whole plot.
Condition 11.2.3 requires C(Z) = C(X.,(I — M;)X3), where C(X,) C
C(X1). Since C(X) is the column space that allows a separate effect for
each cluster, X,d can be anything that treats all of the observations in a
given whole plot the same. The matrix X5 can contain the columns for any
ANOVA effects that are balanced within whole plots. X» can also contain
any columns that are orthogonal to C'(X;). Model (3) in Example 11.2.4
displays these characteristics.

COMPUTATIONS

The simplest way to actually fit generalized split plot models would seem
to be to fit both models (2) and (11.1.2) using an ordinary least squares
computer program. Fitting model (2) provides least squares estimates of
6 and . Fitting model (2) also provides Y'(I — Mz)Y as the reported
SSE. This reported SSE is not appropriate for any inferences, but, as
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seen below, it can be used to obtain the whole plot sum of squares error.
Fitting model (11.1.2) provides least squares estimates of o and 7 and the
reported SSE is Y'(I— M)Y . If the model is a generalized split plot model,
the two estimates of v should be identical. Since Y (I — M)Y is the SSE(s)
(sum of squares for subplot error), any conclusions about « obtained from
fitting (11.1.2) will be appropriate. To obtain SSE(w) (sum of squares for
whole plot error), note that

Y'(I-Mg)Y —Y'(I-M)Y = Y' (M- MY
Y'(My + My — M, — My)Y
Y'(M; — M,)Y.

Thus, all of the computationally intensive work can be performed on stan-
dard computer programs.

Exercise 11.8

(a) Give a detailed proof for the distribution of the statistic for testing
model (8) against model (2).

(b) Give a detailed proof for the distribution of the statistic for testing
model (9) against model (2).

11.3 The Split Plot Design

The traditional model for a split plot design is a special case of the model
presented in Section 2. We will present the split plot model and a model
equivalent to model (11.1.2). We will use the balance of the split plot design
to argue that Conditions 11.2.1, 11.2.3, and 11.2.7 hold. The arguments
based on the balance of the split plot model are similar to those presented
in Section 7.6. Statistical inferences are based on least squares estimates
and quadratic forms in corresponding perpendicular projection matrices.
The balance of the split plot model dictates results that are very similar to
those described in Sections 7.1, 7.2, and 7.6.

The traditional split plot model involves a randomized complete block
design in the whole plots. In fact, a completely randomized design or a Latin
square in the whole plots leads to an analogous analysis. Suppose that there
are r blocks of ¢ whole plots available. Within each block, a different (whole
plot) treatment is applied to each whole plot. Let x4 denote a grand mean,
&s denote block effects, and ws denote whole plot treatment effects. Let each
whole plot be divided into m subplots with a different (subplot) treatment
applied to each subplot. The 7s denote subplot treatment effects, and the
(wT)s denote interaction effects between the whole plot treatments and the
subplot treatments. The split plot model has two sources of error, whole
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plot to whole plot variation denoted by 7, and subplot to subplot variation
denoted by e. The split plot model is

Yijk = 0+ & +wj + 035 + T + (WT) ji + €ijik, (1)

i=1,...,m,j = 1,...,t, k =1,...,m, n;;s independent N(0,02), €;;rs
independent N (0,02). The 7;;s and e;;xs are assumed to be independent.
We can combine the error terms as €;j, = 1;; + e;;,. Writing the vector of
errors as € = [€111,€112, - - - , Ertm)’, We get

Cov(e) = Blk diag[o?1,, + o2J"]
0-2[(1 - p)I + mle]a

where 02 = 02 +02 and p = 02 /(02 +02). In a split plot model, the whole
plots are considered as the different combinations of 4 and j. There are m
observations for each whole plot, so Condition 11.2.1 holds.

The model that includes separate effects a;; for each whole plot can be
written as

Yigk = Qij + Nij + Tk + (WT)jk + €ijk -
Combining the error terms gives
Yijk = Qij + T + (WT) ji + €ijik
or, using a parameterization with interactions,
Yijk = 0+ & +wj + (Ew)ij + Tk + (WT) ji + €ijk - (2)

From Section 2, C'(X7) is the space spanned by the columns associated
with the ay;s and C'(X3) is the space spanned by the columns associated
with the 78 and (w7) jxs. C(X) is the column space for model (2). Using the
parameterization of model (2) and the notation and results of Section 7.6
gives

C(X1> = C(MM—FMg—‘er—I—M&U)
C(Xs) = C(M,+ My + M, + My,)
C(X) = C(M,+ Mg+ M, + Mg, + M, + M,,).

Recall that all of the M matrices on the right-hand sides are perpendicular
projection matrices, and that all are mutually orthogonal. In particular,
M =M, +M¢+ M, + Mg, + M;+ My, and My = M, + M¢ + M, + Me,,.

The split plot model (1) is a reduced model relative to model (2). The {w
interactions are dropped to create the split plot model. C(X,) is the space
spanned by the columns associated with pu, the s, and the w;s. Again
using results from 7.6,

C(X,) = C(M,+ M+ M,)
Cl(I — M;)Xs] C(M, + M,,)
C(Z) = C(My+ Mg+ M, + M, + M,;).
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Clearly, Condition 11.2.3 applies.

In fact, even Condition 11.2.7 holds, so that estimable functions of the
&s and ws are tested using M SE(w). To check Condition 11.2.7, it suffices
to show that if v € C(X) and v L C(X3), then v € C(X;). If v € C(X),
then Mv =wv. If v L C(X>), then (M, + M, + M, + M, )v = 0. Thus

v=Mv = (M, + M+ M, + M, + M, + M, )v
= (Mg—l—Mgw)’U.

But, v = (Mg + Mg, )v € C(Xq). It should be noted that with (w7) in-
teraction in the model, contrasts in the ws are not estimable. The usual
procedure gives estimates of contrasts in the w; + (w);.s. Without (wr)
interaction, contrasts in the ws become estimable. In either case, the esti-
mates are obtained using M,.

We can now write out an ANOVA table. Note that o2[(1 — p) + mp] =
02 +mo?2 and 0?(1 — p) = o2.

Source  df SS EMS

r(My)  Y'MY (02 +mo2) + B/ X' M, X3 /r(M,)
3 r(Me) Y MY (02 + moy,) + ' X M X 3/r(Mg)
w r(M.) Y'M,Y (02 +mo2) + ' X' M,XG/r(M,)
error 1 r(Mg,) Y'Me,Y o2 +mo2
T r(M;) Y'M.Y o+ X' M. XB/r(M,)
wr r(M,,) Y'M,,Y o2+ X' M, XB/r(M..)
error 2 r(I-M) Y'(I-M)Y o2

Total n Y'Y

Algebraically, we can write the table as

Source df SS EMS
1 rtmy>.
13 r—1 tm Y. (Ji. — §..)° (02 +mo2)+ A
w t—1 rmy (G5 — Y )2 (62 +mol) + B
error 1 (r—1)(t—1) mzij(y” — T — G +7.)* 024+ mo?
T m—1 rty (k= §)? o+ C
wr t=1m—=1) > Gk —Gj — Gk +7)° 0f+D
error 2 by by o2
subtraction subtraction
Total n Zij & y?jk



11.4 Identifying the Appropriate Error 271

k
D = Y ((wr)r— (wr); — (W), + wr).)?/(t=1)(m - 1).
ik

Tests and confidence intervals for contrasts in the 7,s and (w7),is are
based on the usual least squares estimates and use the mean square from
the “error 2” line for an estimate of variance. Tests and confidence intervals
in the &;s and w;s also use least squares estimates, but use the mean square
from the “error 1” line for an estimate of variance. Note that contrasts in
the w;s are really contrasts in the (w; +(w7); )s when interaction is present.

Finally, a word about missing data. If one or more whole plots are miss-
ing, the data can still be analyzed as in Section 2. If one or more subplots
are missing, the data can still be analyzed as in Section 1; however, with
missing subplots, some sort of ad hoc analysis for the whole plot effects
must be used.

Exercise 11.9 Consider the table of means
T
1 2 m
1| g1 Yo Yim
w 2| Y21 Yoo Y.-2m
t| Yo Ya2 0 Yam

Let 7", di, = 0. For any fixed j, find a confidence interval for

m
Z Ak ik,
k=1

where pjx = p+ & + w; + 71 + (wT) k. (Hint: The estimate of the variance
comes from the “error 2” line.) Let Z;Zl ¢; = 0. Why is it not possible to

find a confidence interval for Z;Zl Cjitin?

11.4 Identifying the Appropriate Error

Statistics is all about drawing conclusions from data that are subject to
error. One of the crucial problems in statistics is identifying and estimating
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the appropriate error so that valid conclusions can be made. The impor-
tance of this issue has long been recognized by the statistical community.
The necessity of having a valid estimate of error is one of the main points
in The Design of Experiments, Fisher’s (1935) seminal work.

The key feature of split plot models is that they involve two separate
sources of variation. The analysis involves two separate estimates of error,
and a correct analysis requires that the estimates be used appropriately.
If the existence of two separate sources of variability is not noticed, the
estimate of error will probably be obtained by pooling the sums of squares
for the two separate errors. The pooled estimate of error will generally be
too small for comparing treatments applied to whole plots and too large
for comparing treatments applied to subplots. The whole plot treatments
will appear more significant than they really are. The subplot treatments
will appear less significant than they really are. The interactions between
whole plot and subplot treatments will also appear less significant than
they really are.

The problem of identifying the appropriate error is a difficult one. In this
section, some additional examples of the problem are discussed. First, the
problem of subsampling is considered. The section ends with a discussion of
the appropriate error for testing main effects in the presence of interactions.

SUBSAMPLING

One of the most commonly used, misused, and abused of models is the
subsampling model.

EXAMPLE 11.4.1. In an agricultural experiment, one treatment is applied
to each of six pastures. The experiment involves 4 different treatments,
so there are a total of 24 pastures in the experiment. On each pasture
ten observations are taken. The ten observations taken on each pasture
are referred to as subsamples. Each observation is subject to two kinds
of variability: (1) pasture to pasture variability and (2) within pasture
variability. Note, however, that in comparing the ten observations taken
on a given pasture, there is no pasture to pasture variability. The correct
model for this experiment involves error terms for both kinds of variability.
Typically the model is taken as

Yijk = B+ wi + Nij + €k, (1)

i=1,23,4,5=1,...,6, k = 1,...,10, n;;s ii.d. N(0,02), e;js i.i.d.
N(0,02), and the 7;;s and e;jxs are independent. In this model, o2 is the
pasture to pasture variance and o2 is the within pasture or subsampling
variance.

As will be seen below, the statistical analysis of model (1) acts like there
is only one observation on each pasture. That one observation is the mean
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of the ten actual observations that were taken. If the analysis acts like
only one observation was taken on a pasture, why should an experimenter
trouble to take ten observations? Why not take just one observation on
each pasture?

With one real observation on each pasture, the statistical analysis is
subject to the whole weight of the within pasture variability. By taking ten
observations on a pasture and averaging them to perform the analysis, the
mean of the ten observations still has the full pasture to pasture variability,
but the within pasture variability (variance) is cut by a factor of ten. The
experiment is being improved by reducing the variability of the treatment
estimates, but that improvement comes only in the reduction of the within
pasture variability. The effects of pasture to pasture variability are not
reduced by subsampling.

Rather than subsampling, it would be preferable to use more pastures.
Using more pastures reduces the effects of both kinds of variability. Un-
fortunately, doing this is often not feasible. In the current example, the
same reduction in within pasture variation without subsampling would re-
quire the use of 240 pastures instead of the 24 pastures that are used in
the experiment with subsampling. In practice, obtaining 24 pastures for
an experiment can be difficult. Obtaining 240 pastures can be well nigh
impossible.

In general, a subsampling model is
Yijk = [+ wi + i + ik, Var(ng) = 0—3;7 Var(eijr) = 037 (2)

t=1,...,t, 5 =1,...,7, k = 1,...,m. By checking Conditions 11.2.1,
11.2.3, and 11.2.7, it is easily seen that this is a generalized split plot
model with X5 vacuous. An ANOVA table can be written:

Source  df SS EMS

w t—1 rmzi(yi..—g...)2 o2+ mo2 4+ A
error 1 t(r—1) mzij (Gij. — Gi-)? o2 +mol,
error 2 rt(m—1) 3. (Yijk — gi;)? ol
where A =rm )" (w; — @.)?/(t — 1). The entire analysis is performed as a
standard one-way ANOVA. The variance of g;.. is (02 + mo2)/rm, so the
“error 1”7 line is used for all tests and confidence intervals.
As mentioned above, an equivalent analysis can be made with the av-

erages of the observations in each subsample. The model based on the
averages is

Uij. = b+ wi + &j,  Var(&i;) = [on, + (02 /m)],

1=1,...,t, 7 =1,...,r. It is easily seen that this gives exactly the same
tests and confidence intervals as those obtained from model (2).
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One of the most common mistakes in statistical practice is to mistake
subsampling for independent replication in an experiment. Example 11.4.1
involves six independent replications, i.e., the six pastures to which each
treatment is applied. The ten observations on a given pasture are not inde-
pendent because the random effect for pastures is the same for all of them.
The incorrect model that is often analyzed instead of model (2) is

Yij = p+wi + e, (3)

i=1,...,t, 5 = 1,...,7m. The effect of analyzing model (3) is that the
“error 17 and “error 2” lines of the ANOVA are pooled together. Since the
expected mean square for “error 2” is only o2, the pooled mean square error
is inappropriately small and all effects will appear to be more significant
than they really are.

Subsampling can be an important tool, especially when the variability
between subsamples is large. However, it is important to remember that
subsampling is to be used in addition to independent replication. It does
not eliminate the need for an adequate number of independent replicates.
In terms of Example 11.4.1, an experimenter should first decide on a rea-
sonable number of pastures and then address the question of how many
observations to take within a pasture. If the pasture to pasture variability
is large compared to the within pasture variability, subsampling will be of
very limited value. If the within pasture variability is large, subsampling
can be extremely worthwhile.

The existence of subsampling can usually be determined by carefully
identifying the treatments and the experimental units to which the treat-
ments are applied. In the agricultural example, identifying the subsampling
structure was easy. Treatments were applied to pastures. If differences be-
tween treatments are to be examined, then differences between pastures
with the same treatment must be error.

Lest the reader think that identifying subsampling is easy, let us try to
confuse the issue. The analysis that has been discussed is based on the
assumption that pasture to pasture variability is error, but now suppose
that the experimenter has an interest in the pastures. For example, different
pastures have different fertilities, so some pastures are better than others.
If differences in pastures are of interest, it may be reasonable to think of the
1455 as fixed effects, in which case there is no subsampling and the ANOVA
table gives only one error line. The expected mean squares are:

Source df EMS

w 3 o2 +20) (wi + 7. — . —7..)?
n 20 o+ 5 Zij (771‘]' - 7_71'-)2
error 216 o2

The mean square for 77 can be used to test whether there are any differences
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between pastures that have the same treatment. The M SFE(w) provides a
test of whether the treatment effects added to their average pasture effects
are different. The test from M SFE(w) may not be very interesting if there
are different pasture effects. In summary, the analysis depends crucially on
whether the 7;;s are assumed to be random or fixed. When the w treatments
are of primary importance it makes sense to treat the 7 effects as random.

Two-WAY ANOVA wITH INTERACTION
The two-way ANOVA with interaction model from Section 7.2 is

Yijk = B+ o + 15 + Vi + eijk, (4)

i=1,...,a,j=1,...,b, k=1,..., N. First, the question of subsampling
in a two-way ANOVA will be addressed. The discussion of subsampling
leads to an examination of independent replication, and to the question
of whether the interactions should be considered fixed or random. The
discussion of identifying the appropriate error begins with an example:

ExAaMPLE 11.4.2.  We want to investigate the effects of four fertilizers
and six herbicides on pastures used for raising cane (as in sugar cane).
There are a total of 4 x 6 = 24 treatment combinations. If each treatment
combination is applied to five pastures, then model (4) is appropriate with
a=4,b=6,and N =5.

Now consider an alternative experimental design that is easily confused
with this. Suppose each treatment combination is applied to one pasture
and five observations are taken on each pasture. There is no independent
replication. The five observations on each pasture are subsamples. Compar-
isons within pastures do not include pasture to pasture variability. If model
(4) is used to analyze such data, the M SFE is actually the estimated sub-
sampling variance. It is based on comparisons within pastures. An analysis
based on model (4) will inflate the significance of all effects.

The appropriate model for this subsampling design is

Yijk = pb+ i + 15 + Yij + &ij + €ijr,

where &;; ~ N(0,02) and e;j; ~ N(0,02). Note that the indices on v
and & are exactly the same. It is impossible to tell interactions apart from
pasture to pasture variability. As a result, unless the interactions can be
assumed nonexistent, there is no appropriate estimate of error available in
this experiment.

In the example, two extreme cases were considered, one case with no
subsampling and one case with no independent replication. Of course, any
combination of subsampling and independent replication can be used. In
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the example, the designs were clearly stated so that the subsampling struc-
tures were clear. In practice, this rarely occurs. When presented with data
that have been collected, it can be very difficult to identify how the exper-
iment was designed.

Designs without independent replications are actually quite common.
When confronted with a two-factor ANOVA without any independent repli-
cation, the fixed interaction effects are generally assumed to be zero so that
an analysis can be performed. This is precisely the assumption made in
Chapter 8 in analyzing the Randomized Complete Block model. An alter-
nate way of phrasing this idea is that any interaction effects that exist must
be due to error. This idea that interaction effects can themselves be errors
is important. If the interactions are errors, then model (4) needs to be
changed. The standard assumption would be that the «;;s are independent
N(0,02) random variables.

Note that the assumption of random +;;s does not imply the existence of
subsampling. Subsampling is a property of the experimental design. What is
being discussed is simply a choice about how to model interactions. Should
they be modeled as fixed effects, or should they be modeled as random
errors? One guideline is based on the repeatability of the results. If the
pattern of interactions should be the same in other similar studies, then
the interactions are fixed. If there is little reason to believe that the pattern
of interactions would be the same in other studies, then the interactions
would seem to be random.

The analysis of model (4) with random interactions is straightforward.
The model is a generalized split plot model with X5 vacuous. The mean
square for interactions becomes the mean square for “error 1.” The mean
square error from assuming fixed interactions becomes the mean square for
“error 2.” The analysis for main effects uses the mean square “error 1”
exclusively as the estimate of error.

Although this is not a subsampling model, it does involve two sources of
variation: (1) variation due to interactions, and (2) variation due to inde-
pendent replication (i.e., variation from experimental unit to experimental
unit). It seems to be difficult to reduce the effects on comparisons among
treatments of the variability due to interactions. The effect of variation
due to experimental units can be reduced by taking additional indepen-
dent replications.

11.5 Exercise: An Unusual Split Plot Analysis

Cornell (1988) considered data on the production of vinyl for automobile
seat covers. Different blends involve various plasticizers, stabilizers, lubri-
cants, pigments, fillers, drying agents, and resins. The current data involve
five blends of vinyl.

The five blends represent various percentages of three plasticizers that
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together make up 40.7% of the product. The first plasticizer is restricted
to be between 19.1% and 34.6% of the product. The second plasticizer is
restricted to be between 0% and 10.2% of the product. The third plasticizer
is restricted to be between 6.1% and 11.4% of the product. Changing these
restrictions to fractions of the 40.7% of the total, we get

AT <21 < .85, 0<z5<.25, .15<uz; <.28.

The five blends are

Blend (l‘l,l‘g,l‘g)

1 85,.000, .150)
72,.000, .280)
60, .250, .150)
47, .250, .280)
66,.125,.215)

(.
(.
(.
(.
(.

U W N

Note that the first four blends have all combinations of x5 and x3 at their
extremes with z; values decreasing at about .13 per blend. Blend 5 is in
the center of the other blends. In particular, for ¢ = 1,2, 3, the z; value of
blend 5 is the mean of the other four x; values. Eight groups of the five
different blends were prepared.

The first group of five blends was run with the production process set
for a high rate of extrusion (z; = 1) and a low drying temperature (zo =
—1). The process was then reset for low extrusion rate and high drying
temperature (z; = —1, 25 = 1) and another group of five blends was run.
For subsequent runs of five blends, the process was set for z;y = —1,29 =
—1 and z; = 1,z = 1 to finish the first replication. Later, the second
replication was run in the order z; = —1,20 = 1; 21 = 1,20 = 1; 21 =
1,20 = —1; 2y = —1, 29 = —1. The data are presented in Table 11.1

Compare the RCB model for the five blend treatments

Ynijk = Yh t Tijk + Enijk

where the triples (¢, j, k) only take on five distinct values, with the reduced
regression model

Ynijk = Yo + 121 + B2x2j + B373k + Ehijk-

Test lack of fit.
Average over blends to do a whole plot analysis.
Finally, do a split plot analysis.
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TABLE 11.1. Cornell’s Scaled Vinyl Thickness Values.

Blend 1 To T3 z1 zg | Rep.1  Rep. 2
1 .85 .000  .150 1 -1 8 7
2 .72 .000 .280 1 -1 6 5
3 .60 .250 .150 1 -1 10 11
4 47 250 .280 1 -1 4 5
5 .66 125 215 1 -1 11 10
1 .85 .000 .150 | -1 1 12 10
2 .72 .000 .280 | -1 1 9 8
3 .60 .250 .150 | -1 1 13 12
4 AT .250 .280 -1 1 6
5 .66 .125  .215 | -1 1 15 11
1 .85 .000 .150 | -1 -1 7 8
2 .72 .000 .280 | -1 -1 7 6
3 .60 .250 .150 | -1 -1 9 10
4 47 250 280 | -1 -1 5 4
5 .66 125 215 -1 -1 9 7
1 .85 .000 .150 1 1 12 11
2 72 .000 .280 1 1 10
3 .60 .250  .150 1 1 14 12
4 47 .250 .280 1 1 6 5
5 .66 125 215 1 1 13 9
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Mixed Models and Variance
Components

Traditionally, linear models have been divided into three categories: fixed
effects models, random effects models, and mixed models. The categoriza-
tion depends on whether the § vector in Y = X + e is fixed, random,
or has both fixed and random elements. Random effects models always as-
sume that there is a fixed overall mean for observations, so random effects
models are actually mixed.

Variance components are the variances of the random elements of 3.
Sections 1 through 3 discuss mixed models in general and prediction for
mixed models. Sections 4 through 9 present methods of estimation for
variance components. Section 10 examines exact tests for variance com-
ponents. Section 11 uses the ideas of the chapter to develop the interblock
analysis for balanced incomplete block designs. Searle, Casella, and McCul-
loch (1992) give an extensive discussion of variance component estimation.
Khuri, Mathew, and Sinha (1998) give an extensive discussion of testing in
mixed models.

The methods considered in this chapter are presented in terms of fitting
general linear models. In many special cases, considerable simplification
results. For example, the RCB models of (11.1.5) and Exercise 11.4, the
split plot model (11.3.1), and the subsampling model (11.4.2) are all mixed
models with very special structures.
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12.1 Mixed Models

The mixed model is a linear model in which some of the parameters, instead
of being fixed effects, are random. The model can be written

Y=XB+Zvy+e, (1)

where X and Z are known matrices, 3 is an unobservable vector of fixed
effects, and ~ is an unobservable vector of random effects with E(y) = 0,
Cov(vy) = D, and Cov(v,e) = 0. Let Cov(e) = R.

For estimation of the fixed effects 3, the mixed model can be written as
a general Gauss—Markov model. Write

V =Cov(Y)=Cov(Zy+e)=2DZ + R.
V is assumed to be nonsingular. Model (1) is equivalent to
Y=X6+¢ E() =0 Cov() =V

The BLUE of X3 can be found using the theory for general Gauss—Markov
models. Unfortunately, finding the BLUE requires knowledge (at least up
to a constant multiple) of V. This is rarely available. Currently, the best
procedure available for estimating X /3 is to estimate V' and then act as if
the estimate is the real value of V. In other words, if V is estimated with
V, then X is estimated with

X=X [X’V-lx} XV (2)

If V is close to V, then the estimate of X3 should be close to the BLUE
of X 3. Corresponding standard errors will tend to be underestimated, cf.
Eaton (1985), Harville (1985), or Christensen (2001, Section 6.5).

Estimation of V' is obviously crucial for the estimation of the fixed ef-
fects. It is also frequently of interest in its own right. Estimation of V' is
indirectly referred to as variance component estimation. We discuss several
approaches to the problem of estimating V.

If v was a fixed effect, we would be interested in estimating estimable
functions like \'v. Since ~ is random, we cannot estimate X', but we can
predict A’y from the observable vector Y. The theory of Section 6.3 pro-
vides a best linear predictor, but requires knowledge of E(\'y), Cov(\~,Y),
E(Y), and Cov(Y). We know that E(A\'y) = 0. As will be seen in Section 2,
if we assume that D and R are known, our only problem in predicting A~y
is not knowing E(Y') = X 5. We will not be able to find a best linear predic-
tor, but we will find the best linear unbiased predictor (BLUP) of X'~. Of
course, D and R are not known, but we will have a theory for prediction of
N~ that is the equivalent of BLUE estimation. With good estimates of D
and R provided by variance component techniques, we can get predictions
of M7 that are close to the BLUP.
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Sometimes we would like to obtain an estimate of X3 without going to
the trouble and expense of finding V' ~!, which is needed to apply equation
(2). One simple estimate is the least squares estimate, MY . This gives an
unbiased estimate of X3, but ignores the existence of the random effects.
An alternative method is to fit the model

Y =XB+25+2Zy+e, R=0c"I, (3)

where ¢ is a vector of fixed effects corresponding to the vector of random
effects v. In model (3), there is no hope of estimating variance compo-
nents because the fixed effects ¢ and the random effects v are completely
confounded. However, it is easily seen that C(V[X, Z]) C C(X, Z), so by
Theorem 10.4.5, least squares estimates are BLUEs in model (3). To see
that C(V[X, Z]) Cc C(X, Z), observe that

C(VIX,Z))=C({o*I + ZDZ'}[X, Z])
=C([0’X +2ZDZ'X,0*Z +ZDZ'Z] C C(X, Z).

From Chapter 9, a least squares estimate of 3 is
B=1X"(I - Mz)X]” X'(I - Mz)Y, (4)

where My = Z(Z'Z)~Z'. Although estimates obtained using (4) are not
typically BLUEs for model (1), since model (3) is a larger model than
model (1), the estimates should be reasonable. The only serious problem
with using equation (4) is that it is not clear which functions of 8 are
estimable in model (3).

12.2 Best Linear Unbiased Prediction

In this section we consider the general theory of best linear unbiased predic-
tion. In a series of examples, this theory will be used to examine prediction
in standard linear model theory, Kriging of spatial data, and prediction of
random effects in mixed models. The placement of this section in Chap-
ter 12 is obviously based on the last of these applications.

Consider a set of random variables y;, ¢ = 0,1,...,n. We want to use
Y1, -, Yn to predict yo. Let Y = (y1,...,yn)". In Section 6.3 it was shown
that the best predictor (BP) of yo is E(yo|Y). Typically, the joint distri-
bution of yy and Y is not available, so E(y|Y") cannot be found. However,
if the means and covariances of the y;s are available, then we can find the
best linear predictor (BLP) of yo. Let Cov(Y) = V, Cov(Y,yo) = Vjpo,
E(y;) = i, 1 =0,1,...,n, and p = (u1,...,p,)". Again from Section 6.3,
the BLP of yq is A

E(yolY) = po + 0, (Y — p), (1)

where §, satisfies Vi, = V0.
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We now want to weaken the assumption that p and pg are known. Since
the prediction is based on Y and there are as many unknown parameters
in p as there are observations in Y, we need to impose some structure on
the mean vector p before we can generalize the theory. This will be done
by specifying a linear model for Y. Since yq is being predicted and has
not been observed, it is necessary either to know pg or to know that ug is
related to p in a specified manner. In the theory below, it will be assumed
that pg is related to the linear model for Y.

Suppose that a vector of known concomitant variables 2} = (2,1, ..., Zip)
is associated with each random observation y;, ¢ = 0,...,n. We impose
structure on the p;s by assuming that p; = ;0 for some vector of unknown
parameters § and all i =0,1,... n.

We can now reset our notation in terms of linear model theory. Let

X=1:
,
The observed vector Y satisfies the linear model
Y=X0G+e, E(e)=0, Cov(e)=V. (2)
With this additional structure, the BLP of yy given in (1) becomes
E(yolY) = 248 + 0L(Y — Xp3), (3)

where again Vi, = V.

The standard assumption that p and pg are known now amounts to the
assumption that § is known. It is this assumption that we renounce. By
weakening the assumptions, we consequently weaken the predictor. If 3 is
known, we can find the best linear predictor. When [ is unknown, we find
the best linear unbiased predictor (BLUP).

Before proceeding, a technical detail must be mentioned. To satisfy es-
timability conditions, we need to assume that z(;, = p’X for some vec-
tor p. Frequently, model (2) will be a regression model, so choosing p’ =
zH (X' X)X’ will suffice. In applications to mixed models, z{, = 0, so
p = 0 will suffice.

Definition 12.2.1. A predictor f(Y) of yo is said to be unbiased if
E(f(Y)) = E(yo)-

Definition 12.2.2. ag + d'Y is a best linear unbiased predictor of yq
if ag + 'Y is unbiased and if, for any other unbiased predictor by + 0'Y’,

E[yo —apg — a/Y]Q S E[yo — bO — b/)/]2 .
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Theorem 12.2.3. The best linear unbiased predictor of yq is x{)B +
0L (Y — X3), where Vé, = V0 and X is a BLUE of X(.

PrROOF. The technique of the proof is to change the prediction problem
into an estimation problem and then to use the theory of best linear unbi-
ased estimation. Consider an arbitrary linear unbiased predictor of yg, say
by + V'Y . By Proposition 6.3.3,

Elyo — bo — V'Y]* = Elyo — E(yolY)]* + E[E(yo|Y) — by — V'Y]*;

so it is enough to find by + b'Y" that minimizes E[E(yo|Y) — by — V'Y]2.
From the definition of E(yo|Y) and unbiasedness of by + b'Y’, we have

0 = E[E(yo|Y) — bo = b'Y].
Substituting from equation (3) gives
0=E[z)3+6.(Y — XB) — by — Y.

This relationship holds if and only if by + (b — d.)'Y is a linear unbiased
estimate of z(3 — 0, X 8. By Proposition 2.1.9,

b() = 0;
so the term we are trying to minimize is
E[E(y|Y) —bo —'Y]? = E[b—-6)Y — (150 -5, X0))
= Var[(b—4,)Y].

Because (b — 6,)'Y is a linear unbiased estimate, to minimize the variance
choose b so that (b — 0.)'Y = z(8 — 0,X[ is a BLUE of (3 — 0, X 3. It
follows that the best linear unbiased predictor of yg is

VY = zh3+6L(Y — X]). O

It should not be overlooked that both B and J, depend crucially on
V. When all inverses exist, § = (X'V"'X)"'X'V-1Y and 6, = V" 1V,0.
However, this proof remains valid when either inverse does not exist.

It is also of value to know the prediction variance of the BLUP. Let
Var(yo) = o2.

~ ~ 12
B[yo — 2 + 8. — X)|

~ 2 ~ “
= B[~ EolY)]| + Var[eh6 - 6,x5]
= 05— VoV Vyo+ (25 — 0LX)(X'V™X) " (2o — X'6,)
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or, writing the BLUP as b’'Y, the prediction variance becomes

2_

Elyo —b'Y] =05 — 2b'V,0 + V'Vb.

EXAMPLE 12.2.4.  Prediction in Standard Linear Models.

Our usual linear model situation is that the y;s have zero covariance and
identical variances. Thus, model (2) is satisfied with V = 2. A new
observation yo would typically have zero covariance with the previous data,
so Vyo = 0. It follows that 6, = 0 and the BLUP of yq is xéﬁ This is just
the BLUE of E(yo) = z(.

EXAMPLE 12.2.5.  Spatial Data and Kriging.

If y; is an observation taken at some point in space, then x/ consists of the
coordinates of the point, or, more generally, some function of the coordi-
nates. In dealing with spatial data, finding the BLUP is generally called
Kriging. The real challenge with spatial data is getting some idea of the
covariance matrices V' and V. See Christensen (2001) for a more detailed
discussion with additional references.

Exercise 12.1 Prove three facts about Kriging.

(a) Show that if ¥'Y is the BLUP of yp and if ;3 = 1,4 = 0,1,...,n,

then b'J = 1.
(b) Show that if (yo, () = (s, ;) for some ¢ > 1, then the BLUP of yq
is just y;.

(¢) Show that if V' is nonsingular and 'Y is the BLUP of yq, then there
exists a vector 7 such that the following equation is satisfied:

Vo X|[b] |V
X 0|~y |x |
Typically, this equation will have a unique solution.

Hint: Recall that 2, = p’X and that X(X'V~1X)~ X'V~ is a pro-
jection operator onto C'(X).

EXAMPLE 12.2.6.  Mized Model Prediction.
In the mixed model (12.1.1), we wish to find the BLUP of A’y based on the
data Y. The vector A can be any known vector. Note that E(A'vy) = 0; so
we can let yg = N7 and z{, = 0. From Section 1, V = ZDZ’ + R and
Voo = Cov(Y,\7)
= Cov(Zvy+e,N7y)
Cov(Z, N'y)
= ZDA.
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The BLUP of X is X

where X3 is the BLUE of X3 and 4, satisfies (ZDZ’ + R)8, = ZDA. The
matrices X, Z, and A are all known. As in Kriging, the practical challenge
is to get some idea of the covariance matrices. In this case, we need D
and R. Estimates of D and R are one by-product of variance component
estimation. Estimation of variance components is discussed later in this
chapter.

Exercise 12.2 If \|B is estimable, find the best linear unbiased
predictor of X} 3+ M57. For this problem, by+b'Y is unbiased if E(by+b'Y) =
E(\, B8+ Ay7). The best predictor minimizes E[by + b'Y — \; 3 — \yv]2.

Exercise 12.3 Assuming the results of Exercise 6.3, show that the
BLUP of the random vector A’y is Q'(Y — X3), where VQ = ZDA.

12.3 Mixed Model Equations

We now develop the well known mixed model equations. These equations
are similar in spirit to normal equations; however, the mixed model equa-
tions simultaneously provide BLUEs and BLUPs.

Suppose that R is nonsingular. If v was not random, the normal equations
for model (12.1.1) would be

] f]-[5] e

X'R7IX X'R7'Z][p X'R7Y
Z'RIX Z'R'Z| |~y Z'R7Y |

For D nonsingular, the mixed model equations are defined as

[X’R—lx X'R1z ] [5} B {X’R*Y} . W

Z'R'X D'+ ZR'Z||~v| | ZR'Y
Theorem 12.3.1. If [B’, 4'] is a solution to the mixed model equations,
then X3 is a BLUE of X3 and % is a BLUP of ~.

PrROOF.  From Section 2.8, XB will be a BLUE of X if B is a solution
to X'V1XB = X'V-1Y. To use this equation we need a form for V1! in
terms of Z, D, and R:

V=R '-R'Z[D'+ZR'Z)] ZR".
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This follows from Theorem B.56.
If 8 and 4 are solutions, then the second row of the mixed model equa-
tions gives
ZRXB+ D'+ ZR7'Z)4=2Z'R'Y

or

5=[D '+ 2R 2] Z RN (Y - XD). 2)
The first row of the equations is
X'R'XB3+X'R'Zy=X'R"'Y.
Substituting for 4 gives
X'R'XB+X'R'Z[D'+ZR'Z) " ZRNY - XB) = X'R™'Y
or
X'R'XB-X'R'Z[D '+ 2R 2] ZR'XS
—X'RY -X'R'Z[D '+ 2R 2] ZRY,
which is X’V"1X3 = X'V~1Y. Thus, 3 is a generalized least squares

solution and X B is a BLUE.
4 in (2) can be rewritten as

¥y = (D[D'+ZR'Z] -DZ'R'Z) x
D'+ Z’R7Z] 7 Z’ RN (Y - XB)
= (pZR-DZR'Z[D' + Z'RZ) T ZR ) (Y - X)
= DZ'V7NY - X73),
which is the BLUP of ~ from Exercise 12.3, taking Q = V~'ZD. ]

The mixed model equations’ primary usefulness is that they are relatively
easy to solve. Finding the solution to

XVvixg=XVv-ly
requires inversion of the n x n matrix V. The mixed model equations

X'R1X X'R-'7 ] [5]

X'R7Y
Z'R7'X DY+ ZR'Z| |~

Z'R7YY

require computation of two inverses, D!, which is of the order of magni-
tude of the number of random effects, and R~!, which generally is taken to
be a diagonal matrix. If there are many observations relative to the number
of random effects, it is easier to solve the mixed model equations. Of course,
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using Theorem B.56 to obtain V! for the generalized normal equations
accomplishes the same thing.

An equivalent form of the mixed model equations that does not require
D to be nonsingular is

-rny] e

Solutions 3, € have X3 a BLUE of X and D =4 a BLUP of 4.

X'R7'X  X'R7'ZD 8
Z'R'X I+Z'R'ZD||¢

Exercise 12.4 Even when D is singular, equation (3) has an ad-
vantage over equation (1) in that equation (3) does not require D~!. Show
that equations (1) and (3) are equivalent when D is nonsingular.

The mixed model equations can also be arrived at from a Bayesian ar-
gument. Consider the model

Y=X8+Zv+e, e~N(,R)

and, as discussed in Section 2.9, incorporate partial prior information in
the form
7~ N(0,D),

where D is again assumed to be nonsingular. A minor generalization of
equation (2.9.3) allows the data Y to have an arbitrary nonsigular covari-
ance matrix, so the Bayesian analysis can be obtained from fitting the
generalized least squares model

)= B (e 5 s])

The generalized least squares estimates from this model will be the poste-
rior means of 3 and -, respectively. However, the generalized least squares
estimates can be obtained from the corresponding normal equations, and
the normal equations are the mixed model equations (1).

12.4 Variance Component Estimation: Maximum
Likelihood

Assume that Y ~ N(X3,V) and that V is nonsingular, so that the density
of Y exists. In this chapter we write determinants as |V| = det(V'). The
density of Y is

(2m) 2|V T 2 exp[— (Y — XB)VTHY — XB)/2],
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where |V| denotes the determinant of V. The log-likelihood is
1
L(XB,V) = =5 log(2m) = S log(IV]) = (Y = XBYV'(Y — XB)/2.

For fixed V, this is maximized by minimizing (Y — X8)'V~1(Y — Xf3).
It follows from Section 2.8 that, given the maximum likelihood estimate of
V', the maximum likelihood estimate of X 3 is obtained by treating the mle
of V as the true value of V' and taking the usual generalized least squares
estimator of X 3.

Finding the mle of V' is rather more involved. In general, R could involve
n(n + 1)/2 distinct parameters, and D could involve another ¢(q + 1)/2,
where ¢ is the number of columns in Z. There is little hope of estimating
that many parameters from n observations. We need to assume some ad-
ditional structure for the mixed model. Traditionally, variance component
problems are analysis of variance problems with random rather than fixed
effects. The levels of any particular effect are assumed to be independent
with the same variance. Different effects are allowed different variances
and are assumed independent. A natural generalization of model (12.1.1)
is to partition Z into, say, r submatrices. Write Z = [Z1, Zs, ..., Z,] and
v =19, -] with Cov(ys) = 02,4, Cov(vi,7;) = 0. The notation
q(i) is used to indicate the number of columns in Z;. Iy is a q(i) x q(i)
identity matrix. The covariance matrix of ~ is

D = Blk diag[o71,(;)].
As usual, assume R = o31,,. With these conventions we can write
V=opl,+Y 0Z:Z] =Y 0777,
i=1 i=0

where we take Zy = I. This model is used for all the variance component
estimation methods that we will discuss.

To find the maximum likelihood estimates, take the partial derivatives
of the log-likelihood and set them equal to zero. To find these equations,
several results on matrix differentiation are needed.

Proposition 12.4.1.
(1) Az /0x = A.
(2) 02’ Az /0w = 24/ A.

(3) If A is a function of a scalar s,

0A~! 0A
=_—A 12471
Js Js
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(4) For V as above,

0 % _
Mlog|V|tr[V 1002] =tr(V'2:2]).

% 7

Proor. (1), (2), and (3) are standard results. (4) can be found in Searle
et al. (1992, p. 457). |

The partial derivatives of the log-likelihood are

oL ,
— =X VIX+YVX
a3 B +
oL 1 1 )%
— = ——tr(VZ,Z)+ (Y = X3V =V (Y - X
80-12 2 I'( 1) + 2( ﬂ) aO_ZQ ( ﬁ)v
1=0,...,7. Setting the partial derivatives equal to zero gives

Xvixg=Xv-ly
tr(V'2,2)) = (Y - XB)V ' Z,ZV~ (Y — XP),

i = 0,...,r. Generally, some sort of iterative computation procedure is
required to solve these equations. In particular, methods based on solving
a system of linear equations similar to those in Section 6 can be used.

There are many questions about this technique. The mles may be solu-
tions to the equations with o > 0 for all 4, or they may not be solutions,
but rather be on a boundary of the parameter space. There may be so-
lutions other than the maximum. What are good computing techniques?
These questions are beyond the scope of this book.

EXAMPLE 12.4.2.  Balanced One-Way ANOVA.
Let yi; = p+a;+e5,i=1,...,t, 5 =1,...,N with the a;s independent
N(0,0%), the e;;s independent N(0,03), and the a;s and e;;s independent.

The matrix [X, Z] for the general mixed model is just the design ma-
trix from Chapter 4, where X = J! and Z; = Z = [X4,...,X;]. As in
Chapter 11,

V =03l+ 0127 =031+ NoiMgz,
where My is the perpendicular projection matrix onto C(Z). The inverse
of V is easily seen to be
1 No?

Vit=5 |1

2 T2 2z
o o5 + Noy

We can now find the estimates. It is easily seen that C(VX) C C(X), so
least squares estimates provide solutions to X’V ~1X3 = X’V ~1Y. Simply

put, it =7g...
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For i = 0, the likelihood equation is

1 1
I—-Mp)Y — ————= (My;——-J"|Y.
=302~ e (o1 1)

Thus, evaluating tr(V ~!) on the left-hand side and computing the squared
length on the right-hand side leads to the equation

Nt[og + (N —1)of] SSE SSTrts

= . 1
RN o (0B NP W

For ¢ = 1, the likelihood equation is
tr(V12Z2) = (Y — pJ)V1Z2ZVHY — ad). (2)

Using ZZ' = N My and the characterization of V=YY — ji.J), the right-
hand side of (2) can be written

Y - oYV Z2ZV Y — )
= NY = pJ)VIMV=HY — i)
= %Y’ (MZ — J;;) Y
(0§ + Noi) n
N SSTrts
(02 + No3)*

To evaluate the left-hand side of (2), note that

1 No2
tr (V1272 = trd = |- ——L _-M;|NM
v zz) {[ R+ Noy e | N Mz
N No?
= tr|M, - "1
{ 7T 3t No? }
N 08

———=tr(M
0808—4—]\/'0% r(Mz)

= Nt/(o§+ No3).
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Equation (2) becomes

Nt N SSTrts

o5+ Not (o3 + No})?

or
02 + No? = SSTrts/t. (3)

Substituting equation (3) into equation (1) and multiplying through by
4 .
o gives
Nto%[a(z—l— (N2— 1)o?] _SSE+ tog i
(05 + Noi) (05 + Noi)

or

t(N —1)of = SSE.

The maximum likelihood estimates appear to be 62 = MSE and 67 =
[(62 + N6?) — 63]/N = [SSTrts/t — MSE]/N. However, this is true only
if SSTrts/t — MSE > 0. Otherwise, the maximum is on a boundary, so
62 =0 and 63 = SSE/tN.

The maximum likelihood procedure tends to ignore the fact that param-
eters are being fitted. In the one-way ANOVA example, the estimate of
02 + Noi was SSTrts/t instead of the unbiased estimate MSTrts. No
correction was included for fitting the parameter p. To avoid this, one can
perform maximum likelihood on the residuals, the subject of Section 6.

12.5 Maximum Likelihood Estimation for
Singular Normal Distributions

Maximum likelihood estimation involves maximizing the joint density of
the observations over the possible values of the parameters. This assumes
the existence of a density. A density cannot exist if the covariance matrix
of the observations is singular, as is the case with residuals. We consider
an approach that allows maximum likelihood estimation, and show some
uniqueness properties of the approach.

Suppose Y is a random vector in R™, E(Y) = u, Cov(Y) =V. If (V) =
r < n, then, as seen in Lemma 1.3.5, Pr[(Y —p) e C(V)]=1and Y — pu
is restricted to an r-dimensional subspace of R"™. It is this restriction of
Y — i to a subspace of R™ (with Lesbesgue measure zero) that causes the
nonexistence of the density. We seek a linear transformation from R™ to R"
that will admit a density for the transformed random vector. The linear
transformation should not lose any information and the mles should, in
some sense, be the unique mles.

Suppose we pick an n x r matrix B with C(B) = C(V). B'Y together
with a nonrandom function of Y can reconstruct Y with probability 1.



292 12. Mixed Models and Variance Components

Let My be the perpendicular projection operator onto C(V), then Y =
MyY + (I — My)Y. MyY = B(B'B)"!B'Y is a function of B'Y while
(I — My)Y = (I — My ) with probability 1, because Cov[(I — My )Y] =
(I — My)V(I—-My)=0.

We would also like to see that Cov(B'Y) = B’V B is nonsingular, so that
a density can exist. Since C(B) = C(V) and V is symmetric, V = BT B’ for
some symmetric matrix 7. If T' is nonsingular, then B'VB = (B'B)T(B'B)
is nonsingular, because both 7" and B’B are nonsingular. We now show
that T is nonsingular. Suppose T is singular. Then there exists d € R",
d # 0, so that Td = 0. Since r(B) = r, there exists b # 0 such that
d = B’b. Because B'b = B'Myb, we can assume that b € C(V). Now,
Vb= BTB'b = BTd = 0. However, for b € C(V), Vb = 0 can only happen
if b = 0, which is a contradiction.

As mentioned earlier, there is little hope of estimating the entire matrix
V. A more manageable problem is to assume that V is a function of a
parameter vector 6. It should also be clear that in order to transform to a
nonsingular random variable, we will need to know C(V'). This forces us to
assume that C(V(9)) does not depend on 6.

Suppose now that Y ~ N(u, V(0)); then B'Y ~ N(B'u, B'V(8)B). The
density of B'Y is

F(B'Y |1,0)

1 1 .
(2m)2 |B'V(0)B|>
= (@2n) 2BV (0)| 72 exp[—(Y — u)'B[B'V(8)B] ' B/ (Y — p)/2].

xp[—=(B'Y — B'p)'[B'V(0)B]”'(B'Y — B'n)/2]

The mles are obtained by maximizing this with respect to p and 6. A direct
consequence of Proposition 12.5.1 below is that maximization of f(B'Y)
does not depend on the choice of B.

Proposition 12.5.1. If B and By are two n X r matrices of rank r
and C(B) = C(By), then

(1) for some scalar k, k| B’V B| = |B{V By|.

(2) B[B'VB]| !B’ = By[B,V By) !B}, when the inverses exist.

PrOOF. Since C(B) = C(By) and both are full rank, By = BK for some
nonsingular K.

(1)  |B\VBy| =|K'B'VBK| = |K|?|B'VB|. Take k = | K.

(2)  BoBy)jVBy|'B, = BK[K'B'VBK]'K'B
= BKK '[BVB YK')"'K'B
= B[B'VB|'B. O

Corollary 12.5.2. f(B'Y |, 0) = k=2 f(BLY |1, 0).
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12.6 Variance Component Estimation: REML

Restricted (or residual) maximum likelihood (REML) estimation involves
finding maximum likelihood estimates of variance components from the
distribution of the residuals. This allows for estimation of the variance
components without the complication of the fixed effects. An apparent
problem is that of defining the residuals, since V' is unknown. We show
that any reasonable definition gives the same answers.

Consider the model of Section 4,

Y=X3+¢ E~N(0,V()),

0= (03,...,02), V(0) = X.i_o0?Z;Z]. As discussed in Section 10.2, the
only reasonable linear unbiased estimates of X 3 are of the form AY, where
A is some projection operator onto C'(X). The residuals can be defined as

(I — A)Y. The distribution of the residuals is
(I —A)Y ~ N(0,(I —AV(O)(I—A)).

V(0) is assumed nonsingular in the mixed model, so C((I — A)V(0)(I —
A)Y)=C(I - A). Let r(X) = s;s0 r(I — A) = n — s. For an n X s matrix
B with C'(B) = C(I — A), the mle of § maximizes

F(B/(I = A)Y]9) = (2m)~"/2|B/(I — A)V (6)(I — A B| "/
exp|=Y'(I — AYB[B'(I — AV (0)(I — AYB|"'B'(I — A)Y/2).

We will show that this depends on neither A nor B by showing that C[(I —
A)'B] = C(X)* and appealing to Section 5.

Proposition 12.6.1. C((I—-A)B)=C(X)*.

ProoF. Clearly, B'(I — A)X =0, so C((I — A)'B) C C(X)*. The rank
of C(X)1 is n — s, so it is enough to show that the rank of (I — A)'B is
n —s. Since (I — A)'B is an n X (n — s) matrix it is enough to show that
for any d € R" %, (I — A)’Bd = 0 implies d = 0. Since C(I — A) = C(B),
Bd = (I-A)cfor some c. If (I—A)' Bd = 0, then ¢(I—A)'Bd = d’B'Bd = 0
so Bd = 0. Since B is an n X (n — s) matrix of full column rank, d = 0. O

Frequently, REML is defined as maximum likelihood estimation from
B'Y, where r(B) = n—s and B’X = 0. This definition is equivalent to that
used here. Choose A = M. Then I — M is the perpendicular projection op-
erator onto C'(X)*. Since for any choice of B in this alternative definition,
7(B) =n—s and B'X = 0, we have C(B) = C(X)*, and the B from this
alternative definition also works in the original definition. The procedure
presented here dictates doing maximum likelihood on B(I — M)Y = B'Y.
We will assume henceforth that 7(B) =n — s and B'’X = 0.
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As in Section 4, setting the partial derivatives to zero determines the
likelihood equations

tr[(B'VB) 'B'Z;Z!B] =Y'B(B'VB)"'B'Z;ZB(B'VB)"'B'Y, (1)
t = 0,1,...,r. These can be written in a particularly nice form. To do
this, we need some results on projection operators. Recall that if A is
idempotent, then A is the projection operator onto C(A) along C(A’)*.
The rank of A is s, so 7(C(A’)*) is n— s. Moreover, for any w, w € C(A")*
if and only if Aw = 0. To show that A is the projection operator onto M

along N for two spaces M and N, it is enough to show that (1) for v € M,
Av =wv; (2) for w e N, Aw =0, and (3) r(M) +r(N) =n.

Lemma 12.6.2. Let Ag = X(X'V71X)=X'V~L Then I — Ay is the
projection operator onto C(V B) along C'(X).

PrROOF.  Since C(B) = C(X)* and V is nonsingular, 7(VB) = n —
s =1r(I — Ap). Also, (I — A))VB =VB - X(X'V-1X)"X'B = VB, so
I— Ay is a projection onto C'(V B). Tt is along C'(X) because r(X) = s and
(I-A)X =X —X =0. O

Lemma 12.6.3. VB(B'VB)~!'B’ is the projection operator onto
C(V B) along C(X).
PrROOF. VB(B'VB) B’ = VB[(B'V)V-Y(VB)]"Y(B'V)V""is a pro-
jection onto C(V B). Since C(B) = C(X)*, VB(B'VB)~'B'X = 0. More-
over, r(VB) =n— s and r(X) = s. O
It follows from the lemmas that (I — Ag) = VB(B'VB)~'B’ and that
V=YI — Ap) = B(B'VB)~!'B’. Observing that tr[(B'VB)~'B'Z;Z!B] =
tr[B(B'VB)™1B'Z;Z!], (1) can be rewritten as
tr[VH I — A0) Z:Z) =Y (I — Ag) V1 Z,ZIV I — Ay)Y,
i=0,1,...,r, where (I—A()Y are the residuals from the BLUE of X3, i.e.,
(I — Ap)Y =Y — X[3. There are a variety of ways of rewriting tr[V =1(I —
Ap)Z;Z]]. One is to use the fact that (I — Ap) is idempotent to get
e[V (I — Ao)Z: Z])
= tr[V I - A)VV I - Ay)Z:Z]]
= t[VV I — Ag)Z; ZIV I — Ap)]

tr Z 02Z; 25 | VI — A0)Z: ZiV (I — Ag)

= Za tr[Z; ZV NI — Ag) Z:Z[V (I — Ag)] -
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The equations for finding the REML estimates can be written

> o[ 2,2V NI = Ag)ZiZiV T — Ag)]
=0
=Y'(I-A)VZ,ZV I - Ay,

i =0,...,r. Since V is unknown, typically an initial guess for V will be
made and estimates of the o7 will be computed as the solution to the system
of linear equations. These estimates of the variance components determine
a new estimate of V' that can be used to get updated values of the o2s. This
iterative procedure is repeated until the o2?s converge. Since the equations
are linear, solutions are easy to find. As mentioned in Section 4, similar
methods can be used to find unrestricted mles. In fact, this only involves
removing the terms (I — Ag) from the traces.

Exercise 12.5 Consider the model Y = X3 +e¢, e ~ N(0,0%1).
Show that the M SE is the REML estimate of o2.

12.7 Variance Component Estimation: MINQUE

MINQUE is short for minimum norm quadratic unbiased (translation in-
variant) estimation. Attention is restricted to estimates that are translation
invariant unbiased quadratic forms in the observations.

Translation invariant means that a quadratic form, say Y’'BY, has the
property that (Y + X6)'B(Y + X§) = Y/BY for all Y and §. This simpli-
fies to —2Y’'BXd = ¢’ X'BX¢ for all Y and . In particular, 8’ X'BX¢§ =
—2E(Y)BX§ = —20'X'BX{ for all 8 and 4. It follows that X'BX = 0.
Combining this with ¢’ X’BX§ = —2Y’'BX0 implies that Y/ BX¢§ = 0 for
all Y and 6. This can occur only if BX = 0. Conversely, if BX = 0, then
Y'BY is translation invariant.

As seen in Appendix B, Y'BY = Vec(B)'[Y ® Y], which is a linear func-
tion of [Y ® Y]. An alternative approach to variance component estimation
involves fitting linear models to the vector [Y ® Y], cf. Searle et al. (1992,
Chapter 12) or Christensen (1993). In this section we use a somewhat less
appealing but more elementary approach.

Minimum norm estimation considers unobservable “natural estimates”
of 03,...,02, and seeks real estimates of 02, ..., 02 that are closest to the
“natural” estimates. “Closest” could be defined by minimizing the distance
between the vectors. Distance can be the usual Euclidean distance or some
distance function that puts weights on the different dimensions of the vec-
tors. A distance function is defined by a norm; hence the name minimum
norm.
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Writing the model of Section 4 as

gi!
Y=X6+[Z,...,Z,] | ¢ | +e
Yr
with e = (e1,...,e,) and v; = (Vj1,- -, Vjq(s)) > & “natural estimate” of o

is > ef/n=ce e/n and a “natural estimate” of o3 is ZZ ] 'yﬂ/q( ) =
i/ q( /). As a notational convenience, let vy = e.

Suppose now that we want to estimate E::O p;o? with an unbiased
translation invariant quadratic form Y’BY. Because it is translation in-
variant, Y'BY = (Y — XB)'B(Y — XB) = > > i_o"ZiBZ;vy;. T
1nvest1gate unbiasedness, note that E(y,Z/BZ;~;) = E[tr(Z BZj'yJ'yl)]

GB(Z B Z70)] = tr[Z0BZ;Cov(3;,3)). 1 i = §, Cov(9i,%;) — 0% o0,
If i # j, Cov(v;,7;) = 0; so E(Y'BY) = 3", o2tr(Z/BZ;). Unbiasedness
requires tr(Z/BZ;) = p;. The quadratic form Y’'BY is using “estimates”
Y Z!BZ;vi/pi for 02 and “estimates” v/Z!BZ;v; for zero. Unfortunately,
estimation procedures cannot depend on the unobservable ~;s.

It is reasonable to pick B so that Y., w?[v/Z!BZyv; — v/vi(pi/q(i))]* +
> in; Wiw; [V Z{BZjy ;]? is minimized. This is a weighted distance between
the “natural estimates” of the p;o?s and the “estimates” of the p;o?s im-
plied by the use of Y/ BY', plus a weighted distance between the covariances,
which are zero, and the “estimates” of them from Y’BY . The weights, the
w;s, are assumed to be fixed numbers supplied by the user. Unfortunately,
without knowing the ~;s, this distance cannot be minimized. MINQUE
instead minimizes

Ztr 2(Z{BZ; — (pi/a()I) + > tr(wiw;[Z{ BZ;)[Z; BZi)).
i#£]

This can be simplified somewhat. Since tr(Z;BZ;) = p;,

tr(wi[Z/BZ; — (pi/q(i))1)?)

= tr(wi[(Z{BZ;)* — 2Z;BZi(pi/q(i)) + (pi/q(i))*1])
tr(w(Z;BZ:)?) — 2wip} /q(i) + wip}/q(i)
tr(w;(Z{BZ;)?) — wip; /q(i)

Only the term tr(w?(Z!BZ;)?) involves B. Therefore, the MINQUE esti-

mate minimizes
T

SN tr(wiwy[ZBZ,)(2,BZ)

i=0 j=0

with respect to B, subject to the conditions that tr(Z/BZ;) = p; and
BX = 0. (B is assumed to be symmetric.)
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Define V,, = >°I_ w;Z; Z] and A, = X(X'V, ' X)~ X'V, ! With this
notation the MINQUE is minimizing tr[(BV,,)?] subject to tr(Z/BZ;) = p;
and BX = 0. Rao (1971) has shown that the MINQUE estimate is Y’ ByY,
where

BO_Z)\ (I — AV, 2,2V W (T - Ay), (1)
and where Ag, ..., A, are defined as solutions to the set of equations
Z MNtr[Z; 2V (T = Aw) ZiZIV N (I — Aw)] = pi, (2)

i =0,...,r. Setting Y'ByY equal to Z;ZO pjc}? and substituting for By
and p; with (1) and (2), we can obtain estimates of the o2s.

T
Z)\Y’I AV ' Zi 2V (T = Ay)Y =Y'BoY =) pio}
=0

= Z 52 Z)\ 412 2V NI — Aw) Z: 2V NI — Aw))-

Changing the order of summation on the last term, one sees that for any
set of p;s, estimates can be obtained by solving

Zg tr[Z; 25V, (I — Aw) Z: Z[Vy (I — Ay)]

Y'(I - AV 2,2V, (T — A,)Y

fori=0,...,r

These equations are precisely the REML equations with V,, and A,
substituted for V and A. MINQUE estimates with V,, = V are REML
estimates. The key difference in the methods is that V,, is a known matrix,
whereas V' is unknown.

If one finds the MINQUE estimates and then uses those estimates as
weights in another round of MINQUE estimation, one has an iterative
procedure that will eventually give REML estimates.

As mentioned, the choice of weights for MINQUE estimation is up to
the user. A frequently used choice of weights is w; = 1 for all ¢. This is
the Euclidean norm. A very convenient set of weights is wo = 1, w; = 0
for all ¢ # 0. These are convenient in that with these weights, V,, = I and
A, = M, the perpendicular projection matrix onto C'(X). The estimates
obtained from these weights are often called MINQUE(0) estimates and are
sometimes called MIVQUE(0) estimates. Another possibility is to use an
inexpensive estimation technique such as Henderson’s Method 3 to obtain
estimates 62,7 = 0,...,7. The weights can be taken as w; = 62. The point



298 12. Mixed Models and Variance Components

of this adaptive method seems to be that the MINQUE estimates should
then be very close to the REML estimates. In other words, with good initial
weights, repeated iteration to the REML estimates should be unnecessary.
One iteration may well do the job.

12.8 Variance Component Estimation: MIVQUE

MIVQUE is minimum variance quadratic unbiased (translation invariant)
estimation. MIVQUE;, like the maximum likelihood and REML procedures,
and unlike MINQUE, assumes that Y has a normal distribution. We need
to know the variance of a quadratic form.

Theorem 12.8.1. Suppose Y ~ N(u, V) and V is nonsingular. Then
Var(Y'BY') = 2tr[(BV)?] + 44/ BV By.

PROOF.  See Searle (1971, Sec. 2.5). m|

Since we are considering translation invariant quadratic forms Y’ BY', we
have Var(Y'BY) = 2tr[(BV)?].

If Y/ByY is to be the minimum variance quadratic unbiased translation
invariant estimate of Y., p;o?, then Y’'ByY must minimize tr[(BV)?]
subject to BX = 0 and tr(Z/BZ;) = p;. This is precisely the condition for
getting a MINQUE estimate when V,, = V.

Unfortunately, it is virtually impossible to find MIVQUE estimates. In
order to find B, one must minimize tr[(BV)Q]. To do the minimization,
one needs to know V. It is difficult for me to imagine a situation in which
V would be known yet not provide information about the variance compo-
nents.

In practice, one can guess at V', find an appropriate MIVQUE matrix B
based on the guess, obtain a new estimate of V', and repeat the procedure
using the new V as the guess of V. This procedure should give something
close to a MIVQUE, but it will not be exact. Because of the iterations
involved, the estimates will not typically be quadratic unbiased translation
invariant estimates. On the other hand, these iterated MIVQUE estimates
can be viewed as iterated MINQUE estimates. Thus, they are precisely the
REML estimates.

12.9 Variance Component Estimation:
Henderson’s Method 3

Long before the development of the other methods described, Henderson
(1953) presented a way of obtaining unbiased method of moment estimates
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of variance components. Suppose we want to estimate o2. (The choice of
o2 is for convenience only. The technique applies to estimating any of 0% to
02.) Let P be the perpendicular projection operator onto C(X, Z1,. .., Z,)
and Py the perpendicular projection operator onto C'(X, Z1, ..., Z,_1). The
expected value of Y'(P — Py)Y is

E[Y'(P - R)Y] = tr[(P — P)V] + B X'(P — Py)X}3.

Since C(X) C C(Py) € C(P), (P — Py)X = 0 and B'X'(P — Py)X3 = 0.
Rewriting (P — Py)V gives

(P-P)V = (P-Py)og+» 0} (P—P)ZZ
i=1

= (P—PRy)og + (P —Py)Z,.Z.o2,
because (P — Py)Z; =0fori=1,...,r — 1. It follows that

EY'(P-PR)Y] = t[(P—Py)og+ (P —Py)Z.Z.07] (1)
= optr(P — Py) + o2tr[(P — Po)Z,.Z.].

A similar argument shows that

E[Y'(I — P)Y] = o2tr(I — P).
An unbiased estimate of o3 is

~2 /

65 =[Y'(I-P)Y]/tr(I - P). (2)
From (1) and (2), an unbiased estimate of o2 is

o7 = [Y'(P — P)Y — 65te(P — Po)] /te[(P — Po)Z: Z;). (3)

Henderson’s Method 3 has no known (to me) optimality properties. Hen-
derson himself recommended the use of other techniques. Method 3’s great-
est advantage is that it is easy to compute. It uses standard techniques
from fitting linear models by least squares, except that it requires the com-
putation of tr[(P — Py)Z,Z]]. Even this can be computed using standard
techniques. Note that

tI‘[(P - PO)ZT‘Z;] = tI‘[Z;(P - PO)ZT] = tI‘[Z;(I - PO)ZT] :

Write Z, = [Z}, Z2 ..., Zf(r)}, where each ZJ is a vector. By fitting the

model
r—1

Z)=XB+> Zivite
=1



300 12. Mixed Models and Variance Components

as if the ;s are all fixed, we can obtain (Z7)'(I — Py)(Z}) as the sum of
squares error, and thus

q(r)
tr[Z(I — Po)Z,) =Y (Z1)'(I - Po)(Z)).
j=1

In other words, all of the numbers required for estimating o2 can be ob-
tained from a standard least squares computer program.

ExampPLE 12.9.1.  Balanced One-Way ANOVA, Continued from Exam-
ple 12.4.2. We relate the notation of this section to that of the earlier

example:
P =M.

%:%m.
tr(P—Py) =t—1.
tr(I — P) = t(N — 1).
Y/(P — Py)Y /tx(P — Py) = MSTrts.
Y'(I - P)Y /tr(I — P) = MSE = 63.
Recall that ZZ' = N Mz, so

tr[(P — Py)ZZ'] tr[(P — Py)N P

Ntr[(P - Py)]
N(t—1).

From (3) it is found that

o SSTrts — MSE(t—1) MSTrts — MSE
1= N(t—1) - N '

Exercise 12.6 Consider the Method 3 estimates of o2 and o7 in
Example 12.9.1.

(a) Show that these are also the REML estimates.

(b) Show that the vector (Y'Y, Y'MzY,J'Y) is a complete sufficient
statistic for the balanced one-way random effects model.

(¢) Show that the Method 3 estimates are also minimum variance unbi-
ased estimates

(d) Find the distributions of SSTrts and SSE.
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(e) Find the generalized likelihood ratio test of level « for Hp : 0% = 0
versus the one-sided alternative.

Hint: Use the concepts of Section 2.5 and the methods of Example 12.4.2,

For estimating more than one variance component, Method 3 is not, in
general, well defined. Suppose that we desire to estimate both o2 and o2_;.
To estimate 02, we proceed as before. To estimate o2_1, fit the model

r—2

Y:XﬂJrZZi%'Jre-
i=1
Let P, be the perpendicular projection matrix onto C'(X, Z1,..., Z._2).
E)Y/(P — P.)Y]

— (R — P)V] + #'X(Py — P)XB
= tr[(Po— P.)og + (Po— P.)Z,1Z._yor_y + (Po— P.)Z, 2.0}
= J(Q)to + offltr,l + O’?th

where to = tI'(PO — P*), LLT_l = tI‘[(PO — P*)ZT_1Z;_1], and tr = tI‘[(PQ —
P,)Z,.Z!]. An unbiased estimate of o2_; is

62 =[Y'(Po— P.)Y — 65to — 62t,] [t,—1.

Note that tg, t,._1, and ¢, can also be obtained from a least squares program.

The problem with this procedure is that the estimates depend on the
order of estimation. One could equally well estimate o2_; first with the
technique as originally described, and use this second stage to estimate o2.
Generally, the estimates of, say o2, will be different for the two methods
of estimation. For nested models, however, only one order of estimation
is possible. If C(Z,-1) C C(Z,), we say that ~, is nested within ~,_;.
We can estimate o2 first and then use it to estimate o?_;. The alter-
native order is not possible. If we desire to estimate o2_; first, we re-
quire the perpendicular projection operator onto the orthogonal comple-
ment of C(X, Z1,...,2Z,_2,Z,) with respect to C(X, Z1,...,Z,). Because
C(erl) - C(ZT), we have C(X, ZiyesyLp_o, Zr) = C(X7 Zi,. .., Z’r)
The orthogonal complement is the zero space, and the projection matrix is
the zero matrix.

For balanced ANOVA models, Henderson’s Method 3 gives unique an-
swers, because all of the effects are either orthogonal (e.g., main effects)
or nested (e.g., a two-factor interaction is nested within both of the main
effects). The definition of nested effects used here is somewhat nonstan-
dard. To many people, interaction effects are not nested. As used here,
interaction effects are nesting in more than one other term.

Exercise 12.7 Data were generated according to the model

Yijk = B+ a; + 15 +Vij + €k,
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i=1,2,7=123, k=1,...,N;, where E(n;) = E(v;;) = E(eijx) = 0,
Var(e;;j,) = of = 64, Var(n;) = o7 = 784, and Var(vy;;) = 03 = 25. All
of the random effects were taken independently and normally distributed.
The fixed effects were taken as p+ a3 = 200 and p + ae = 150. The data
are

) 1 2 3
1] 250 211 199
262 198 184
251 199 200
198 187
184 184

21195 153 131
187 150 133
203 135 135
192
209
184

Estimate the variance components using MINQUE(0), MINQUE with all
weights equal to 1, and Henderson’s Method 3. Estimate the variance com-
ponents using each of these three sets of estimates as starting values for
REML and as starting values for maximum likelihood. For each method of
estimation, find estimates of the fixed effects. Compare all the estimates
with each other and with the true values. What tentative conclusions can
you draw about the relative merits of the estimation procedures?

12.10 Exact F' Tests for Variance Components

In this section we examine two procedures for testing whether a variance
component is zero. The first test method is closely related to Henderson’s
estimation method.

12.10.1 WALD’S TEST

Seely and El-Bassiouni (1983) considered extensions of Wald’s variance
component test. They examined the mixed linear model

Y = X8+ Ziy1 + Zaya +e. (1)

Here, Z; and Z, are, respectively, n x ¢ and n X s matrices of known
quantities. 71, 72, and e are independent random vectors with

71~ N(0,R), 72~ N(0,051,), e~ N(0,081,).
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The null hypothesis Hy : 03 = 0 can be tested by using ordinary least
squares calculations treating the ;s as fixed effects. Let SSE(X, Z1, Z5)
be the sum of squares error from fitting model (1). The degrees of freedom
error are dfE(X, Z1,Z3). Also let SSE(X, Z1) be the sum of squares error
from the least squares fit of

Y:X/B+Zl’}/1+€ (2)

with degrees of freedom error dfE(X, Z1). The Wald test is simply based
on the fact that under Hy

[SSE(X, Z)) — SSE(X, Z1, Z2)] /|dfE(X, Z1) — dfE(X, Z1, Z>)]
SSE(X, Z1, Z2) dfE(X, 71, 7a)
~ F(dfE(X, Z1) — dfE(X, Z1, Z2), dfE(X, Z1, Z2)).

Of course, if the two model matrix column spaces are the same, i.e., if
C(X,Z1,Z3) = C(X, Zy), then there is no test because both the numerator
sum of squares and degrees of freedom are zero.
We now verify the distribution given above. Note that under the mixed
model,
Cov(Y)=V =03l + 0529725 + Z1 RZ;.

Let Py be the perpendicular projection operator onto the column space
C(X,Z;), and let P be the perpendicular projection operator onto
C(X, Z1, Zs). It follows that SSE(X, Z1)—-SSE(X,Z1,Z5) =Y'(P-R)Y,
dfE(X,Z,) —dfE(X,Z,Z5) =r(P — Fy), SSE(X,Z,,Z5) =Y'(I — P)Y,
and dfE(X, Z1,Z2) = r(I — P). Note that PZ, = Z; and PPy = Py. We
need to show that Y'(I — P)Y/o2 ~ x*(r(I — P)), that Y'(I — P)Y and
Y'(P — Py)Y are independent, and that, under Hy, Y'(P — Py)Y /o3 ~
X2(r(P — Py)). Using results from Section 1.3, we need only show that
o5 (I — P)V(I — P) = 0, %(I — P), that (I — P)V(P — Py) = 0 and that,
when 03 = 0, 05 *(P — Py)V(P — Py) = 05 2(P — Py). Verifying these re-
sults involves only straightforward linear algebra along with properties of
projection operators. In general, the distribution of Y'(P — Py)Y seems to
be intractable without the assumption that o3 = 0.

To facilitate extensions of this test in the next subsection, we use a sim-
ple generalization of the Seely and El-Bassiouni results. The mixed model
considered in (1) can also be written as

Y ~ N(XB,001 +0352:Z% + Z1RZY)

so the test applies for any data with a distribution of this form. If we let
>} be any known nonnegative definite matrix, the method also applies to

Y ~ N(XB,00 + 052,25 + ZyRZY) . (3)
Simply write ¥ = QQ'. Then there exists a matrix T such that TQ = I; so
TY ~ N(TXB,051 + 03(TZ:)(TZ2) + (TZ1)R(TZy)")
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and the method applies to TY. Obviously, for ¥ positive definite, T = Q~!.
The test based on (3) is simply the standard generalized least squares test
of model (2) versus (1) when Cov(Y) = 2%, see Section 3.8.

12.10.2 OFVERSTEN’S SECOND METHOD

Consider the special case of the model discussed above with R = o%1,.
Then Cov(Y) =V = 031 + 032275 + 027, Z;. The object of the second
method is to obtain an exact F test for Hy : 0% = 0. This is of primary
interest when C(X, Z1) C C(X, Z,). f C(X, Z1) ¢ C(X, Z3), a Wald test of
Hy : 02 = 0 is available by simply interchanging the roles of Z17; and Zv,
in the previous section. If C(X, Z1) C C(X, Z3), this interchange does not
provide a test because then C(X, Z3) = C(X, Z1, Zs). As developed here,
if Ofversten’s second method provides a test, that test is valid regardless of
the relationship of C(X, Z;) and C(X, Z3). At the end of the subsection,
the test is presented for more general models.

Ofversten’s (1993) second method as presented in Christensen (1996b)
involves using an orthonormal basis. For example, use Gram—Schmidt on
the columns of [X, Zs, Z1,I,,] to obtain an orthonormal basis for R"™, say
Cl, ..., Cpn. Write these as columns of a matrix C' = [cy, ..., ¢,]. Partition C
as C = [C4, Cq, Cs,C4], where the columns of C; are an orthonormal basis
for C(X), the columns of Cy are an orthonormal basis for the orthogonal
complement of C(X) with respect to C'(X, Z3), the columns of C5 are an
orthonormal basis for the orthogonal complement of C(X, Zs) with respect
to C(X, Z3,Z), and the columns of Cy are an orthonormal basis for the
orthogonal complement of C(X, Z2, Z1). Note that if C(X, Z;) C C(X, Z3),
then Cj is vacuous.

The basic idea of this method is to choose a matrix K so that the ex-
tended Wald’s test from (3) can be applied to C4Y + KCY . In executing
the test of Hy : 07 = 0, o7 plays the role assigned to o3 in (3), a function
of 02 and o3 plays the role assigned to ¢ in (3), and the role of R in (3)
is vacuous. In particular, for some number A and some matrix K, we want
to have

CLY + KCLY ~ N(0, (03 + 03 /N CsZ>Z4C + 071CL Z1 Z1Cs) . (4)

This is of the form (3). As shown in Exercise 12.8, C4Z2Z,C5 is a posi-
tive definite matrix, so the test follows immediately from generalized least
squares. The test cannot be performed if C4Z; = 0, which occurs, for ex-
ample, if C(Z1) C C(X). Note that C,C}Y is the vector of residuals from
treating the random ~ effects as fixed. Thus, in using KC}Y = KC,C,C}Y
we are using some of the residual variability to construct the test.

To get the degrees of freedom for the test, we identify correspondences
between (3) and (4). There are r(Cs) “observations” available in (4). In (3),
the numerator degrees of freedom for the test are r(X, Z1, Z2) — (X, Z7).
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With mean zero in (4) there is no linear mean structure, i.e, nothing corre-
sponding to X in (3), Z; from (3) is also vacuous in (4), and C4Z; is playing
the role of Z3 in (3). Thus the numerator degrees of freedom for the test
are r(C4Z1) and the denominator degrees of freedom are r(Cs) — r(C4Z7).
In model (4), r(Cy) = (X, Z3) —r(X). I C(Z1) C C(X, Z3), it is shown in
Exercise 12.8 that r(C4Z,) = r(X, Z1) — r(X) and the degrees of freedom
for the test are (X, Z1) — r(X) and (X, Z1, Z2) — r(X, Z1), respectively.
Observe that

CLY ~ N(0,081 + 05C,Z2Z4Cs + 07 CL 21 Z1C5) .

In many interesting cases, C5Z>Z5Cy = A\I; so an ordinary least squares
Wald test can be applied immediately without any use of C}Y as long as
CLZy #£0.

It is not difficult to see that in balanced ANOVA problems either
CLZy75Cy = A when a standard balanced ANOVA test is available or
C%4Zy = 0 when such a test is not available. For example, consider (1)
as modeling a balanced two-way ANOVA v = p + Y + Y25 + €ijk,
i=1,...,q,5=1,...,8,k=1,..., N with X being the vector Ju. The v,
and -, treatments are often said to be orthogonal. Letting M be the perpen-
dicular projection operator onto C'(X), this orthogonality means precisely
that C[(I—M)Z;] and C[(I — M)Zs] are orthogonal, i.e., Z5(I —M)Z; = 0,
cf. Section 7.1. Now, by the definition of Cy, C(Cs3) = C[(I — M)Z3], so
CyZy =0 iff Z4(I — M)Z, = 0, which we know is true from orthogonality.
Hence, no test of Hy : 02 = 0 is available from this method.

Now consider a balanced nested model y;;x = p =+ y1; + Y245 + €451 With ¢,
j, and k as above. In this model, C(X, Z1) C C(Z2) and +Z2Z) = P is the
perpendicular projection operator onto C(Z3). Observing that C'(Cy) C
C(Z2) and using the orthonormality of the columns of Cs,

CLZyZ4Cy = NCyPCy = NC4Cy = N I

Thus an ordinary least squares Wald test is available. Given that a Wald
test simply compares models in the usual way, for Hy : 07 = 0 this test
is simply the standard balanced ANOVA test for no fixed 1, effects when
72 is random. Similar orthogonality and containment results hold in more
general balanced ANOVAs. For the special case of C(Z1) C C(X, Z3) with
CLZy,Z5Cy = M, a general explicit form for the test statistic is given in
(7).

In general, C4ZsZ,Cy # M, so the test requires C}Y. If r(X, Zy, Z1) = ¢,

CLY ~ N(0,08L,—¢) -

It is easy to see that C4VCy = 0, so C4Y and C}Y are independent. To
obtain (4), simply pick K so that

KCLY ~ N(0,08 [\~'C52,25Cy — 1) .
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Obviously one can do this provided that A\=1C% Z5 Z,Cy — I is a nonnegative
definite matrix. A is chosen to ensure that the matrix is nonnegative defi-
nite. By the choice of Cy, C4Z5Z5C5 is a positive definite matrix and A is
taken as its smallest eigenvalue. Then if we use the eigenvalue, eigenvector
decomposition C}ZyZ5Cy = W D(\;)W' with W orthogonal,

N YCLZ,75Cy — T = WD(); — 1) W,

which is clearly nonnegative definite.

Note that this development makes it obvious why A\ needs to be the
smallest eigenvalue. Actually, the test would still work if A\ was chosen
to be any positive number less than the smallest eigenvalue but we want
KCJY to increase the variability of C,Y as little as possible, and this is
accomplished by taking A as large as possible. In particular, choosing A as
the smallest eigenvalue gives KC}Y a singular covariance matrix and thus
no variability in at least one direction. Other valid choices of A can only
increase variability.

Also note that KCY = 0 a.s. if the eigenvalues of C%Z5Z,C5 all happen
to be the same. In this case, \"1ChZyZ5Cy — I = 0 and C4Z2Z5Cy = M,
so we get the simpler Wald test alluded to earlier.

The difficulty with the second method is that K is not unique, and
typically the results of the test depend on the choice of K. In particular,
K is a w x (n — t) matrix, where typically w = r(X, Z2) — r(X) < (n —
t), while A\=1C4Z,Z,Cy — I is a w x w matrix. Thus we can take K =

{WD(W/); — > ,0] or K = [0, WD(W)} or any number of other

matrices. Modifying Ofversten, a reasonable procedure might be just to pick
one of these convenient K matrices but first randomly permute the rows
of C}Y.

This method applies quite generally. A proof consists of observing that
the test of Hy : 07 = 0 remains valid when X = [X1, Xa], 3 = (51, 35)
with B2 ~ N(0, R2), and (2 independent of v, and ~2. This model allows for
interaction between two random factors and arbitrary numbers of factors.
The method will be most useful when C(X,Z;) C C(X, Zs); if this is not
the case, the simpler Wald test is available. Whenever C}Z; = 0, no test is
available. For example, this will occur whenever C(Z;) C C(X), which is
precisely what happens when one tries to test the variance component of a
random main effect in a three-way analysis of variance with all interactions.

12.10.3 COMPARISON OF TESTS

When C(Z1) ¢ C(X, Zs), we have two tests of Hy : 07 = 0 available. (See
Lin and Harville (1991) for some alternatives to Wald’s test other than
that just developed.) Let M, P, P, and Py be perpendicular projection
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matrices onto C(X), C(X, Zs), C(X, Z2,7Z1), and C(X, Z;), respectively.
The simple Wald test has the F' statistic

_Y/(P - R)Y/r(P - P)
T Y'I-P)Y/r(I-P)

The power of the test is quite complicated, but for given values of the pa-
rameters the power can be computed as in Davies (1980). (Software is avail-
able through STATLIB.) Intuitively, the power depends in part (and only
in part) on the degrees of freedom, r(X, Zs, Z1) — (X, Z3), n—r(X, Z2, Z1)
and the ratio of the expected mean squares,

Oj tr [Z{(P 7 P2)Zl] (5)
0'3 T(X7 ZQa Zl) - T(X7 ZQ)

The basic idea behind F' tests is that under the null hypothesis the test
statistic is the ratio of two estimates of a common variance. Obviously,
since the two are estimating the same thing under Hj, the ratio should be
about 1. The F distribution quantifies the null variability about 1 of this
ratio of estimates. If the numerator and denominator are actually estimates
of very different things, the ratio should deviate substantially from the
target value of 1. In fixed effects models, the power of an F' test is simply
a function of the ratio of expected values of the two estimates and the
degrees of freedom of the estimates. In mixed models, the power is generally
much more complicated, but the ratio of expected values can still provide
some insight into the behavior of the tests. The ratio in (5) is strictly
greater than one whenever the test exists and o2 > 0, thus indicating that
larger values of the test statistic can be expected under the alternative.
The power of the test should tend to increase as this ratio increases but in
fact the power is quite complicated. Note that Y'(P — P2)Y = Y/'C3CLY
and Y'(I — P)Y =Y’'C,CY; so this test uses only C}{Y and C}Y.

The second test is based on C3Y + KC}Y. Again, exact powers can be
computed as in Davies (1980). As shown in Exercise 12.8, the ratio of the
expected mean squares for the second test is

+ O’% tr [(OéZQZéCQ)ilcéZ1Z{CQ:I (6)
o5 +0ag/A r(C3Zy) '

Again, this is strictly greater than one whenever the test exists and o3 > 0.
The degrees of freedom for the second test were given earlier. To compare
the degrees of freedom for the two tests, observe that

C(X) C C(X, {Pg —M}Zl) = C(X,PQZl) C C(X,ZQ) C C(X,ZQ,Zl).

The degrees of freedom for the second test are, respectively, the ranks of the
orthogonal complement of C'(X) with respect to C(X,{P, — M}Z;) and
the orthogonal complement of C'(X, { P,— M} Z;) with respect to C(X, Z3).
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(The first orthogonal complement is C'(C2C%Z;) with the same rank as
C}Z;, and the second orthogonal complement has rank (X, Z5) — [r(X) +
r(C%Z1)].) The degrees of freedom for the simple Wald test are, respec-
tively, the ranks of the orthogonal complement of C(X, Z3) with respect to
C(X, Z3,Z) and the orthogonal complement of C(X, Z3, Z1). In practice,
the simple Wald test would typically have an advantage in having larger
denominator degrees of freedom, but that could be outweighed by other fac-
tors in a given situation. We also see that, in some sense, the second test
is being constructed inside C'(X, Z3); it focuses on the overlap of C(X, Z3)
and C(Z1). On the other hand, the simple Wald test is constructed from
the overlap of C'(Z;) with the orthogonal complement of C'(X, Z5).

In the special case of C(Z;) C C(X,Zy) with C4Z:Z5Cy = M, the
second method gives the test statistic

Y’(PO — M)Y/’I”(PO - M)
Y’(P2 - P(J)Y/T(Pz - Po).

F= (7)

See Exercise 12.8 for a proof. For example, in a two-way ANOVA, X can
indicate the grand mean and a fixed main effect, Z; can indicate the random
main effect to be tested, and Z5 can indicate the interaction. When the two-
way is balanced, C}Z5Z,Cs = AI and we have the traditional test, i.e., the
mean square for the random main effect divided by the mean square for
interaction.

It should be noted that under Hy : 07 = 0, C4Y also has a N(0,021)
distribution so it could also be used, along with C;Y", to adjust the distri-
bution of C4Y and still maintain a valid F' test. However, this would be
likely to have a deleterious effect on the power since then both the expected
numerator mean square and the expected denominator mean square would
involve positive multiples of o7 under the alternative.

The material in this section is closely related to Christensen (1996b).
The near replicate lack of fit tests discussed in Subsection 6.6.2 can also
be used to construct exact F' tests for variance components. In fact, when
used as a variance component test, Christensen’s (1989) test is identical
to Wald’s test. See Christensen and Bedrick (1999) for an examination of
these procedures.

Exercise 12.8
1. Prove that r(C4Z1) = r(X, Z1) — r(X) when C(Z;) C C(X, Z2).
2. Prove that C4Z,Z,Cs is positive definite.
3. Prove (6).

4. Prove (7).
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Exercise 12.9 Use the data and model of Exercise 12.7 to test
Hy:0?=0and Hy:03=0.

12.11 Recovery of Interblock Information in BIB
Designs

Consider the analysis of a balanced incomplete block (BIB) design in which
blocks are random effects. This analysis is known as the recovery of in-
terblock information. The mixed model for BIBs was mentioned previously
in Exercise 11.5. The analysis involves ideas from Chapters 9 through 11.
BIB designs are discussed in Section 9.4, from which most of the current
notation is taken. In estimating treatment effects, Theorem 10.4.5 is used.
The model is a mixed model, so variance components are estimated us-
ing methods from this chapter. Finally, the variance structure breaks up
into within cluster and between cluster components as in Chapter 11. In
our analysis of the model, blocks are clusters, within cluster error is called
intrablock error, and between cluster error is interblock error.

We begin by fixing notation and relating it back to Section 9.4. The
model for a BIB is

Yij = B+ Bi + 75 + €4,

i =1,...,b with j € D; or equivalently j = 1,...,¢t with i € A;. Here
0 and 7 indicate block and treatment effects respectively, D; is the set of
treatment indices for block i and A; is the set of indices for blocks that
contain treatment j. The model is written using matrices as

Y=Ju+XB+Z1+e,

where u, 8, and 7 are the grand mean, block effects vector, and treatment
effects vector, respectively. The matrix notation is a slight change from
Section 9.4 in that J is no longer included in the X matrix. The matrix X
is the matrix of indicators for the blocks and can be written

X = [iﬂz‘j,m} Tijom = 6ima

where the columns of X are m = 1,...,b and the pair ij identifies a row of
the matrix. Z is a matrix of indicators for the treatments and is defined as
in Section 9.4, i.e., Z = [z;,] with z;;, = d;», 7 =1,...,t and the pair ij
denoting a row of the matrix. Recall two fundamental relations necessary
for a BIB,

rt = bk

and
t—DA=rk-1),
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where 7 is the number of replications for each treatment, k is the number
of units in each block, and A is the number of times any two treatments
occur in the same block.

In the mixed model, 3 is a random vector with E(3) = 0, Cov(8) = 041,
and Cov(8,e) = 0. In a slight change of notation write Cov(e) = o21,,
where n = rt = bk. Combining the random effects, write n = X3 + e and
the model as

Y =Z7+n, E(n) =0, Cov(n) =021, + o5 X X'. (1)

Note that we have dropped the grand mean, thus removing the overparam-
eterization associated with the treatment effects. In other words, we are
using the model y;; = 7; + 1;5, where n;; = 3; + e;; is the random error
term.

As in Chapter 11, write 02 = 02 + 0% and p = 0% /(02 + 0%). It follows
that 02 = 0%(1 — p) and 0% = o%p. A term that frequently appears in the
analysis is the interblock (between cluster) error term,

a? (1= p) +kp| = o7 + ko
With the notation given above, write
Cov(n) = o*V,
where, again as in Chapter 11,
Vo= [(1-pI+pXX']
= [(1—p) +kpM]

and M is the perpendicular projection operator onto C'(X).

12.11.1 ESTIMATION
In this subsection we derive the BLUE of 7. From Section 2.7,
Z7 = AY
Z(z'vz) " 2Vl
Note that finding 7 is essentially equivalent to finding the oblique projec-

tion operator A. Given 7 we can easily find Z7; thus we know AY. With
AY known for any vector Y, the matrix A is completely characterized.

Finding 7 = (2'V='2)"" Z'V=1Y requires computation of both V=" and
(Z "v-lz )_1. These computations are facilitated by the following result.

Proposition 12.11.1. Let P be a projection operator, and let a and
b be real numbers. Then

1
[al +bP)]" = = {I— b P]
a a+b
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Proor.
2
o b p [al +bP] = Harswp— % p_ " p
a a+b a a+b a+b
1.
O
Using this result, we obtain two forms for V ~1:
1 kp
S {z - M} 2
Tl L (s E @
1 1—p }
= —|({-M)+ —————M|.
L

Both of these forms will be used frequently.

We now compute Z'V~=1Z and (Z’V‘lZ)_l. First note that the funda-
mental relation (¢t — 1)A = r(k — 1) implies

M=rk—(r—M\).

Using this equality, the characterizations of Z'Z and Z'M Z given in Sec-
tion 9.4, the first form for V=1 in equation (2), and writing P, = 1J{, we
get

Iy—1 _ 1 I , kp )
(Zz'v7'z) = H_ZZ—WZMZ}
B 1—p L I [(1—p)+kp] {( )‘)I-l-/\tPt}}
_ 1 [ r=p) Ap B
= ol e )

1
= Tk AP+ NI = )

From Proposition 12.11.1,

(Zv=itz)"t = L p: =2 [I (1 fpt)p+ Atp - Pt)} o
_ A =p+Ea [ r(1-p) e
= r [r(l—f))-l-/\tp i T(l_p)+/\tppt}

Rather than computing + = (Z'V~-12)"1Z'V~1Y directly, it is conve-
nient to decompose Z'V~'Y into intrablock and interblock components.
The intrablock component is related to the fixed block effect analysis. The
interblock component is what is left. The fixed block effect analysis is based
on

Q = (Q17"'7Qt)/7
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where Q = Z'(I — M)Y, cf. Section 9.4. Similarly, define
W= W,...,W,),

where W = Z'MY. M is the perpendicular projection operator for the
one-way ANOVA in blocks (ignoring treatments) so

MY =[ti;]  ti; = Ui

= Zy”

JED

with

Z is a matrix of treatment indicators, so Z'MY yields
Wj = Z Yi. .
iEA]’

In Section 9.4, the W;s were computed in the process of computing the

@js. In particular,
Qj Z yzj - yz Z Yij — VR

zEA ZGA

as in the first table in the continuation of Example 9.4.1. In computing 7,
we will also have occasion to use

71t
Agz

and the fact that

1< 1
- SJZ(I - MY ==J.(I-M)Y =0.
t§: J ) 2 )Y =0

Using the second form of V=1 given in (2),

1 1
ZvyYy = —Z(U-MY+——7Z'MY 4
L—p ( ) (L—p)+kp )
1 1
= Q-+ w.
1—p" (A=p)+kp

Finally, using (3) and (4),

o= (Zvio)yTizvly
£- pr) L) T(IT£1 ;—ﬁ))\tpj T —)\t)p+ Np 't ZvY
_ @ _<”) s ’;‘j (Atp D) g1y 4 Ef[l (_ /) Jr)]if’]ﬁt’]optzfvly
iﬁ - Z)) i iﬂ)Q T (—1p) j—))\t,ow s [7«(1A—tp,oV)VJr gt
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The last equality comes from P,Q = Q.J; = 0 and BW = W.J,. In
particular, an individual component of 7 is

. [ =p)+kpl

o (1-p) AtpW .
T (1= p)+ Mtp

@t r(l—p)+ )\tij 5 [r(1—p) + Xtp]

For purposes of comparing treatments, the term involving W., which is
constant, can be dropped. Finally, the projection operator is characterized
by

There are three additional aspects of the analysis to consider. First, we
need to consider testing the hypothesis 73 = -+ = 7. Second, we need to
examine contrasts. Third, we need to deal with the fact that our estimate
of 7 is useless. The estimate depends on p = 0%/(02? + 0%). This is an
unknown parameter. Writing 7 = (02/0?)7, and using 0%(1 — p) = o2 and
o%p = 0%, gives

02 + ko¥ o2 Ao W.
ro? 4+ Ato% ro? 4+ Ato% ro2 4+ Mo%

T= Jt. (5)
Model (1) is a mixed model, so the methods of this chapter can be used to
estimate 02 and ¢0%. The variance estimates can be substituted into (5) to
give a usable estimate of 7. Traditionally, Henderson’s Method 3 has been
used to obtain variance estimates. The use of Henderson’s Method 3 will be
discussed in detail later. Tests of models and examination of contrasts will
be discussed as if o2 and 0% (hence o2 and p) were known. A discussion in

which only p is assumed known is also given. Throughout we assume that
n=XpB+e~ N(0,0%V).

12.11.2 MODEL TESTING
We desire to test model (1) against the reduced model

Y =Ju+n. (6)

In particular, we will show that an « level test rejects Hy if

7 o 2 (=) > X1t - ) (7)

=1

where 7. = 22:1 7/t is the mean of the 7;s. The remainder of this subsec-
tion is devoted to showing that this is the appropriate test.

We begin by finding the BLUE of Ju from model (6). The BLUE is
Ji = AyY = J(J’V’lJ)f1 J'V~-1Y. However, we can apply Theorem
10.4.5 to see that the simple least squares estimate Jj with i = Zij yij /Tt
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is the BLUE. To use Theorem 10.4.5, we need to show that C(V.J) C
C(J). Because J € C(X), VJ =[(1 = p) I+ kpM]J = (1 — p)J + kpJ =
(1= p) + kol J € C(J).

From Corollary 3.8.3,

Y'(A—Ag)VTHA - A)Y [o® ~ *(t—1,0)
if and only if model (6) is true. We wish to show that the test statistic is

identical to that used in (7). Our argument involves five algebraic identities.
First,

> (7 =7 =#(I - P)t.
j=1

Second, we show that i = 7.. Using the second form for V! in (2) gives
V=Y = [(1 — p) + kp]~1J; also recall that J € C(Z) so AJ = J. These
equalities lead to the result.

1
= iJ’Zf
rt
- Ly
rt
1—
= w{]'v—lfnf
rt
— k
_ (1 p) + pJ/A/V71Y
rt
rt
- Ly
rt
= [

Third,

Fourth, recall from Section 9.4 that

Z'I-M)Z == (I-F),
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and, finally, from Section 9.4, and because r — A = rk — At,

Z'MZ

[(r — NI + AP

o= =

[rkI — Mt (I — P,)].

Using the second form of V=1 in (2),

Y'(A—A)) VHA—-Ay)Y
= (27 —Jp)' VT [Z7 - T
= Iz il - M) 1ZE - T
P
(L—=p)+kp
= 1# 71 - M)Z#

(Z7 — Jp) M [Z7 — Jji

1

A e ZJi) M(Z# — ZJufi)
_ ﬁ %%’(I _p)r

T 22— i
_ ﬁ %%’(I _ P

Tl =l {,1 [rkL — At (1 - Pt)]} (7~ il
= )]:%/(Ipt)%{lip (1—p1)+kp}

n m[f — T [ = Jii]
) +kzp] (1-p) % PR

n m%’(l — P)?
e r(;)f(lp e Tkg] PR
= Eli-pre R

rol 4+ Mo,

= )tk TR
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Dividing by o2 gives

V'(A—A)VH(A—-A)Y  ro?+ Aoy, N
o? o202 +kop] v

which is the test statistic in (7). In practice, estimates of o2 and % are
used to compute both the multiplier and 7. The substitution is then ignored
and the x? test is conducted as if 02 and 0% were known.

12.11.3 CONTRASTS

Model (1) is a one-way ANOVA model with an unusual covariance struc-
ture. However, estimable functions do not depend on the covariance matrix,
so contrasts are estimable. This is true regardless of whether y is included
as a parameter in the model. A contrast is a linear parametric function &'
with &J; = 0. The estimate is £'7 = 22:1 §i7j, where 7 has already been
characterized.

We need to compute the variance of the estimate. Recall that with £'J; =
0 we have &P, = 0. Using the second form in (3),

Var (£'7) = &' Cov(7)E
_ 0_25/ (Zlvflz)_lg
p2l=p) +kp|(1—p)
r(1—p)+ Atp
2[(1—p) + kp|Atp ,
= [r(1—p) + Atp] &R
[P =p) +ka®p]*(1 ),
N ro?(1—p) + Mo2p &¢
[02 + ko%] o2

_ eé-lg'

ro? + Ao

33

Note that the variance can also be written as

o [(1 = p) + kp]

Var(f’f') =0, m

£'s

this second form will be used in the next subsection. Under normality,

2 2 2
g7~ N <ng, loe thos] o2 5’5) . (5)

ro? + Mo,

In practice, estimates of 02 and 0% are substituted to find 7 and the es-

timated variance. Tests and confidence intervals are conducted using the

distribution (8), ignoring the fact that estimates have been substituted for
2 2

o; and o3.
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12.11.4 ALTERNATIVE INFERENTIAL PROCEDURES

Traditionally, statistical inferences have been conducted using the distri-
butions in (7) and (8). These are based on the incorrect assumption that
both 02 and 0% are known. Some improvement is made by assuming that
only p = 0%/ (Uz + 0123) is known while o2 is unknown. In particular, it
follows from Section 11.1 that the model with both fixed block effects &
and random block effects 3, i.e.,

Y =Ju+X6+Zr+1,

provides an estimate of 02(1 — p) = o2. This estimate is 62, the mean
squared error for the fixed block effect model of Section 9.4.
The key results are that, under model (1),

52021 = p) ~x2(rt = b— L+ 1)
and 62 is independent of 7. We show the independence and leave the dis-
tributional result to the reader:
Let P be the perpendicular projection operator onto C'(X, Z) so
52 Y'(I - P)YY '
¢ rt—b—t+1
Independence follows from Theorem 1.2.3 upon observing that
Cov((I — P)Y,(A— Ap)Y)
— oI = P)[(1— p)I + kpM] (A — Ay)
= 0*(1—p)(I — P)(A— Ag) + o*kp(I — P)M(A — Ap)
= 0.
The last equality holds because C(A — Ag) C C(X,Z) = C(P) so that
(I-P)(A—-Ay)=0and (I — P)M =0.
A test of model (6) versus model (1) can be based on
r(l—p)+Xp 7(I—P)7
62[(L—p)+kp t—1

This is true because the left-hand side equals

Y/ (A—Ap) V(A — Ay Y/o?(t — 1)
62/0%(1—p) ’
which has the appropriate F' distribution under Hy. To see the equality
of the two statistics, examine the third to the last equality given above
in the simplification of Y/ (A — Ag)' V' (A — A) Y. Similarly, tests and
confidence intervals can be based on
&r—¢&r
Vo[ —=p) + kpl /[r(1 = p) + Atp]

~F(t—1,rt—t—b—1). (9)

~t(rt—t —b+1). (10)
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This uses the second form for Var(¢'7) given above. To actually use (9) and
(10), we need to estimate p = 0%/ (02 4+ 0%). If we estimate 0% and take
p = 6%/ (62 +6%), the inferential procedures will be identical to those
based on (7) and (8), except that they will be based on the more realistic
F and t distributions rather than the x? and normal. Thus we have replaced
the traditional analysis, which does not account for the estimation of either
of the two unknown parameters o2 and 0%, with an analysis that does not
account for the estimation of only one parameter, p.

12.11.5 ESTIMATION OF VARIANCE COMPONENTS

The traditional analysis of a BIB with recovery of interblock information
uses the variance component estimates of Henderson’s Method 3, cf. Sec-
tion 9. The estimate of o2 is just that described in the previous subsection.
To estimate 0%, let P, be the perpendicular projection operator onto C(Z2)
and recall that P is the perpendicular projection operator onto C(X, Z).
Using Henderson’s Method 3,

[Y'(P-P,)Y —62tx(P - P,)]
tr [X' (P — P,) X]

6% =

All of these terms are easily computed. Y’ (P - P.)Y = Y'PY —YP,Y.
Y’ PY is available from the fixed block effect analysis. In particular,

Y’'PY = SS(Grand Mean) + SS(Blocks) + SS(Treatments after Blocks)

and
Y'P,Y = SS(Grand Mean) + SS(Treatments),

where SS(Treatments) is just the sum of squares from a standard one-way
ANOVA that ignores the blocks and the covariance structure. The term
tr(P — P;) is simply b — 1. It is shown below that tr[X' (P — P;) X] =
t(r —1); thus

SS(Blocks after Treatments) — 62 (b — 1)
t(r—1) )

6% =

To see that tr [X' (P — P;) X] = t(r — 1), note that tr [X' (P — P;) X] =
tr(X'PX) —tr(X'P, X) = tr(X'X) — tr(X' P X). However, X' X = kI, so
tr(X'X) = bk = rt. The trace of X'P, X is more complicated. From the
one-way ANOVA, for any vector Y,

1
PY =[t;;] by = - > uij
i€A;

The matrix X = [X1,...,Xp] has

Xm = [vij] Vij = Oim
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for m =1,...,b; so applying P, to X,, gives
Pr Xy = [ti]

where

Recall that A; is the set of indices for blocks that include treatment j so
that d,,(A;) is 1 if block m contains treatment j, and 0 otherwise. This
occurs if and only if treatment j is in block m, so §,,,(A4;) = d,(D,,). Again,
D,, is the set of indices for the treatments contained in block m. It follows
that

X! P X, = [P-Xn] [PrXn]

= 3 Lonl4y)

J=1i€A,

= T%Zam(Aj) d1
j=1

i€A;

1 t
= 72 tnA)
Jj=1

t
1
= - Z §;(Dim)
Jj=1
k

)

r

and therefore

’ bk vt
tr(X'P,X) = X P X, =—=—=t
P X) = 3 X P =
Combining results gives
tr [ X' (P—P)X]|=rt—t=t(r—1).
Exercise 12.10 Do an interblock analysis of the BIB data of Ex-

ample 9.4.1.

Exercise 12.11 Find the REML estimates of o2 and 0%.
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13

Checking Assumptions, Residuals,
and Influential Observations

This book deals with linear model theory, and as such we have assumed that
the data are good and that the models are true. Unfortunately, good data
are rare and true models are even rarer. Chapters 13 and 14 discuss some
additional tools used by statisticians to deal with the problems presented
by real data.

All models are based on assumptions. We assume that E(Y) has a lin-
ear structure, that the observations are independent, that the variance is
the same for each observation, and that the observations are normally dis-
tributed. In truth, these assumptions will probably never be correct. It is
our hope that if we check the assumptions and if the assumptions look
plausible, then the mathematical methods presented here will work quite
well.

If the assumptions are checked and found to be implausible, we need
to have alternate ways of analyzing the data. In Section 2.7, Section 3.8,
Chapter 10, and Chapter 12, we discussed the analysis of linear models with
general covariance matrices. If an approximate covariance matrix can be
found, the methods presented earlier can be used. (See also the discussion
of the deleterious effects of estimating covariance matrices in Christensen
(2001, Section 6.5).) Another approach is to find a transformation of the
data so that the assumptions seem plausible for a standard linear model in
the transformed data.

The primary purpose of this chapter is to present methods of identifying
when there may be trouble with the assumptions. Analysis of the residuals
is the method most often used for detecting invalidity of the assumptions.
Residuals are used to check for nonnormality of errors, nonindependence,
lack of fit, heteroscedasticity (inequality) of variances, and outliers (unusual
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data). They also help identify influential observations.
The vector of residuals is, essentially, an estimate of e in the model

Y =XB+e, ,E()=0, Cov(e)=o?l
The residual vector is
e=Y -Xp3=1-M)Y,

and
Eé)=(1-M)Xp =0,

Cov(é) = (I — M)o?I(I — M) = o*(I — M).

For many of the techniques that we will discuss, the residuals are stan-
dardized so that their variances are about 1. The standardized (also called
studentized) residuals are

T = él/\/MSE(]. —mii),

where m;; is the ith diagonal element of M and é = [é1,...,€,]".

When checking for nonnormality or heteroscedastic variances, it is impor-
tant to use the standardized residuals rather than unstandardized residuals.
As just seen, the ordinary residuals have heteroscedastic variances. Before
they are useful in checking for equality of the variances of the observations,
they need to be standardized. Moreover, methods for detecting nonnor-
mality are often sensitive to inequality of variances, so the use of ordinary
residuals can make it appear that the errors are not normal even when they
are. Some computer programs used to use é/v M SE as standardized resid-
uals, but I hope that is a thing of the past. This method is inferior to the
standardization given above because it ignores the fact that the variances
of the residuals are not all equal.

Influential observations have been mentioned. What are they? One idea
is that an observation is influential if it greatly affects the fitted regression
equation. Influential observations are not intrinsically good or bad, but
they are always important. Typically, influential observations are outliers:
data points that are, in some sense, far from the other data points being
analyzed. This happens in two ways. First, the y value associated with a
particular row of the X matrix can be unlike what would be expected from
examining the rest of the data. Second, a particular row of the X matrix
can be unlike any of the other rows of the X matrix.

A frequently used method for analyzing residuals is to plot the (standard-
ized) residuals against various other variables. We now consider an example
that will be used throughout this chapter to illustrate the use of residual
plots. In the example, we consider a model that will later be perturbed in
various ways. This model and its perturbations will provide residuals that
can be plotted to show characteristics of residual plots and the effects of
unsatisfied assumptions.
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ExXAMPLE 13.0.1. Draper and Smith (1981) presented an example with
25 observations on a dependent variable, pounds of steam used by a com-
pany per month, and two predictor variables: x1, the average atmospheric
temperature in the month (in °F); and 9, the number of operating days
in the month. The values of 1 and x5 are listed in Table 13.1.

TABLE 13.1. Steam Data

obs. obs.

no. T z9 no. 1 z9
1 35.3 20 14 39.1 19
2 29.7 20 15 46.8 23
3 30.8 23 16 48.5 20
4 58.8 20 17 59.3 22
5 61.4 21 18 70.0 22
6 71.3 22 19 70.0 11
7 74.4 11 20 74.5 23
8 76.7 23 21 72.1 20
9 70.7 21 22 58.1 21
10 57.5 20 23 44.6 20
11 46.4 20 24 33.4 20
12 28.9 21 25 28.6 22
13 28.1 21

Draper and Smith’s fitted equation is
y = 9.1266 — 0.0724x; + 0.2029x5.
Our examples will frequently be set up so that the true model is
y; = 9.1266 — 0.0724x;1 + 0.2029z2 + €; . (1)

The vector Y = (y1,...,%25)" can be obtained by generating the e;s and
adding the terms on the right-hand side of the equation. Once Y is ob-
tained, the equation y; = By + 81241 + G222 + €; can be fit by least squares
and the residuals computed. By generating errors that have independent
identical normal distributions, nonnormal distributions, serial correlations,
or unequal variances, we can examine how residual plots should look when
these conditions exist. By fitting models with incorrect mean structure, we
can examine how residual plots for detecting lack of fit should look.

The material in this chapter is presented with applications to regression
models in mind, but can be applied to ANOVA models with little modi-
fication. Excellent discussions of residuals and influential observations are
found in Cook and Weisberg (1982), Atkinson (1985), and elsewhere. Cook
and Weisberg (1994) give an extensive discussion of regression graphics.

Exercise 13.1 Show that é is the BLUP of e.
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13.1 Leverage

A data point (case) that corresponds to a row of the X matrix that is
“unlike” the other rows is said to have high leverage. In this section we will
define the Mahalanobis distance and use it as a basis for identifying rows
of X that are unusual. It will be shown that for regression models that
include an intercept (a column of 1s), the diagonal elements of the projec-
tion operator M and the Mahalanobis distances are equivalent measures.
In particular, a diagonal element of the projection operator is an increasing
function of the corresponding Mahalanobis distance. (There are some mi-
nor technical difficulties with this claim when X is not a full rank matrix.)
This equivalence justifies the use of the diagonal elements to measure the
abnormality of a row of the design matrix. The diagonal elements are the
standard tool used for measuring leverage.

In addition to their interpretation as a measure of abnormality, it will be
shown that the diagonal elements of the projection matrix can have direct
implications on the fit of a regression model. A diagonal element of the
projection matrix that happens to be near 1 (the maximum possible) will
force the estimated regression equation to go very near the corresponding y
value. Thus, cases with extremely large diagonal elements have considerable
influence on the estimated regression equation. It will be shown through
examples that diagonal elements that are large, but not near 1, can also
have substantial influence.

High leverage points are not necessarily bad. If a case with high lever-
age is consistent with the remainder of the data, then the case with high
leverage causes no problems. In fact, the case with high leverage can act to
greatly reduce the variability of the least squares fit. In other words, with
an essentially correct model and good data, high leverage points actually
help the analysis.

On the other hand, high leverage points are dangerous. The regression
model that one chooses is rarely the true model. Usually it is only an
approximation of the truth. High leverage points can change a good ap-
proximate model into a bad approximate model. An approximate model is
likely to work well only on data that are limited to some particular range
of values. It is unreasonable to expect to find a model that works well in
places where very little data were collected. By definition, high leverage
points exist where very little data were collected, so one would not expect
them to be modeled well. Ironically, just the opposite result usually occurs.
The high leverage points are often fit very well, while the fit of the other
data is often harmed. The model for the bulk of the data is easily distorted
to accommodate the high leverage points. When high leverage points are
identified, the researcher is often left to decide between a bad model for
the entire data set and a good model for a more limited problem.

The purpose of this discussion of cases with high leverage is to make one
point. If some data were collected in unusual places, then the appropriate
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goal may be to find a good approximate model for the area in which the
bulk of the data were collected. This is not to say that high leverage points
should always be thrown out of a data set. High leverage points need to be
handled with care, and the implications of excluding high leverage points
from a particular data set need to be thoroughly examined. High leverage
points can be the most important cases in the entire data set.

We begin by defining the Mahalanobis distance and establishing its
equivalence to the diagonal elements of the projection operator. This will
be followed by an examination of diagonal elements that are near 1. The
section closes with a series of examples.

13.1.1 MAHALANOBIS DISTANCES

The Mahalanobis distance measures how far a random vector is from the
middle of its distribution. For this purpose, we will think of the rows of
the matrix X as a sample of vectors from some population. Although this
contradicts our assumption that the matrix X is fixed and known, our only
purpose is to arrive at a reasonable summary measure of the distance of
each row from the other rows. The Mahalanobis distance provides such
a measure. The notation and ideas involved in estimating Mahalanobis
distances are similar to those used in estimating best linear predictors.
Estimation of best linear predictors was discussed at the end of Section 6.3.
Let x be a random vector.

Definition 13.1.1. Let E(z) = p and Cov(z) = V. The squared
Mahalanobis distance is

D? = (z - p)'V "z - p).

For a sample x4, ..., x,, the relative distances of the observations from the
center of the distribution can be measured by the squared distances

D= (wi— @)V "M@ —p), i=1,....n.

Usually, © and V' are not available, so they must be estimated. Write

Z:

Then p can be estimated with 2/ = (1/n)J7*Z, and V can be estimated
with

1 - _ vl Lo
S:n—l Z(xix)(xlx)ln_lZ <Ian>Z.
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Definition 13.1.2. The estimated squared Mahalanobis distance for
the ith case in a sample of vectors x1,...,x, is

Note that the values of D? are precisely the diagonal elements of

(n—1) (I - iJ;}) Z {Z’ <1 - ;J}}) Z} - z' (I - iJ;;) .

Our interest in these definitions is that for a regression model Y = X 3+e,
the distance of a row of X, say 7, from the other rows can be measured by
the estimated squared Mahalanobis distance D?. In this context the rows
of X are treated as a sample from some population. As mentioned earlier,
when the model has an intercept, the diagonal elements of M and the
estimated squared Mahalanobis distances are equivalent measures. When
an intercept is included in the model, X can be written as X = [J, Z]. Since
the rows of J are identical, the matrix S, defined for the entire matrix X, is
singular. Thus, S~! does not exist and the estimated Mahalanobis distances
are not defined. Instead, we can measure the relative distances of the rows
of Z from their center.

Theorem 13.1.3. Consider the linear model Y = X3 + e, where X is
a full rank matrix and X = [J, Z]. Then,

PrROOF. The theorem follows immediately from the fact that

1 1 , 1 -t 1
M==J'+(I-=J)z|z (I-=J")z| Z|(I--=J"
n n n n

(cf. Sections 6.2, 9.1, and 9.2). The inverse in the second term of the right-
hand side exists because X, and therefore (I - %J;}) Z, are full rank ma-
trices. 0O

From this theorem, it is clear that the rows with the largest squared
Mahalanobis distances are precisely the rows with the largest diagonal ele-
ments of the perpendicular projection matrix. For identifying high leverage
cases in a regression model with an intercept, using the diagonal elements
of M is equivalent to using the squared Mahalanobis distances.
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Of course, for regression models that do not include an intercept, using
the squared Mahalanobis distances is not equivalent to using the diagonal
elements of the projection matrix. For such models it would probably be
wise to examine both measures of leverage. The diagonal elements of the
projection matrix are either given by or easily obtained from many com-
puter programs. The information in the squared Mahalanobis distances
can be obtained by the artifice of adding an intercept to the model and ob-
taining the diagonal elements of the projection matrix for the augmented
model.

For linear models in which X is not of full rank, similar definitions could
be made using a generalized inverse of the (estimated) covariance matrix
rather than the inverse.

Exercise 13.2 Show that for a regression model that does not
contain an intercept, the diagonal elements of the perpendicular projection
operator are equivalent to the estimated squared Mahalanobis distances
computed with the assumption that p = 0.

13.1.2 DIAGONAL ELEMENTS OF THE PROJECTION
OPERATOR

Having established that the diagonal elements of M are a reasonable mea-

sure of how unusual a row of X is, we are left with the problem of calibrating

the measure. How big does m;; have to be before we need to worry about

it? The following proposition indirectly establishes several facts that allow
us to provide some guidelines.

Proposition 13.1.4. For any ¢

J#i
PROOF. Because M is a symmetric idempotent matrix,
n n
my; = Zmijmji = Zm?j = m3; + Zm?g
j=1 =1 i
Subtracting gives

2 § : 2
mii(l — mii) =My — My = mij. O
JFi

The term on the right-hand side of Proposition 13.1.4 is a sum of squared
terms. This must be nonnegative, so m;;(1 —m;;) > 0. It follows immedi-
ately that the m;;s must lie between 0 and 1.
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Since the largest value that an m;; can take is 1, any value near 1 indicates
a point with extremely high leverage. Other values, considerably less than
1, can also indicate high leverage. Because tr(M) = r(M), the average
value of the my;s is p/n. Any m;; value that is substantially larger than p/n
indicates a point with high leverage. Some useful but imprecise terminology
is set in the following definition.

Definition 13.1.5. Any case that corresponds to a row of the design
matrix that is unlike the other rows is called an outlier in the design space
(or estimation space). Any case corresponding to an m;; substantially larger
than p/n is called a case with high leverage. Any case corresponding to an
m;; near 1 is called a case with extremely high leverage.

Points with extremely high leverage have dramatic effects. If m;; happens
to be near 1, then m;;(1 — m;;) must be near zero and the right-hand side
of Proposition 13.1.4 must be near zero. Since the right-hand side is a sum
of squared terms, for all j # ¢ the terms m;; must be near zero. As will be
shown, this causes a point with extremely high leverage to dominate the
fitting process.

Let p; be a vector of zeros with a 1 in the ith row, and let o} = piX.
The mean for the ith case is p; X3 = )8, which is estimated by x:B =
MY = Z;’Zl mi;y;. If my; is close to 1, my; is close to zero for all j # 4;
thus, the rough approximation p;MY = y; applies. This approximation is
by no means unusual. It simply says that the model fits well; however, the
fact that the estimate largely ignores observations other than y; indicates
that something strange is occurring. Since m;; is near 1, x} is far from the
other rows of X. Thus, there is little information available about behavior
at x} other than the observation y;.

The fact that y; is fit reasonably well has important implications for the
estimated regression equation f(z) = «’ 3. This function, when evaluated
at x;, must be near y;. Regardless of whether y; is an aberrant observa-
tion or whether a different approximate model is needed for observations
taken near x;, the estimated regression equation will adjust itself to fit y;
reasonably well. If necessary, the estimated regression equation will ignore
the structure of the other data points in order to get a reasonable fit to
the point with extremely high leverage. Thus, points with extremely high
leverage have the potential to influence the estimated regression equation
a great deal.

13.1.3 EXAMPLES

EXAMPLE 13.1.6.  Simple Linear Regression.
Consider the model y; = Go+G1z;+e;,i=1,...,6,x1 =1, 20 =2, x3 = 3,
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FIGURE 13.1. Scatter plot and fitted lines for Example 13.1.6.

x4y = 4, x5 = b, xg = 15. g is far from the other = values, so it should

be a case with high leverage. In particular, mgs = .936, so case six is an

extremely high leverage point. (Section 6.1 gives a formula for M.)
Fori=1,...,5, data were generated using the model

Yi =2+ 3w; + €,

with the e;s independent N(0,1) random variates. The y values actually
obtained were y; = 7.455, yo = 7.469, y3 = 10.366, y, = 14.279, y5 =
17.046. The model was fit under three conditions: (1) with the sixth case
deleted, (2) with yg = 47 = 2 + 3(z6), and (3) with yg = 11 = 2 + 3(x3).
The results of fitting the simple linear regression model are summarized in
the table below.

Condition n n Bo 6 VMSE dfE
1 deleted 4391 3.425 2699 1423 3
2 47 4680 2753 2937 1293 4
3 11 13.11 10599 0.1674  4.345 4

Figure 13.1 contains a scatter plot of the data under condition (3) and
the fitted lines for conditions (1) and (3). Under conditions (1) and (2),
reasonably consistent fits are obtained. The extremely high leverage case
has little effect on point estimation when the data are good and the model
is true. (The high leverage case could have a large effect in decreasing the
size of interval estimates.)

Under condition (3), when the model is no longer valid for case six, the
fit is grossly different from those obtained under conditions (1) and (2).
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When the extremely high leverage case is inconsistent with the rest of the
data, the fit of the regression equation is dominated by that case. Note
that the first five cases lead us to expect a value for yg in the mid-40s,
but with yg = 11, the fitted value is 13.11, close to 11 and far from the
mid-40s. Finally, the fit of the model, as measured by the M SFE, is good
under conditions (1) and (2), but much poorer under condition (3).

Other things being equal, under condition (2) it would be wise to include
case six in the analysis. Under condition (3), it might be wiser not to try to
model all the data, but rather to model only the first five cases and admit
that little is known about behavior at x values substantially larger than 5.
Unfortunately, in order to distinguish between conditions (2) and (3), the
true model must be known. In practice, this will not be the case.

Finally, a word about residuals for case six. Under condition (2), the
regression equation is right on the data point, ég = 0.2, and r¢ = 0.611. On
the other hand, for condition (3) there is a reasonable amount of error. The
residual is ég = —2.11. Compared to the other residuals (cf. Figure 13.1),
ég is not large, but neither is it extremely small. The standardized residuals
have a standard deviation of about 1, so the standardized residual for case
six, r¢ = —1.918, is quite substantial.

Another useful tool is to look at the predicted residuals. For case six,
this involves looking at the predicted value with case six deleted, 43.91,
and comparing that to the observed value. For condition (2), the predicted
residual is 3.09. For condition (3), the predicted residual is —32.91, which
seems immense. To get a better handle on what these numbers mean, we
need to standardize the predicted residuals. Predicted residuals are dis-
cussed in more detail in Sections 5 and 6. Proposition 13.6.1 gives a simple
formula for computing standardized predicted residuals. Using this for-
mula, the standardized predicted residual for case six under condition (2)
is tg = 0.556, which is very reasonable. For condition (3), it is tg = —5.86,
which is large enough to cause concern. (Section 6 explains why tg is not
huge under condition (3).)

EXAMPLE 13.1.7. In this example, Example 13.1.6 is modified by adding
a second point far away from the bulk of the data. This is done in two
ways. First, the extremely high leverage point is replicated with a second
observation taken at x = 15. Second, a high leverage point is added which
is smaller than the bulk of the data. In both cases, the y values for the first
five cases remain unchanged.

With two observations at x = 15, mgg = m77 = .48. This is well above
the value p/n = 2/7 = .29. In particular, the diagonal values for the other
five cases are all less than .29.

To illustrate the effect of the high leverage points on the regression equa-
tion, conditions (2) and (3) of the previous example were combined. In other
words, the two y values for x = 15 were taken as 11 and 47. The estimated
regression equation becomes 6.783 +1.5140x. The slope of the line is about
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halfway between the slopes under conditions (2) and (3). More importantly,
the predicted value for x = 15 is 29.49. The regression equation is being
forced near the mean of yg and y7. (The mean is 29.)

One of the salient points in this example is the effect on the root mean
squared error. Under condition (2), where the high leverage point was con-
sistent with the other data, the root mean squared error was 1.293. Under
condition (3), where the high leverage point was grossly inconsistent with
the other data, the root mean squared error was 4.293. In this case, with
two high leverage points, one consistent with the bulk of the data and one
not, the root mean squared error is 11.567. This drastic change is because,
with two y values so far apart, one point nearly has to be an outlier. Having
an outlier in the ys at a high leverage point has a devastating effect on all
estimates, especially the estimated error.

In the second illustration, x7 was taken as —9. This was based on adding
a second observation as far to the left of the bulk of the data as xg = 15 is
to the right. The leverages are mgg = my7 = .63. Again, this value is well
above 2/7 and is far above the other diagonal values, which are around .15.

To illustrate the effect of high leverage on estimation, the y values were
taken as yg = y7 = 11. The estimated regression equation was 11.0906 +
0.0906z. The root mean squared error was 3.921. The ¢ statistic for testing
that the slope equaled zero was 0.40.

In essence, the data in the second illustration have been reduced to three
points: a point x = —9 with a y value of 11, a point x = 15 with a y value
of 11, and a point = 3 (the mean of x; to x5) with a y value of 11.523
(the mean of y; to y5). Compared to the high leverage points at —9 and
15, the five points near 3 are essentially replicates.

The final example of this section illustrates that high leverage points are
model dependent. Since our measure of leverage is based on the perpendic-
ular projection operator onto C(X), it is not surprising that changing the
model can affect the leverage of a case. The example below is a polynomial
regression where a particular case does not have high leverage for fitting a
line, but does have high leverage for fitting a parabola.

EXAMPLE 13.1.8.  Quadratic Regression.
Consider fitting the models

yi = Po+fizite;
yi = Yo+ mnazi+7wd + e,
t=1,...,7. The values of the z;s used were 1 = —10, x5 = —9, x3 = —8,

g =0, 25 = 8, 1 = 9, x;1 = 10. Note that the value of x4 appears to
be in the center of the data. For fitting a straight line, that appearance is
correct. For fitting a line, the leverage of the fourth case is 0.14.
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The design matrix for the quadratic model is

rl —10 1007
1 -9 81
1 -8 64
X=|1 0 O
1 8 64
1 9 81

L1 10 100

Note that the choice of the x;s makes the second column of x orthogonal to
the other two columns. An orthonormal basis for C'(X) is easily obtained,
and thus the diagonal elements of M are also easily obtained. The value of
myq is 0.84, which is quite large. From inspecting the third column of the
design matrix, it is clear that the fourth case is unlike the rest of the data.

To make the example more specific, for i # 4 data were generated from
the model

yi = 19.64+0.4x; —0.12? +¢;
= —0.1(x; —2)* +20 +e;,

with the e;s independent N (0, 1) random variables. The values 0, 11.5, and
19.6 were used for y4. These values were chosen to illustrate a variety of
conditions. The value 19.6 is consistent with the model given above. In
particular, 19.6 = E(y4). The value 11.5 = E(y2 + y5)/2 should give a fit
that is nearly linear. The value 0 is simply a convenient choice that is likely
to be smaller than any other observation. The Y vector obtained was

Y = (6.230,8.275, 8.580, y4, 16.249, 14.791, 14.024)".

Figure 13.2 contains a scatter plot of the data that includes all three values
for y4 as well as a plot of the true regression line.

The linear and quadratic models were fitted with all three of the y, values
and with the fourth case deleted from the model. For all models fitted, the
coefficient of the linear term was 0.4040. As mentioned above, the second
column (the linear column) of the matrix X is orthogonal to the other
columns. Thus, for any value of y4 the linear coefficient will be the same
for the quadratic model and the linear model. The linear coefficient does
not depend on the value of y, because x4 = 0. Also, because x4 = 0, the
predicted value for y, is just the intercept of the line. Fitting simple linear
regressions resulted in the following:

Linear Fits
Y4 Ja=00 VMSE dfE
deleted 11.36 1.263 4
0.0 9.74 4.836 5
11.5 11.38 1.131 5
19.6 12.54 3.594 5
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FIGURE 13.2. Scatter plot for Example 13.1.8.

As designed, the fits for y, deleted and y4 = 11.5 are almost identical. The
other values of y4 serve merely to move the intercept up or down a bit.
They do not move the line enough so that the predicted value g4 is close to
the observed value y4. The y, values of 0 and 19.6 do not fit the line well,
which is reflected in the increased values for the root mean squared error.
In summary, the values of iy, do not have a great effect on the fitted lines.

The results of the quadratic fits, including the ¢ statistic for testing v =
0, are

Quadratic Fits
Ya 94 = 9o Y2 t(y2) VMSE dfE
deleted 16.564 —0.064 —-3.78 0.607 3

0.0 2.626 0.102 2.55 3.339 4
11.5 12.303 —0.013 —0.97 1.137 4
19.6 19.119 —0.094 -9.83  0.802 4
As expected, the y, deleted and y4 = 19.6 situations are similar, and

approximate the true model. The y, = 11.5 situation gives essentially a
straight line; the ¢ statistic for testing Hy : 2 = 0 is very small. The true
quadratic structure of all but one case is ignored in favor of the linear fit.
(Note that the root mean squared error is almost identical in the linear and
quadratic fits when y, = 11.5.) Finally, with y, = 0, the entire structure of
the problem is turned upside down. The true model for all cases except case
four is a parabola opening down. With y4 = 0, the fitted parabola opens
up. Although the fourth case does not have high leverage for the linear fits,
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the fourth case greatly affects the quadratic fits.

It is important to note that the problems caused by high leverage points
are not unique to fitting models by least squares. When fitting by least
squares, high leverage points are fit well, because it is assumed that the
model is correct for all of the data points. Least squares accommodates all
the data points, including the points with high leverage. If a model, say
model A, fits the bulk of the data, but a different model, say model B, is
necessary to explain the data when including the cases with high leverage,
then the error of fitting model A to the high leverage cases is likely to be
large. Any method of fitting models (e.g., robust regression) that seeks to
minimize errors will modify the fit so that those large errors do not occur.
Thus, any fitting mechanism forces the fitted model to do a reasonable job
of fitting all of the data. Since the high leverage cases must be fit reasonably
well and since, by definition, data are sparse near the high leverage points,
the high leverage points are often fit extremely well.

13.2 Checking Normality

We give a general discussion of the problem of checking normality for a
random sample and then relate it to the analysis of residuals. Suppose
v1,...,0, are iid. N(u,0?) and z1,...,2, are ii.d. N(0,1). Ordering
these from smallest to largest gives the order statistics v(y),...,v(,) and
2(1),-++»2(n)- The expected values of the standard normal order statis-
tics are E[z(1)],...,E[z(n)]. Since the v;s are normal, [vgy — p]/o ~ 2@
and we should have the approximate equality, [v;y — u]/o = E[zq;] or
vi) = oB[z)] + p.

Suppose now that vy, ..., v, are observed and we want to see if they are
a random sample from a normal distribution. If the v;s are from a normal
distribution, the graph of the pairs (E[z(;],v(;)) would be an approximate
straight line. If the graph is not an approximate straight line, nonnormality
is indicated.

To make the graph, one needs tables of the values E[z(;]. These val-
ues, often called rankits or normal scores, are frequently approximated as
discussed below. Let

B(z) = / " (2m) 12 expl—t2/2]dt.

— 00

®(x) is the cumulative distribution function for a standard normal random
variable. Let u have a uniform distribution on the interval (0,1). Write
u~ U(0,1). It can be shown that

O (u) ~ N(0,1).
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If z1,...,2, are i.i.d. N(0,1) and wy,...,u, are i.i.d. U(0,1), then
25 ~ @7 ug),

and
E[z(;)] = E[® " (u()].

A reasonable approximation for E[z(;] is

E[z()] = @71 (E[u(y)]) = 7 (ni 1) ~

In practice, better approximations are available. For n > 5,

Blz] = @7 ([i — (3/8)]/In+ (1/4)])

is an excellent approximation, see Blom (1958).

To check whether e ~ N (0,0%I) in a linear model, the standardized resid-
uals are plotted against the rankits. If the plot is not linear, nonnormality
is suspected.

ExampLE 13.2.1. Ten random vectors of length 25, say Fi, i =1,..., 10,
were generated so that the Fis were independent and

Ei ~ N(0,1).

In addition, the E'is were used with (13.0.1) to generate ten Y vectors, and
the standardized residuals from fitting

Yi = Bo + Prxin + Boxiz + €5 (2)

were computed. The Fis and the corresponding standardized residual vec-
tors (Ris) were plotted against the approximate rankits. The Fi — rankit
plots give an idea of how straight one can reasonably expect rankit plots
to be. As mentioned, these plots were done with a sample of size 25. With
larger sample sizes the plots tend to appear straighter, and with smaller
sample sizes the plots can look much less straight. The Ri — rankit plots are
provided to give some idea of how the correlations among the residuals can
affect the plots. Of the ten pairs of plots generated, only the two that look
least normal (as determined by the author) are displayed in Figures 13.3
through 13.6.

Duan (1981) established that the residuals provide a consistent estimate
of the underlying error distribution. Thus for large samples, the residual
— rankit plot should provide an accurate evaluation of normality. In prac-
tice, however, the real question is not whether the data are nonnormal, but
whether they are sufficiently nonnormal to invalidate a normal approxima-
tion. This is a more difficult question to address. See Arnold (1981, Chapter
10) for a discussion of consistency of least squares estimates.
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Shapiro and Wilk (1965) developed a formal test for normality related
to normal plots. Unfortunately, the test involves knowing the inverse of
the covariance matrix of 2(1), ..., 2(»). An excellent approximation to their
test was suggested by Shapiro and Francia (1972). The approximate test
statistic is the square of the sample correlation coefficient computed from
the pairs (E[z;)],v@)), i = 1,...,n. Let

n 2 n "
W' = (Z Ek(i)}ﬂ(i)) /Zl(E[Z(l)])2 Z(U(i) _ 17)2.

i=1

(Note: > ; E[z(;] = 0 by symmetry.) If W is large, there is no evidence
of nonnormality. Small values of W' are inconsistent with the hypothesis
that the data are a random sample from a normal distribution. Approxi-
mate percentage points for the distribution of W’ are given by Christensen
(19964).

To test for normality in linear models, the v;s are generally replaced by
the r;s, i.e., the standardized residuals.

EXAMPLE 13.2.2. The W’ statistics were computed for the Fis and Ris
from Example 13.2.1. The values are listed below.

i W'(E) W'(R)
1 0.970 0.964
2 0.962 0.962
3 0.981 0.968
4 0.971 0.972
5 0.949 0.961
6 0.984 0.992
7 0.980 0.987
8 0.963 0.964
9 0.980 0.983
10 0.958 0.942

Note that, in this example, the W’ values do not seem to be either
systematically higher or lower when computed on the residuals rather than
the true errors. Denoting the lower « percentile of W’ from a sample of
size n as W' (a, n), a simulation similar to that used in Christensen (1996a)
gives W'(.01,25) = .874 and W’'(.05,25) = .918. Nomne of the tests are
rejected.

To give some indication of the power of the W’ test, the example was
repeated with data generated using nonnormal errors. In one case, the
errors were generated from a Cauchy distribution (a ¢ distribution with 1
degree of freedom), and in a second case the errors were generated from a
t distribution with three degrees of freedom. The results are given below.
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Cauchy t(3)
i WI(E) W'R)| i W/(E) W(R)
1 0.491 0.553 1 0.861 0.871
2 0.539 0.561 2 0.878 0.966
3 0.903 0.909 3 0.891 0.856
4 0.822 0.783 4 0.654 0.637
5 0.575 0.644 5 0.953 0.951
6 0.354 0.442 6 0.912 0.905
7 0.502 0.748 7 0978 0.979
8 0.753 0.792 8 0.958 0.959
9 0.921 0.952 9 0.896 0.881
10 0.276 0.293 | 10 0.972 0.967

With the Cauchy distribution, all but two of the tests are rejected at the .01
level, and one of these is rejected at the .05 level. With the ¢(3) distribution,
only two tests are rejected at the .01 level, with six of the tests based on
FE and five of the tests based on R rejected at .05.

The techniques for checking normality are applied directly to the stan-
dardized residuals. The theory assumed that the v;s were independent, but
Cov(é) = 02(I — M), so both the residuals and the standardized residuals
are correlated. One way to avoid this problem is to consider the (n —p) x 1
vector O’é, where the columns of O are an orthonormal basis for C(I —M).

Cov(0'¢) = 0*0'(I — M)O = ¢*0'0 = °I.

so the procedures for checking normality can be validly applied to O’é. The
problem with this is that there are an infinite number of ways to pick O
and the results depend on the choice of O. In fact, one can pick O so that
W'’ = 1. Note that for any choice of O’, O10’ is another valid choice, where
O, is any n — p orthogonal matrix. Because O; is an arbitrary orthogonal
matrix, O;0’é can be any rotation of O’é. In particular, it can be one that is
in exactly the same direction as the vector a,—p = (@n—p1,-- -, Gn—pn—p),
where a,, ; = E[2(;)] from a sample of size n. The sample correlation between
these two vectors will be 1; thus W’ = 1.

Exercise 13.3 Show that the sample correlation between two vectors
in the same direction is 1.

Exercise 13.4 Using the model of Example 13.2.2, estimate the
power of detecting a ¢(3) with oo = .05.
Hint: Do a simulation.

13.2.1 OTHER APPLICATIONS FOR NORMAL PLOTS

We close this section with two variations on the use of normal rankit plots.
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ExampLE 13.2.3. Consider an ANOVA, say
Yijk = Mij T+ €ijk,

i=1,...,a,5=1,...,b, k = 1,..., N;;. Rather than using residuals to
check whether the e;;;s are i.i.d. N(0,0?), for each pair i, j we can check
whether y;;1,...,%in,; are i.id. N(/Jij,O'Z). The model assumes that for
each treatment ij, the N;; observations are a random sample from a normal
population. Each treatment can be checked for normality individually. This
leads to forming ab normal plots, one for each treatment. Of course, these
plots will only work well if the N;;s are reasonably large.

ExXAMPLE 13.2.4. We now present a graphical method for evaluating the
interaction in a two-way ANOVA with only one observation in each cell.
The model is

Yij = p+ i + 05+ (an)i; + €,
i=1,...,a, 7 =1,...,b. Here the e;;s are assumed to be i.i.d. N(0,0?).
With one observation per cell, the (an);;s are confounded with the e;;s;
the effects of interaction cannot be separated from those of error.

As was mentioned in Section 7.2, the interactions in this model are often
assumed to be nonexistent so that an analysis of the main effects can be
performed. As an alternative to assuming no interaction, one can evaluate
graphically an orthogonal set of (a — 1)(b — 1) interaction contrasts, say

AL 8. If there are no interactions, the values )\’rsﬂA/ M J(X'X)~ A5 are

i.i.d. N(0,0%). Recall that for an interaction contrast, \'(3 = > i Gig(am)iz
XB = Z qij Yij
ij

and
NX'X)"A =) g}

ij

The graphical procedure is to order the X.,3//N. . (X’X)~A.s values and

form a normal rankit plot. If there are no interactions, the plot should be
linear. Often there will be some estimated interactions that are near zero
and some that are clearly nonzero. The near zero interactions should fall on
a line, but clearly nonzero interactions will show up as deviations from the
line. Contrasts that do not fit the line are identified as nonzero interaction
contrasts (without having executed a formal test).

The interactions that fit on a line are used to estimate o2. This can be
done in either of two ways. First, an estimate of the slope of the linear
part of the graph can be used as an estimate of the standard deviation o.
Second, sums of squares for the contrasts that fit the line can be averaged
to obtain a mean squared error.
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Both methods of estimating o2 are open to criticism. Consider the
slope estimate and, in particular, assume that (a — 1)(b — 1) = 12 and
that there are three nonzero contrasts all yielding large positive values
of )\LSB/\/)\’TS(X/X)*)\TS. In this case, the ninth largest value is plotted
against the ninth largest rankit. Unfortunately, we do not know that the
ninth largest value is the ninth largest observation in a random sample
of size 12. If we could correct for the nonzero means of the three largest
contrasts, what we observed as the ninth largest value could become any-
thing from the ninth to the twelfth largest value. To estimate o, we need

to plot the mean adjusted statistics ()\LSBA - )\;455)/ AN (X' X)) Aps

know that 9 of the 12 values A, 3 are zero. The ninth largest value
of N BA/AL (X' X)~ A, can be any of the order statistics of the mean

adjusted values ()\’TSB— )\’Tsﬁ)/\/A;S(X’X)*ATS between 9 and 12. The

graphical method assumes that extreme values of erﬁ/\/)\;s(X "X) ™ Ars
are also extreme values of the mean adjusted statistics. There is no jus-

tification for this assumption. If the ninth largest value were really the
largest of the 12 mean adjusted statistics, then plotting the ninth largest
value rather than the ninth largest mean adjusted value against the ninth
largest rankit typically indicates a slope that is larger than ¢. Thus the
graphical procedure tends to overestimate the variance. Alternatively, the
ninth largest value may not seem to fit the line and so, inappropriately, be
declared nonzero. These problems should be ameliorated by dropping the
three clearly nonzero contrasts and replotting the remaining contrasts as
if they were a sample of size 9. In fact, the replotting method will tend to
have a downward bias, as discussed in the next paragraph.

The criticism of the graphical procedure was based on what happens
when there are nonzero interaction contrasts. The criticism of the mean
squared error procedure is based on what happens when there are no
nonzero interaction contrasts. In this case, if one erroneously identifies
contrasts as being nonzero, the remaining contrasts have been selected for
having small absolute values of erﬁ/\/)\/rs (X'X)~ Ars or, equivalently, for
having small sums of squares. Averaging a group of sums of squares that
were chosen to be small clearly underestimates o2. The author’s inclination
is to use the mean squared error criterion and try very hard to avoid erro-
neously identifying zero interactions as nonzero. This avoids the problem of
estimating the slope of the normal plot. Simulation envelopes such as those
discussed by Atkinson (1985, Chapter 4) can be very helpful in deciding
which contrasts to identify as nonzero.

Some authors contend that, for visual reasons, normal plots should be
replaced with plots that do not involve the sign of the contrasts, see Atkin-
son (1981, 1982). Rather than having a graphical procedure based on the

values )\;S,@/\/)\;s (X’X)~ A5, the squared values, i.e., the sums of squares
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for the A, 0 contrasts, can be used. When there are no interactions

SS(\L)

o2

X*(1).

The contrasts are orthogonal so, with no interactions, the values SS(A,,0)
form a random sample from a o?x?(1) distribution. Let wy, ..., w, be i.i.d
x?(1), where r = (a—1)(b—1). Compute the expected order statistics Efw(;)]
and plot the pairs (E[w(i)], SS()\EZ.)B)), where SS()\’(i)B) is the ith smallest
of the sums of squares. With no interactions, this should be an approximate
straight line through zero with slope o2. For nonzero contrasts, SS(\.,3)
has a distribution that is o2 times a noncentral x?(1). Values of SS(\.,(3)
that are substantially above the linear portion of the graph indicate nonzero
contrasts. A graphical estimate of 2 is available from the sums of squares
that fit on a line; this has bias problems similar to that of a normal plot.
A corresponding method for estimating o, based on the square roots of the
sums of squares, is called a half-normal plot.

These methods can be easily extended to handle other situations in which
there is no estimate of error available. In fact, this graphical method was
first proposed by Daniel (1959) for analyzing 2™ factorial designs. Daniel
(1976) also contains a useful discussion.

13.3 Checking Independence

Lack of independence occurs when Cov(e) is not diagonal. One reason that
good methods for evaluating independence are difficult to develop is that,
unlike the other assumptions involved in e ~ N(0,0%1), independence is
not a property of the population in question. Independence is a property
of the way that the population is sampled. As a result, there is no way to
check independence without thinking hard about the method of sampling.
Identifying lack of independence is closely related to identifying lack of
fit. For example, consider data from a randomized complete block (RCB)
experiment being analyzed with a one-way analysis of variance model that
ignores blocks. If the blocks have fixed effects, the one-way model suffers
from lack of fit. If the blocks have random effects with a common mean, the
one-way model suffers from lack of independence. In this section we discuss
general methods for testing the independence assumption. These methods
are taken from Christensen and Bedrick (1997).

A key idea in checking independence is the formation of rational sub-
groups. To evaluate whether a group of numbers form a random sam-
ple from a population, Shewhart (1931) proposed using control charts for
means. The means being charted were to be formed from rational sub-
groups of the observations that were obtained under essentially identical
conditions. Shewhart (1939, p. 42) suggests that a control chart is less a test
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for whether data form a random sample and more an operational definition
of what it means to have a random sample. It is easily seen that a means
chart based on rational subgroups is sensitive to lack of independence, lack
of fit (nonconstant mean), inequality of variances, and nonnormality. In
analyzing linear models, statisticians seek assurance that any lack of in-
dependence or other violations of the assumptions are not so bad as to
invalidate their conclusions. Essentially, statisticians need an operational
definition of when traditional linear model theory can be applied.

As used with linear models, rational subgroups are simply clusters of
observations. They can be clustered in time, or in space, by having similar
predictor variables, by being responses on the same individual, or by al-
most anything that the sampling scheme suggests could make observations
within a cluster more alike than observations outside a cluster. To test
for lack of independence, the near replicate lack of fit tests presented in
Subsection 6.6.2 can be used. Simply replace the clusters of near replicates
with clusters of rational subgroups determined by the sampling scheme.
Christensen and Bedrick (1997) found that the analysis of covariance test,
i.e., the Christensen (1989) test, worked well in a wide variety of situations,
though the Shillington test often worked better when the clusters were very
small. Of course, specialized tests for specific patterns of nonindependence
can work much better than these general tests when the specific patterns
are appropriate.

13.3.1 SERIAL CORRELATION

An interesting case of nonindependence is serial correlation. This occurs
frequently when observations y1,¥s,...,y, are taken serially at equally
spaced time periods. A common model assumed when the observations
form such a a time series is

1 p1 P2 Pn-il
P 1 P Pn—2
Cov(e) =02 | P2 P1 1 T P3|
Pn-1 Pn-2 Pn-3 - 1

where p1,p2,...,pn are such that Cov(e) is positive definite. Typically,
only the first few of py, pa, ..., pn Will be substantially different from zero.
One way of detecting serial correlation is to plot r; versus i. If, say, p;
and po are positive and ps, ..., p, are near zero, a plot of r; versus i may
have oscillations, but residuals that are adjacent should be close. If p; is
negative, then p, must be positive. The plot of r; versus ¢ in this case
may or may not show overall oscillations, but adjacent residuals should be
oscillating rapidly.

A special case of serial correlation is ps = p° for some parameter p
between —1 and 1. This covariance structure can be obtained by assuming
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FIGURE 13.7. Residual plot with serial correlation, p = .9.

1) ex ~ N(0,0%), and 2) for i > 1, e;41 = \/pe; + viy1, where va, ..., v,
are i.i.d. N(0, (1 — p)o?) and v;41 is independent of e; for all i.

ExamMPLE 13.3.1. For p equal to 0.9, 0.5, —0.5, and —0.9, serially corre-
lated error vectors were independently generated as just described. Depen-
dent variable values y were obtained using (13.0.1) and the model (13.2.1)
was fitted, giving a standardized residual vector r. For all values of p, the
standardized residuals are plotted against their observation numbers in Fig-
ures 13.7 through 13.10. The symbols being ploted are the last digit of the
observation number. Note that when p is positive, adjacent observations re-
main near one another. The overall pattern tends to oscillate slowly. When
p is negative, the observations oscillate very rapidly; adjacent observations
tend to be far apart, but observations that are one apart (e.g., e; and e;12)
are fairly close.

Figures 13.11 through 13.14 contain plots with p = 0. Figure 13.11 is in
the same form as Figures 13.7 through 13.10. The other figures simply use
a different style. Figures 13.11 through 13.14 are of interest not only for
illustrating a lack of serial correlation, but also as examples of what the
plots in Section 4 should look like.

Durbin and Watson (1951) provided an approximate test for the hypoth-
esis p = 0. The Durbin—Watson test statistic is

n—1 n
d=(éis1 - éi)z/Zé?.
=1 i=1
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FIGURE 13.8. Residual plot with serial correlation, p = .5.
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FIGURE 13.9. Residual plot with serial correlation, p = —.5.
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FIGURE 13.10. Residual plot with serial correlation, p = —.9.

Here d is an estimate of 27" (ei11 — e)?/ Y27, €2. Since

eit1 — € = pe; +vip1 —e; = (1 — ple; +viq1,
we have
Eleit1 — e’ = E[(1 — plei +vipa]? = (1 — p)°0? + (1 — p°)o?,

and

Ele?] = 0.

It follows that Z?:_11<éi+1 — ¢;)? should, for some constant K, estimate
Ki[(1 = p)?o? + (1 — p*)o?], and Y .-, é7 estimates Ko02. d is a rough
estimate of (K1/K2)[(1—p)?+ (1 —p?)] or K[1 — p]. If p =0, d should be
near K. If p > 0, d will tend to be small. If p < 0, d will tend to be large.

The exact distribution of d varies with X . For example, Z?;ll (6ir1—¢;)2
is just a quadratic form in é, say éA4é = Y'(I — M)A(I — M)Y. Tt takes
little effort to see that A is a very simple matrix. By Theorem 1.3.2,

E(éAé) = tr[(I — M)A(I — M)Cov(Y)].

Thus, even the expected value of the numerator of d depends on the design
matrix. Since the distribution depends on X, it is not surprising that the
exact distribution of d varies with X.

Exercise 13.5 Show that d is approximately equal to 2(1 — r,),
where 7, is the sample (auto)correlation between the pairs (é;41,6;) i =
1,...,n—1.
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FIGURE 13.11. Residual plot with no serial correlation, p = .0.
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FIGURE 13.12. Residual plot with no serial correlation, p = .0.
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FIGURE 13.13. Residual plot with no serial correlation, p = .0.
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FIGURE 13.14. Residual plot with no serial correlation, p = .0.
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13.4 Heteroscedasticity and Lack of Fit

Heteroscedasticity refers to having unequal variances. In particular, a het-
eroscedastic model has

Cov(e) = Diag(c?).

Lack of fit refers to having an insufficiently general design matrix. When
this occurs, E(e) = E(Y — X ) # 0. Both of these problems are diagnosed
by plotting the standardized residuals against any variable of choice. The
chosen variable may be case numbers, time sequence, any predictor variable
included in the model, any predictor variable not included in the model, or
the predicted values Y = MY'. If there is no lack of fit or heteroscedasticity,
the residual plots should form a horizontal band. The plots in Section 3
with p = 0.0 are examples of such plots.

13.4.1 HETEROSCEDASTICITY

A horn shaped pattern in a residual plot indicates that the variance of the
observations is increasing or decreasing with the other variable.

EXAMPLE 13.4.1. Twenty-five i.i.d. N(0,1) random variates, z1, ..., 225
were generated. y values were computed using (13.0.1) with e; = 247 2; /60.
Thus, the variance of the e;s increase as the x;1s increase. In Figures 13.15
through 13.17, the standardized residuals R1 are plotted against Y, Xo,
and X;. Figure 13.17, the plot of R1 versus X, clearly shows a horn shape
that is small on the left and gets larger to the right. The plot of R1 versus
Y also shows something of a horn, but it opens to the left. The plot against
X5 shows very little.

To give some idea of the variability of the plots, three additional realiza-
tions of z1,..., 205 were obtained, giving three more sets of standardized
residuals R2, R3, R4. In Figures 13.18 through 13.20, these are all plotted
against Xj.

ExXAMPLE 13.4.2. To illustrate horn shapes that open to the left, Exam-
ple 13.4.1 was repeated using e; = 60z;/x;1. With these e;s, the variance
decreases as x1 increases. The plots are contained in Figures 13.21 through
13.23. In the plot of R1 versus Y, we see a horn opening to the right. Note
that from (13.0.1), if zo is held constant, y increases as x; decreases. In
the plot, x5 is not being held constant, but the relationship still appears.
There is little to see in the plot of R1 versus Xs. The plot of R1 versus X;
shows a horn opening to the left.

The standardized residuals of three independent replications of the ex-
ample are plotted against X; in Figures 13.24 through 13.26. These plots
are not nearly as clear in displaying the heteroscedasticity.
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FIGURE 13.15. Variance increasing with x;.
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FIGURE 13.16. Variance increasing with x.
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FIGURE 13.18. Variance increasing with .
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FIGURE 13.19. Variance increasing with x;.
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FIGURE 13.20. Variance increasing with .
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FIGURE 13.21. Variance decreasing with x.
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FIGURE 13.22. Variance decreasing with x;.

Although plotting the residuals seems to be the standard method for
examining heteroscedasticity of variances, Examples 13.4.1 and 13.4.2 in-
dicate that residual plots are far from foolproof.

For one-way ANOVA models (and equivalent models such as two-way
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FIGURE 13.23. Variance decreasing with x1.
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FIGURE 13.24. Variance decreasing with z;.
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FIGURE 13.25. Variance decreasing with x;.
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FIGURE 13.26. Variance decreasing with x;.
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ANOVA with interaction), there are formal tests of heteroscedasticity avail-
able. The best known of these are Hartley’s, Bartlett’s, and Cochran’s tests.
The tests are based on the sample variances for the individual groups,
say s2,...,s2. Hartley’s and Cochran’s tests require equal sample sizes
for each treatment group; Bartlett’s test does not. Hartley’s test statistic
is max; s?/ min; s?. Cochran’s test statistic is max; s? / 22:1 s2. Bartlett’s
test statistic is (n —t)log 5% — >, (N; — 1) log s?. Descriptions of these and
other tests can be found in Mandansky (1988).

All of these tests are based on the assumption that the data are normally
distributed, and the tests are quite notoriously sensitive to the invalidity
of that assumption. For nonnormal data, the tests frequently reject the hy-
pothesis of all variances being equal, even when all variances are, in fact,
equal. This is important because ¢ and F' tests tend not to be horribly
sensitive to nonnormality. In other words, if the data are not normally
distributed (and they never are), the data may be close enough to being
normally distributed so that the t and F' tests are approximately correct.
However, the nonnormality may be enough to make Hartley’s, Bartlett’s,
and Cochran’s tests reject, so that the data analyst worries about a nonex-
istent problem of heteroscedasticity.

13.4.2 LACK OF FiT

An additional use of residual plots is to identify lack of fit. The assumption
is that E(e) = 0, so any systematic pattern in the residuals (other than a
horn shape) can indicate lack of fit. Most commonly, one looks for a linear
or quadratic trend in the residuals. Such trends indicate the existence of
effects that have not been removed from the residuals, i.e., effects that have
not been accounted for in the model.

For examining heteroscedasticity, the standardized residuals need to be
used. For examining lack of fit, the ordinary residuals can be used.

EXAMPLE 13.4.3. Data were generated using (13.0.1) and the incorrect
model

Yi = Bo + Baxiz +e;

was fitted. In Figures 13.27 and 13.28, the ordinary residuals E and the
standardized residuals R are plotted against X; to examine whether X,
needs to be added to the model. The decreasing trends in the residual
plots indicate that X; may be worth adding to the model.

A more appropriate plot is available by adjusting X; for the variables
already in the model. Find the ordinary residuals, say E(X;), from fitting

Ti1 = Yo + V2Zi2 + €;.

By Exercise 9.2, a plot of E versus E(X 1) gives an exact graphical display of
the effect of adding X7 to the model. This plot is presented in Figure 13.29.
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FIGURE 13.28. Linear lack of fit plot.
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FIGURE 13.29. Linear lack of fit plot.

Plots of residuals versus adjusted predictor variables are called added
variable plots. The disadvantage of added variable plots is that it is time
consuming to adjust the predictor variables under consideration for the
variables already in the model. It is more convenient to plot residuals
against predictor variables that have not been adjusted. As in Exam-
ple 13.4.3, such plots are often informative. However, plots of residuals
against unadjusted predictor variables can be misleading.

The final example in this section displays a quadratic lack of fit:

EXAMPLE 13.4.4. Data were generated by adding .0052% to (13.0.1). The
model

Yi = Bo + Prxin + Boxiz + €5

was fitted and standardized residuals R were obtained. In Figures 13.30
through 13.32, the standardized residuals are plotted against predicted val-
ues Y, against X5, and against X;. The quadratic trend appears clearly
in the plots versus Y and X1, and even seems to be hinted at in the plot
versus Xo.

In the plots of Example 13.4.4, it would not be possible to have a linear
effect. The residuals are being plotted against variables that are already
included in the model. Any linear effect of these variables would be elim-
inated by the fitting procedure. However, plotting the residuals against a
variable not included in the model does allow the possibility of seeing a
linear effect.
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FIGURE 13.30. Quadratic lack of fit plot.
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FIGURE 13.31. Quadratic lack of fit plot.
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FIGURE 13.32. Quadratic lack of fit plot.

EXAMPLE 13.4.5. As mentioned earlier, lack of independence and lack of
fit are closely related. In Figures 13.7 and 13.8, we plotted residuals against
case numbers. When observations are taken sequentially, the case numbers
can be thought of as a measure of time. There was no lack of fit present in
the fitted models for these plots. Nonetheless, the serial correlation causes
the plots to look like the models are lacking linear and quadratic effects in
time, respectively.

Tests for lack of fit were discussed in Section 6.6. Although no examples
of it have been presented, it should be noted that it is possible to have both
lack of fit and heteroscedasticity in the same plot.

13.5 Updating Formulae and Predicted Residuals

Frequently, it is of interest to see how well the data could predict y; if the ith
case was left out when the model was fitted. The difference between y; and
the estimate §j; with the ith case deleted is called the predicted residual.
The computations for fitting the model with the ith case left out can be
performed by using simple updating formulae on the complete model. We
give several of these formulae.

Let X};; and Y};) be X and Y with the ith row deleted. Write x} for the
ith row of X and

B = (X{y X))~ X[ Vi
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for the estimate of § without the ith case. The “predicted residual” is
defined as A
en) = yi — 0.
The predicted residuals are useful in checking for outliers. They are also

used for model selection. The Predicted REsidual Sum of Squares (PRESS)

is defined as .

PRESS = ) " ¢é7).
i=1

Models with relatively low values of the PRESS statistic should be bet-
ter than models with high PRESS statistics. It is tempting to think that
PRESS is a more valid measure of how well a model fits than SSE, because
PRESS predicts values not used in fitting the model. This reasoning may
seem less compelling after the updating formula for the predicted residuals
has been established.

The predicted residuals can also be used to check normality, heteroscedas-
ticity, and lack of fit in the same way that the usual residuals are used. For
these purposes they should be standardized. Their variances are

Var(é[i]) = o2 + UQLC;(X[Ii]X[i])_l.’L'i

= o2 [1 +-T2(X[/i]X[i])_137i .
A reasonable estimate of o2 is M SEf;, the mean squared error for the
model with the ith case deleted. Alternatively, o2 could be estimated with
the regular MSE. If MSE is used, then the standardized predicted resid-
uals are identical to the standardized residuals. (See Exercise 13.6.) Stan-
dardized predicted residuals will be discussed again in Section 6. A more
useful formula for Var(éf;) is given in Proposition 13.5.4.

We now present a series of results that establish the updating formulae
for models with one deleted case.

Proposition 13.5.1. Let A be a p X p nonsingular matrix, and let a
and b be ¢ X p rank ¢ matrices. Then, if all inverses exist,

(A4+adb)y ™t =A"1 - A (T +bA 1 a )" TvA™L.
Proor. This is a special case of Theorem B.56. O
The application of Proposition 13.5.1 is

Corollary 13.5.2.

(X[ Xpa) ™" = (X'X)7H + [(X'X) ™ (X7 X) T /[1 = 2 (X' X) ]
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/

PROOF.  The corollary follows from noticing that X, Xp;) = (X' X —x2f).
O

Proposition 13.5.3. ﬁAM =3- [(X'X)"tai6) /(1 — myy).

PrOOF.  First, note that z/(X’'X) " 1x; = m;; and X[/i]Y[i] =X'Y — z;y;.
Now, from Corollary 13.5.2,

Bii Xy X)) ™ X[y Y

(
(X[ X)) XY = aiy:)
= B- (X' X) " 2y

+ | (X gl — (X X) M@l (XX) ] /(1 ma).

Writing (X' X) " Yz;y; as (X' X) " ray; /(1 — my;) — mi (X' X) Loy /(1 —
™my;), it is easily seen that

B = (X' X)  wiys — 25 B)]/(1 — mii)
+ [mas (X' X) sy — (X X) " wamayi] /(1 — mai)
B—[(X'X) aiei) /(1 — myy). 0

B =

The predicted residuals can now be written in a simple way.

Proposition 13.5.4.

(b) Var(éyy) = 02/(1 - myz).

Proor
a N .
(®) e = i —
= yi—a |8 (X' X)Twie;

1 —my
= & +myé; /(1 —my)
= éi/(l - m”)

(b) This follows from the facts that é;;; = é;/(1 — my) and Var(é;) =
0'2(1 — m“) O
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The PRESS statistic can now be written as

PRESS =) " é7 /(1 —ma)>.

=1

The value of éf/(l —my;)? will usually be large when my; is near 1. Model
selection with PRESS puts a premium on having models in which observa-
tions with extremely high leverage are fitted very well. As will be discussed
in Chapter 14, when fitting a model after going through a procedure to se-
lect a good model, the fitted model tends to be very optimistic in the sense
of indicating much less variability than is appropriate. Model selection us-
ing the PRESS statistic tends to continue that phenomenon, cf. Picard and
Cook (1984) and Picard and Berk (1990).

Later, we will also need the sum of squares for error with the ith case
deleted, say SSE;.

Proposition 13.5.5. SSEp = SSE —é2 /(1 —mi;).
PROOF. By definition,
SSEy = YV — Vi X (X Xw) ™ XYy
= (Y'Y —-y))- Y[;]X[i]ﬁ[i]-
The second term can be written
Vi XaBy = (YV'X —yiaf) {5 — (X' X)) /(1 - mz‘i)}
= Y'XJ3 - yixlf— xéfiéi/(l —myi) + yimaiéi /(1 —my;)
= Y'MY —yai3+yiei /(1 — my) — 2} B; /(1 — ma;)
—yi€i /(1 — mis) + yimaié; /(1 — my;)
= Y'MY —yiB+ ¢ /(1 —mi) — yié;
= Y'MY +¢é/(1—my) —yi.

Therefore,
SSEy = Y'Y -yl —[Y'MY +é&/(1—my)—yi]
= Y/(I-M)Y —¢é/(1—my)
= SSE—é?/(l—m“) u

Updating formulae and case deletion diagnostics for linear models with
general covariance matrices are discussed by Christensen, Johnson, and
Pearson (1992, 1993), Christensen, Pearson, and Johnson (1992), and by
Haslett and Hayes (1998) and Martin (1992).

Exercise 13.6 Show that the standardized predicted residuals with
o? estimated by M SE are the same as the standardized residuals.
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13.6 Outliers and Influential Observations

Realistically, the purpose of fitting a linear model is to get a (relatively)
succinct summary of the important features of the data. Rarely is the
chosen linear model really correct. Usually, the linear model is no more
than a rough approximation to reality.

Outliers are cases that do not seem to fit the chosen linear model. There
are two kinds of outliers. Outliers may occur because the predictor variables
for the case are unlike the predictor variables for the other cases. These
are cases with high leverage. If we think of the linear model as being an
approximation to reality, the approximation may be quite good within a
certain range of the predictor variables, but poor outside that range. A
few cases that fall outside of the range of good approximation can greatly
distort the fitted model and lead to a bad fit, even on the range of good
approximation. Outliers of this kind are referred to as outliers in the design
or estimation space.

The other kind of outliers are those due to bizarre values of the dependent
variable. These may occur because of gross measurement error, or from
recording the data incorrectly. Not infrequently, data are generated from
a mixture process. In other words, the data fit one pattern most of the
time, but occasionally data with a different pattern are generated. Often
it is appropriate to identify the different kinds of data and model them
separately. If the vast majority of data fit a common pattern, there may
not be enough of the rare observations for a complete analysis; but it is still
important to identify such observations. In fact, these rare observations can
be more important than all of the other data.

Not only is it important to be able to identify outliers, but it must
also be decided whether such observations should be included when fitting
the model. If they are left out, one gets an approximation to what usually
happens, and one must be aware that something unusual will happen every
so often.

Outliers in the design space are identified by their leverages, the my;s.
Bizarre values of y; can often be identified by their standardized residuals.
Large standardized residuals indicate outliers. Typically, these are easily
spotted in residual plots. However, if a case with an unusual y; also has
high leverage, the standardized residual may not be large. If there is only
one bizarre value of y;, it should be easy to identify by examining all the
cases with either a large standardized residual or high leverage. With more
than one bizarre value, they may mask each other. (I believe that careful
examination of the leverages will almost always identify possible masking.)

An alternative to examining the standardized residuals is to examine the
standardized predicted residuals

_ €[] _ yi — i)

t;
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Since y;, B;), and M SE};) are independent,
ti~t(n—p—1),

where p = r(X). This allows a formal ¢ test for whether the value y; is
consistent with the rest of the data. When all the values ¢;, i =1,...,n are
computed, the large values will, naturally, be singled out for testing. This
is equivalent to testing all of the ¢ values. A multiple comparison method is
necessary to control the joint error rate of the n tests. Bonferroni’s method
is easy to apply in this situation. Actually, this procedure is equivalent to
examining the standardized residuals, but using the ¢t(n—p—1) distribution
is more convenient than using the appropriate distribtion for the r;s, cf.
Cook and Weisberg (1982).

If y; corresponds to a case with extremely high leverage, the standard
error for the predicted residual, \/MSE};) /(1 —my;), will be large, and it
will be difficult to reject the ¢ test. Recall from Example 13.1.6 that under
condition (3) the y value for case six is clearly discordant. Although the
absolute t value is quite large, tg = —5.86 with mgg = .936, it is smaller
than one might expect considering the obvious discordance of case six. In
particular, the absolute t value is smaller than the critical point for the
Bonferroni method with o = 0.05. (The critical point is ¢(1 —0.025/6, 3) =
6.23.) Of course, with three degrees of freedom, the power of this test is
very small. A larger « level would probably be more appropriate. Using the
Bonferroni method with o = 0.10 leads to rejection.

The updating formula for ¢; is

Proposition 13.6.1.

Proor. Using the updating formulae of Section 5,
ti o= é[i]/\/MSE[i]/(l — i)
= e/ —ma) [ \/MSEp
_ WiISE/ M5y
= r/n—p—1)/(n—p)\/SSE/SSE
= ri/(n—p—1)/(n—p)\/SSE/ISSE — &2/(1 — myy)]
= r/ln—p - D/ —p/1/[1 12/(n—p)]
= ry/(n—p—1)/(n—p—r2). 0
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As indicated earlier, t; really contains the same information as r;.

A test that a given set of y values does not fit the model is easily available
from general linear model theory. Suppose that the r observations ¢ =
n—r-+1,...,n are suspected of being outliers. The model Y = X3 +e¢ can

be written with
_ | Y _ | Xo _leo
=[R] =[] = [a]

0 } , then the model with

where Y7, X1, and ey each have r rows. If Z = {I

the possible outliers deleted
Yo = Xof + eo (3)

and the model

Y=XB+Zv+e (4)
are equivalent for estimating 8 and o2. A test of the reduced model Y =
X[+ e against the full model Y = X3 + Zv + e is rejected if

(SSE — SSEy)/r
MSE,

If the test is rejected, the r observations appear to contain outliers. Note
that this procedure is essentially the same as Utts’s Rainbow test for lack
of fit discussed in Section 6.6. The difference is in how one identifies the
cases to be eliminated.

In the author’s opinion, the two most valuable tools for identifying out-
liers are the m;;s and the ¢;s. It would be unusual to have outliers in the
design space without large values of the mg;s. Such outliers would have
to be “far” from the other data without the Mahalanobis distance being
large. For bizarre values of the y;s, it is useful to determine whether the
value is so bizarre that it could not reasonably come from the model under
consideration. The ¢;s provide a test of exactly what is needed.

Cook (1977) presented a distance measure that combines the standard-
ized residual with the leverage to get a single measure of the influence a
case has on the fit of the regression model. Cook’s distance (C;) measures
the statistical distance between B and B[Z—]. It is defined as

>F(l—a,r,n—p-—r).

(B — B) (X' X) (B — B)

pMSE '
Written as a function of the standardized residual and the leverage, Cook’s
distance is

Ci=

Proposition 13.6.2. Ci = r2[my;/p(1 — my;)].

Exercise 13.7 Prove Proposition 13.6.2.
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From Proposition 13.6.2 it can be seen that Cook’s distance takes the
size of the standardized residual and rescales it based on the leverage of
the case. For an extremely high leverage case, the squared standardized
residual gets multiplied by a very large number. For low leverage cases the
multiplier is very small. Another interpretation of Cook’s distance is that
it is a standardized version of how far the predicted values X3 move when
the ith case is deleted.

In Section 1, after establishing that the m;;s were a reasonable measure
of leverage, it was necessary to find guidelines for what particular values
of m;; meant. This can also be done for Cook’s distance. Cook’s distance
can be calibrated in terms of confidence regions. Recall that a (1 — a)100%
confidence region for (3 is

{ j (8- B)(X'X)(8~B)
pMSE

<F(1—a,p,n—p)}.

If C; = F(.75,p,n — p), then deleting the ith case moves the estimate
of 3 to the edge of a 75% confidence region for 3 based on B This is a
very substantial move. Since F(.5,p,n — p) = 1, any case with C; > 1
probably has above average influence. Note that C; does not actually have
an F' distribution. While many people consider such calibrations a necessity,
other people, including the author, prefer simply to examine those cases
with distances that are substantially larger than the other distances.

Cook’s distance can be modified in an obvious way to measure the in-
fluence of any set of observations. Cook and Weisberg (1982) give a more
detailed discussion of all of the topics in this section.

13.7 Transformations

If the residuals suggest nonormality, heteroscedasticity of variances, or lack
of fit, a transformation of the y;s may eliminate the problem. Cook and
Weisberg (1982) and Atkinson (1985) give extensive discussions of trans-
formations. Only a brief review is presented here.

Picking a transformation is often a matter of trial and error. Different
transformations are tried until one is found for which the residuals seem rea-
sonable. Three more systematic methods of choosing transformations will
be discussed: Box—Cox power transformations, variance stabilizing trans-
formations, and the generalized least squares approach of Grizzle, Starmer,
and Koch (1969).

Box and Cox (1964) suggested a systematic method of picking transfor-
mations. They suggested using the family of transformations

ym:{(yk—l)/x\ A#0
log(y) A=0"
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and choosing A by maximum likelihood. Convenient methods of executing
this procedure are discussed in Cook and Weisberg (1982), Weisberg (1985),
and Christensen (1996a).

If the distribution of the y;s is known, the commonly used variance stabi-
lizing transformations can be tried (cf. Rao, 1973, Sec. 6g, or Christensen,
1996a). For example,

if y; ~ Binomial(N;, p;), use Arcsin(/y;/N;),
if y; ~ Poisson()\;), use /vi,
if y; has 0;/E(y;) constant use log(y;).

More generally, Arcsin(+/y;/N;) can be tried for any problem where y; is
a count between 0 and N, ,/y; can be used for any problem where y; is a
count, and log(y;) can be used if y; is a count or amount.

The transformation log(y;) is also frequently used because, for a linear
model in log(y;), the additive effects of the predictor variables transform
to multiplicative effects on the original scale. If multiplicative effects seem
reasonable, the log transformation may be appropriate.

As an alternative to the variance stabilizing transformations, there exist
methods specifically designed for treating binomial and Poisson data. For
Poisson data there exists a well developed theory for fitting log-linear mod-
els. One branch of the theory of log-linear models is the theory of logistic re-
gression. Logistic regression is also used to analyze binomial data. As shown
by Grizzle, Starmer, and Koch (1969), generalized least squares methods
can be used to fit log-linear models to Poisson data and logistic regression
models to binomial data. The method involves both a transformation of
the dependent variable and weights. The appropriate transformation and
weights are:

Distribution of y; transformation  weights
Poisson(\;) log y; Yi
Binomial(Ny,pi),  log(yi/[Ni — wi])  vi(Ni — 5:) /Ni

With these weights, the asymptotic variance of the transformed data is 1.0.
Standard errors for regression coefficients are computed as usual except
that no estimate of o2 is required (02 is known to be 1). Since o2 is known,
t tests and F' tests are replaced with normal tests and chi-square tests.
In particular, if the linear model fits the data and the observations are
large, the SSFE has an asymptotic chi-squared distribution with the usual
degrees of freedom. If the SSF is too large, a lack of fit is indicated. Tests
of various models can be performed by comparing the difference in the
SSEs for the model. The difference in the SSFEs has an asymptotic chi-
squared distribution with the usual degrees of freedom. If the difference is
too large, then the smaller model is deemed inadequate. Fitting log-linear
and logistic models both by generalized least squares and by maximum
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likelihood is discussed in detail in Christensen (1997).

Exercise 13.8 The data given below were first presented by Brown-
lee (1965) and have subsequently appeared in Daniel and Wood (1980),
Draper and Smith (1981), and Andrews (1974), among other places. The
data consist of measurements taken on twenty-one successive days at a
plant that oxidizes ammonia into nitric acid. The dependent variable y is
stack loss. It is ten times the percentage of ammonia that is lost (in the
form of unabsorbed nitric oxides) during the oxidation process. There are
three predictor variables: z1, x2, and z3. The first predictor variable is
air flow into the plant. The second predictor variable is the cooling water
temperature as it enters the countercurrent nitric oxide absorption tower.
The third predictor variable is a coded version of the nitric acid concentra-
tion in the absorbing liquid. Analyze these data giving special emphasis to
residual analysis and influential observations.

obs. 1 2 3 y obs. 1 x> 3 y
1 80 27 89 42 12 58 17 88 13
2 80 27 88 37 13 58 18 82 11
3 75 25 90 37 14 58 19 93 12
4 62 24 87 28 15 50 18 &9 8
5 62 22 87 18 16 50 18 86 7
6 62 23 87 18 17 50 19 72 8
7 62 24 93 19 18 50 19 79 8
8 62 24 93 20 19 50 20 &80 9
9 58 23 87 15 20 56 20 82 15
10 58 18 80 14 21 70 20 91 15
11 58 18 89 14

Exercise 13.9 For testing whether one observation y; is an outlier,

show that the F' statistic is equal to the squared standardized predicted
residual.
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14

Variable Selection and Collinearity

Suppose we have a set of variables y, z1,...,Ts and observations on these
variables y1,T;1,...,%;s, ¢ = 1,...,n. We want to identify which of the
independent variables, x;, are important in a regression for y. There are
several methods available for doing this.

Obviously, the most complete method is to look at all possible regression
equations involving x1,...,xs. There are 2° of these. Even if one has the
money to compute all of them, it may be very difficult to assimilate that
much information. Tests for the adequacy of various models can be based
on general linear model theory, assuming of course that the model

Yi = Bo + Prxi + -+ Beis + e (1)

is an adequate model for the data.

A more efficient procedure than computing all possible regressions is to
choose a criterion for ranking how well different models fit and compute
only the best fitting models. Typically, one would want to identify several
of the best fitting models and investigate them further. Computing costs
for this “best subset regression” method are still considerable.

An older group of methods are the stepwise regression methods. These
methods consider the efficacy of adding or deleting individual variables to
a model that is currently under consideration. These methods have the
flaw of considering variables only one at a time. For example, there is no
reason to believe that the best two variables to add to a model are the
one variable that adds most to the model and then the one variable that
adds the most to this augmented model. The flaw of stepwise procedures
is also their virtue. Because computations go one variable at a time, they
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are relatively cheap.

Collinearity or multicollinearity refers to the problem, in regression anal-
ysis, of having the columns of the design matrix nearly linear dependent.
Ideally, this is no problem at all. There are numerical difficulties associated
with the actual computations, but there are no theoretical difficulties. If,
however, one has any doubts about the accuracy of the design matrix, the
analysis could be in deep trouble.

Section 4 discusses what collinearity is and what problems it can cause.
Four techniques for dealing with collinearity are examined. These are re-
gression in canonical form, principal component regression, generalized in-
verse regression, and classical ridge regression. The methods, other than
classical ridge regression, are essentially the same. The chapter closes with
some additional comments on the potential benefits of biased estimation.

In this book, the term “mean squared error” (M SE) has generally de-
noted the quantity Y'(I — M)Y/r(I — M). This is a sample quantity, a
function of the data. In Chapters 6 and 12, when discussing prediction,
we needed a theoretical concept of the mean squared error. Fortunately, up
until this point we have not needed to discuss both the sample quantity and
the theoretical one at the same time. To discuss variable selection methods
and techniques of dealing with collinearity, we will need both concepts si-
multaneously. To reduce confusion, we will refer to Y'(I — M)Y/r(I — M)
as the residual mean square (RMS) and Y'(I — M)Y as the residual sum
of squares (RSS). Since Y'(I — M)Y = [(I = M)Y][(I — M)Y] is the sum
of the squared residuals, this is a very natural nomenclature.

14.1 All Possible Regressions and Best Subset
Regression

There is very little to say about the “all possible regressions” technique.
The efficient computation of all possible regressions is due to Schatzoff,
Tsao, and Fienberg (1968). Their algorithm was a major advance. Further
advances have made this method obsolete. It is just a waste of money to
compute all possible regressions. One should only compute those regressions
that consist of the best subsets of the predictor variables.

The efficient computation of the best regressions is due to Furnival and
Wilson (1974). “Best” is defined by ranking models on the basis of some
measure of how well they fit. The most commonly used of these measures
are R?, adjusted RZ, and Mallows’s Cp. These criteria are discussed in the
subsections below.
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14.1.1 R?

The coefficient of determination, R?, was discussed in Section 6.4. It is

defined as
B2 SSReg

- SSTot—C’
and is just the ratio of the variability in y explained by the regression to the
total variability of y. R? measures how well a regression model fits the data
as compared to just fitting a mean to the data. If one has two models with,
say, p independent variables, other things being equal, the model with the
higher R? will be the better model.

Using R? is not a valid way to compare models with different numbers
of independent variables. The R? for the model

yi = Bo+ Bz + - 4 Bpxip + € (1)

must be less than the R? for the model
yi = Bo + Brwin + -+ Bpip + Bpp1Tipr1 + -+ ByTig +€i . (2)
The second model has all the variables in the first model plus more, so
SSReg(1) < SSReg(2),

and
R%*(1) < R?(2).

Typically, if the R? criterion is chosen, a program for doing best subset
regression will print out the models with the highest R? for each possible
value of the number of predictor variables. It is the use of the R? criterion
in best subset regression that makes computing all possible regressions
obsolete. The R? criterion fits all the good models one could ever want. In
fact, it probably fits too many models.

14.1.2 ADJUSTED R?

The adjusted R? is a modification of R? so that it can be used to compare
models with different numbers of predictor variables. For a model with p—1
predictor variables plus an intercept, the adjusted R? is defined as

n—1 (
n—p

AdjR*=1- 1-R?).

(With the intercept there are a total of p variables in the model.)
Define 57 = (SSTot — C)/(n —1). Then s is the sample variance of the
¥;$ ignoring any regression structure. It is easily seen (Exercise 14.1) that

RMS

2
Sy

AdjR>=1-
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The best models based on the Adj R? criterion are those models with the
smallest residual mean squares.

As a method of identifying sets of good models, this is very attractive.
The models with the smallest residual mean squares should be among the
best models. However, the model with the smallest residual mean square
may very well not be the best model.

Consider the question of deleting one variable from a model. If the F' for
testing that variable is greater than 1, then deleting the variable will in-
crease the residual mean square. By the adjusted R? criterion, the variable
should not be deleted. However, unless the F' value is substantially greater
than 1, the variable probably should be deleted. The Adj R? criterion tends
to include too many variables in the model. (See Exercise 14.2.)

Exercise 14.1 Show that Adj R? =1— (RMS/s2).

Exercise 14.2 Consider testing the regression model (1) against
(2). Show that F' > 1 if and only if the Adj R? for model (1) is less than
the Adj R? for model (2).

14.1.3 MALLOWS’S C,

Suppose we have a model that is assumed to be correct, say ¥ = X3 +e.
In the regression setup, this is the model with all the predictor variables
Yi = Bo~+ P11 + - - -+ Bsis + €;. Our problem is that some of the 8;s may
be zero. Rather than merely trying to identify which 3;s are zero, Mallows
suggested that the appropriate criterion for evaluating a reduced model
Y = Xy + e is by its mean squared error for estimating X3, i.e.,

E[(Xoy — XB)"(Xoy — XB)].

As mentioned earlier, to distinguish between this use of the term “mean
squared error” and the estimate of the variance in a linear model with
E(Y) = X3, we refer to Y'(I — M)Y as the residual sum of squares,
ie,, RSS(0), and Y'(I — M)Y/r(I — M) as the residual mean square,
i.e., RMS(3). The statistics RSS(y) and RMS(v) are the corresponding
quantities for the model Y = Xyy + e.
The quantity
(Xod — XB)' (Xo¥ — XP)

is a quadratic form in the vector (Xo% — X 3). Writing
My = Xo(X{X0)™ X}

gives
(Xoy — XB) = MpY — X8,
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E(Xoy — XB) = Mo X3 — X3 =—(1 — My) X5,
Cov(Xo% — XB) = 0 M.
From Theorem 1.3.2

E[(Xoy — XB) (Xo¥ — XB)] = o*tr(Mo) + f/ X'(I — My) X 3.

We do not know &2 or 3, but we can estimate the mean squared error.
First note that

E[Y'(I — My)Y] = otr(I — My) + /X' (I — Mo) X j3;

E[(XoY — XB)'(Xo¥ — XB)]
= o2 [tr(My) — tr(I — Mo)] + E[Y'(I — My)Y].

With p = tr(Mp), an unbiased estimate of the mean squared error is
RMS(B)[2p — n] + RSS(7).

Mallows’s C), statistic simply rescales the estimated mean squared error,

RSS(v)
=——" —(n—2p).
The models with the smallest values of C), have the smallest estimated
mean squared error and should be among the best models for the data.

Exercise 14.3 Give an informal argument to show that if ¥ =
Xov + e is a correct model, then the value of C, should be around p.
Provide a formal argument for this fact. Show that if (n — s) > 2, then
E(Cp) = p+2(s—p)/(n —s—2). To do this you need to know that if
W ~ F(u,v,0), then E(W) = v/(v — 2) for v > 2. For large values of n
(relative to s and p), what is the approximate value of E(C,)?

Exercise 14.4 Consider the F statistic for testing model (1) against
model (14.0.1): (a) show that C, = (s — p)(F — 2) + s; (b) show that, for
a given value of p, the R?, Adj R?, and C, criteria all induce the same
rankings of models.

14.2 Stepwise Regression

Stepwise regression methods involve adding or deleting variables one at a
time.
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14.2.1 FORWARD SELECTION

Forward selection sequentially adds variables to the model. Since this is a
sequential procedure, the model in question is constantly changing. At any
stage in the selection process, forward selection adds the variable that:

1. has the highest partial correlation,
2. increases R? the most,
3. gives the largest absolute ¢t or F' statistic.

These criteria are equivalent.

EXAMPLE 14.2.1. Suppose we have variables y, z1, T2, and x3 and the
current model is

yi = Bo + Brxin + €.

We must choose between adding variables x5 and x3. Fit the models

Yi = Po+ iz + Poxio + e
Yi = Bo+ Bizi + B3wiz + ey

Choose the model with the higher R?. Equivalently, one could look at the
t (or F') statistics for testing Hy : f2 = 0 and Hp : O3 = 0 and choose
the model that gives the larger absolute value of the statistic. Finally, one
could look at rys.; and rys.; and pick the variable that gives the larger
absolute value for the partial correlation.

Exercise 14.5 Show that these three criteria for selecting a variable
are equivalent.

Forward selection stops adding variables when one of three things hap-
pens:

1. p* variables have been added,

2. all absolute t statistics for adding variables not in the model are less
than t*,

3. the tolerance is too small for all variables not in the model.

The user picks the values of p* and t*. Tolerance is discussed in the next
subsection. No variable is ever added if its tolerance is too small, regardless
of its absolute ¢ statistic.

The forward selection process is often started with the initial model

yi = Bo + e;.
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14.2.2 TOLERANCE

Regression assumes that the design matrix in ¥ = X3 + e has full rank.
Mathematically, either the columns of X are linearly independent or they
are not. In practice, computational difficulties arise if the columns of X are
nearly linearly dependent. By nearly linearly dependent, we mean that one
column of X can be nearly reproduced by the other columns.

Suppose we have the model

Yi = Bo + Brixin + -+ Bp—1Tip—1 + €4,

and we are considering adding variable x;, to the model. To check the
tolerance, fit

Tip = 09 +1Ti1 + -+ Q1T p—1 + €5 (1)

If the R? from this model is high, the column vectors, say J, X1,..., X,,
are nearly linearly dependent. The tolerance of x,, (relative to x1,...,Zp_1)
is defined as the value of 1 — R? for fitting model (1). If the tolerance is
too small, variable z,, is not used. Often, in a computer program, the user
can define which values of the tolerance should be considered too small.

14.2.3 BACKWARD ELIMINATION

Backward elimination sequentially deletes variables from the model. At
any stage in the selection process, it deletes the variable with the smallest
absolute t or F statistic. Backward elimination stops deleting variables
when:

1. p, variables have been eliminated,

2. the smallest absolute t statistic for eliminating a variable is greater
than t..

The user can usually specify p, and t, in a computer program.
The initial model in the backward elimination procedure is the model
with all of the predictor variables included,

Yi = Bo + Prxi1 + -+ + Bs®is + €.

Backward elimination should give an adequate model. We assume that
the process is started with an adequate model, and so only variables that
add nothing are eliminated. The model arrived at may, however, be far
from the most succinct. On the other hand, there is no reason to believe
that forward selection gives even an adequate model.
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14.2.4 OTHER METHODS

Forward selection is such an obviously faulty method that several improve-
ments have been recommended. These consist of introducing rules for elim-
inating and exchanging variables. Four rules for adding, deleting, and ex-
changing variables follow.

1. Add the variable with the largest absolute ¢ statistic if that value is
greater than t*.

2. Delete the variable with the smallest absolute ¢ statistic if that value
is less than ¢,.

3. A variable not in the model is exchanged for a variable in the model
if the exchange increases R2.

4. The largest R? for each size model considered so far is saved. Delete
a variable if the deletion gives a model with R? larger than any other
model of the same size.

These rules can be used in combination. For example,

1 then 2,
1 then 2 then 3,
1 then 4,
or
1 then 4 then 3.

Again, no variable is ever added if its tolerance is too small.

14.3 Discussion of Variable Selection Techniques

Stepwise regression methods are fast, easy, cheap, and readily available.
When the number of observations, n, is less than the number of variables,
s+ 1, forward selection or a modification of it is the only available method
for variable selection. Backward elimination and best subset regression as-
sume that one can fit the model that includes all the predictor variables.
This is not possible when n < s+ 1.

There are serious problems with stepwise methods. They do not give
the best model (based on any of the criteria we have discussed). In fact,
stepwise methods can give models that contain none of the variables that
are in the best regressions. This is because, as mentioned earlier, they
handle variables one at a time. Another problem is nontechnical. The user
of a stepwise regression program will end up with one model. The user may
be inclined to think that this is the model. It probably is not. In fact, the
model probably does not exist. Best subset regression programs generally
present several of the best models, although the Adjusted R? and Mallows’s
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C)p methods do define a unique best model and could be subject to the same
problem.

A problem with best subset selection methods is that they tend to give
models that appear to be better than they really are. For example, the
Adjusted R? criterion chooses the model with the smallest RM S. Because
one has selected the smallest RMS, the RM S for that model is biased
toward being too small. Almost any measure of the fit of a model is related
to the RM S, so the fit of the model will appear to be better than it is. If
one could sample the data over again and fit the same model, the RM S
would almost certainly be larger, perhaps substantially so.

When using Mallows’s C), statistic, one often picks models with the small-
est value of Cj,. This can be justified by the fact that the model with
the smallest C), is the model with the smallest estimated expected mean
squared error. However, if the target value of C), is p (as suggested by Exer-
cise 14.3), it seems to make little sense to pick the model with the smallest
Cp. It seems that one should pick models for which C,, is close to p.

The result of Exercise 14.4, that for a fixed number of predictor variables
the three best regression criteria are equivalent, is very interesting. The Adj
R? and C) criteria can be viewed as simply different methods of penalizing
models that include more variables. The penalty is needed because models
with more variables necessarily explain more variation (have higher R2s).

Influential observations are a problem in any regression analysis. Vari-
able selection techniques involve fitting lots of models, so the problem of
influential observations is multiplied. Recall that an influential observation
in one model is not necessarily influential in a different model.

Some statisticians think that the magnitude of the problem of influential
observations is so great as to reject all variable selection techniques. They
argue that the models arrived at from variable selection techniques depend
almost exclusively on the influential observations and have little to do with
any real world effects. Most statisticians, however, approve of the judicious
use of variable selection techniques. (But then, by definition, everyone will
approve of the judicious use of anything.)

John W. Tukey, among others, has emphasized the difference between
exploratory and confirmatory data analysis. Briefly, exploratory data anal-
ysis (EDA) deals with situations in which you are trying to find out what
is going on in a set of data. Confirmatory data analysis is for proving what
you already think is going on. EDA frequently involves looking at lots of
graphs. Confirmatory data analysis looks at things like tests and confidence
intervals. Strictly speaking, you cannot do both exploratory data analysis
and confirmatory data analysis on the same set of data.

Variable selection is an exploratory technique. If you know what variables
are important, you do not need it and should not use it. When you do use
variable selection, if the model is fitted with the same set of data that
determined the variable selection, then the model you eventually decide
on will give biased estimates and invalid tests and confidence intervals.
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This sounds a lot worse than it is. The biased estimates may very well
be better estimates than you could get by refitting with another data set.
(This is related to James—Stein estimation. See also Section 7.) The test
and confidence intervals, although not strictly valid, are often reasonable.

One solution to this problem of selecting variables and fitting parameters
with the same data is to divide the data into two parts. Do an exploratory
analysis on one part and then a confirmatory analysis on the other. To
do this well requires a lot of data. It also demonstrates the problem of
influential observations. Depending on where the influential observations
are, you can get pretty strange results. The PRESS statistic was designed
to be used in procedures similar to this. However, as we have seen, the
PRESS statistic is highly sensitive to influential observations.

Finally, a word about R?. R? is a good statistic for measuring the pre-
dictive ability of a model. R? is also a good statistic for comparing models.
That is what we used it for here. But the actual value of R? should not
be overemphasized when it is being used to identify correct models (rather
than models that are merely useful for prediction). If you have data with a
lot of variability, it is possible to have a very good fit to the underlying re-
gression model without having a high R?. For example, if the SSE admits
a decomposition into pure error and lack of fit, it is possible to have very
little lack of fit while having a substantial pure error so that R2 is small
while the fit is good.

If transformations of the dependent variable y are considered, it is inap-
propriate to compare R? for models based on different transformations. For
example, it is possible for a transformation to increase R? without really in-
creasing the predictive ability of the model. One way to check whether this
is happening is to compare the width of confidence intervals for predicted
values after transforming them to a common scale.

14.4 Defining Collinearity

In this section we define the problem of collinearity. The approach taken

is to quantify the idea of having columns of the design matrix that are

“nearly linearly dependent.” The effects of near linear dependencies are

examined. The section concludes by establishing the relationship between

the definition given here and other commonly used concepts of collinearity.
Suppose we have a regression model

Y =XB+e, E(e)=0, Cov(e)=o?I, (1)

where Visn x 1, X isn x p, 8is p x 1, and r(X) = p. The essence of
model (1) is that E(Y) € C(X). Suppose that the design matrix consists of
some predictor variables, say z1,2,..., 2, that are measured with some
small error. A near linear dependence in the observed design matrix X
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could mean a real linear dependence in the underlying design matrix of
variables measured without error. Let X, be the underlying design matrix.
If the columns of X, are linearly dependent, there exists an infinite num-
ber of least squares estimates for the true regression coefficients. If X is
nearly linearly dependent, the estimated regression coeflicients may not be
meaningful and may be highly variable.

The real essence of this particular problem is that C(X) is too large.
Generally, we hope that in some sense, C'(X) is close to C'(X,). Regression
should work well precisely when this is the case. However, when X, has
linearly dependent columns, X typically will not. Thus »(X) > r(X,).
C(X,) may be close to some proper subspace of C(X), but C(X) has extra
dimensions. By pure chance, these extra dimensions could be very good at
explaining the Y vector that happened to be observed. In this case, we get
an apparently good fit that has no real world significance.

The extra dimensions of C(X) are due to the existence of vectors b such
that X,.b = 0 but Xb # 0. If the errors in X are small, then Xb should
be approximately zero. We would like to say that a vector w in C(X) is
ill-defined if there exists b such that w = Xb is approximately zero, where
w is approximately the zero vector if its length is near zero. Unfortunately,
multiplying w by a scalar can increase or decrease the length of the vector
arbitrarily, while not changing the direction determined within C(X). To
rectify this, we can restrict attention to vectors b with b'b = 1 (i.e., the
length of b is one), or, equivalently, we make the following:

Definition 14.4.1. A vector w = Xb is said to be € ill-defined if
w'w/b'b = X' Xb/b'b < e. The matrix X is e ill-defined if any vector in
C(X) is € ill-defined. We use the terms “ill-defined” and “ill-conditioned”
interchangeably.

The assumption of a real linear dependence in the X, matrix is a strong
one. We now indicate how that assumption can be weakened. Let X =
X, + A, where the elements of A are uniformly small errors. Consider the
vector Xb. (For simplicity, assume b'b = 1.) The corresponding direction in
the underlying design matrix is X,b.

Note that &’ X' Xb = b/ X, X.b + 26/ A’ X,.b + b’ A’ Ab. The vector A'b is
short; so if Xb and X,b are of reasonable size, they have about the same
length. Also

VX Xb=bX.X.b+bX.Ab, (2)

where b’ X, Ab is small; so the angle between Xb and X, b should be near
zero. (For any two vectors x and y, let 6 be the angle between z and
y. Then 'y = vVa'z\/y’y cos(h).) On the other hand, if Xb is ill-defined,
X.b will also be small, and the term b X, Ab could be a substantial part
of ¥ X, Xb. Thus, the angle between Xb and X.b could be substantial.
In that case, the use of the direction Xb is called into question because
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it may be substantially different from the underlying direction X,b. In
practice, we generally cannot know if the angle between Xb and X,b is
large. Considerable care must be taken when using a direction in C(X)
that is ill-defined.

So far we have not discussed whether the columns of X should be ad-
justed for their mean values or rescaled. I think that one should not be
dogmatic about this issue; however, it should be noted that if the squared
length of a column of X is less than €, that direction will be € ill-defined,
regardless of what other vectors are in C(X). The question of standardizing
the columns of X arises frequently.

The intercept term is frequently handled separately from all other vari-
ables in techniques for dealing with collinearity. The model

Yi = Bo+ Brxin + ..+ Bp_1Tip—1 + € (3)
Y = [J, Xo] [go} +e

is often rewritten as

yi=a+ (i —Za)+ ...+ Bp_1(@ip—1 — Tp—1) + €45 (4)

-]+

where T.; = n1 Z;.l:l x;5. It is easily seen that (3. is the same in both
models, but Gy # a. We dispense with the concept of the underlying design
matrix and write

1
X, = (I — J:}) Xo.
n
Because of orthogonality, & = 3., and (3, can be estimated from the model

Y, = X.0. +e, (5)

where Y/ = [y1 — §., 92 = Jy - -, Yn — §].
Frequently, the scales of the x variables are also standardized. Let qu- =
S (wij — Z.5)% Model (5) is equivalent to

Y. = X*Diag(qjl)v* +e, (6)

where v = Diag(g;)B. In model (6), the design matrix is X*Diag(qj_l).
Model (3) is rarely used in techniques for dealing with collinearity. Usu-
ally model (6) is assumed, and sometimes model (5). To retain full gen-
erality, our discussion uses model (3), but all the results apply to mod-
els (5) and (6). Note that the matrix X, X, is proportional to the sam-
ple covariance matrix of the Xs when (x;1,...,Zip-1), ¢ = 1,...,n is
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thought of as a sample of size n from a p — 1 dimensional random vec-
tor. Diag(qj_l)XiX*Diag(qj_l) is the sample correlation matrix.

We now present the relationship between ¢ ill-defined matrices and three
other commonly used methods of identifying ill-conditioned matrices.

One of the main tools in the examination of collinearity is the exam-
ination of the eigenvalues of X’'X. We discuss the relationship between
Definition 14.4.1 and an eigen-analysis of X’X.

Recall that X has linearly dependent columns if and only if X'X is
singular, which happens if and only if X’X has a zero eigenvalue. One
often used (but I think unintuitive) definition is that the columns of X are
nearly linearly dependent if X’ X has at least one small eigenvalue. Suppose
that vy1,...,v, is an orthogonal set of eigenvectors for X’X corresponding
to the eigenvalues d1,02,...,0,. Then vy,...,v, form a basis for RP. If
d; < €, then §; = v;X'Xv;/viv;; so Xv; is a direction in C(X) that is
€ ill-defined. Conversely, if an € ill-defined vector exists, we show that at
least one of the §;s must be less than e. Let w = Xd be ¢ ill-defined. Write
d =" au. Then w'w = dX'Xd = Y7_,a?é; and d'd = Y 0_, a?.
Since > ¢, a?6;/ >, a? < e, and since the d;s are all nonnegative, at

least one of the ;s must be less than €. We have proved:

Theorem 14.4.2. The matrix X is € ill-defined if and only if X’X has
an eigenvalue less than e.

The orthogonal eigenvectors of X’ X lead to a useful breakdown of C'(X)
into orthogonal components. Let d1, ..., d, be eigenvalues of at least ¢ and
Or+1,...,0p cigenvalues less than e. It is easily seen that Xv,y1,..., Xv,
form an orthogonal basis for a subspace of C(X) in which all vectors are
€ ill-defined. The space spanned by Xwvi,..., Xwv, is a subspace in which
none of the vectors are € ill-defined. These two spaces are orthogonal com-
plements with respect to C(X). (Note that by taking a linear combination
of a vector in each of the orthogonal subspaces one can get a vector that
is € ill-defined, but is in neither subspace.)

A second commonly used method of identifying ill-conditioned matrices
was presented by Belsley, Kuh, and Welsch (1980). See also Belsley (1991).
They use the condition number as the basis of their definition of collinearity.
If the columns of X are rescaled to have length 1, the condition number is

CN =4 /maxéi/minéi.
Large values of the condition number indicate that X is ill-conditioned.

Theorem 14.4.3.
(a) If CN > \/p/e, then X is e ill-defined.
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(b) If X is e ill-defined, then CN > {/1/e.

PRrROOF. See Exercise 14.7. O

If the columns of X have not been rescaled to have length one, the CN
is inappropriate. If X has two orthogonal columns, with one of length 103
and one of length 10~3, the condition number is 10%. Rescaling would make
the columns of X orthonormal, which is the ideal of noncollinearity. (Note
that such an X matrix is also ill-defined for any e > 1075.)

Finally, in Section 2 the tolerance was used to measure collinearity. In
Section 2 the motivation was to exclude from consideration any variables
that were too similar to other variables already in the model. The relation-
ship between the concept of tolerance and ill-defined vectors is complex.
The tolerance is defined as T = 1 — R?. R?  as a measure of goodness
of fit, examines the goodness of fit after correcting all variables for their
means. While this is usually appropriate, in the current discussion it would
be more appropriate to define tolerance as

T = sum of squares error/sum of squares total(uncorrected).

If it is decided to adjust all variables for their means, this becomes the
usual definition. We will use this alternative definition of 7'

In a more subtle way, T" also adjusts for the scale of X,,. The scale ad-
justment comes because T is the ratio of two squared lengths. This issue
arises again in our later analysis.

Rewrite model (14.2.1) as

X, =XB+e, (7)

where X, = [T1p, . .., Znp|’. The new dimension added to C(X) by including
the variable x, in the regression is the vector of residuals from fitting model
(7), i.e., X, — X3. Our question is whether X, — X is ill-defined within
C(X,X,).

Let M be the perpendicular projection operator onto C'(X). By defini-
tion,

T = X,(I-M)X,/X,X,
= X,(I-M)X,/[X,(I-M)X,+ X,MX,].
T is small when X (I — M)X,, is small relative to X, M X,.
The residual vector, X, — X3, is € ill-defined in C(X, X,) if
(Xp — XB)/(XP - X/é) _ Xz/a(l — M)Xp
1456 1456

€ >
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By examining the regression in canonical form (see Section 5 and Exer-
cise 14.8), it is easy to see that

1)(;,(1 —M)X, X (I-M)X, _ X, (I-MX,
S+ X,MX, —  14+45 P o+ X,MX,'

where d; and J, are the smallest and largest eigenvalues of X’X. Note that
for positive a and b, a/(a +b) < € implies a/(d, + b) < a/b < €/(1 — €); so
it follows immediately that if T < €, X, — Xjis dpe/(1 —¢) ill-defined. On
the other hand, if X, — X (3 is € ill-defined, some algebra shows that

01€ €

T < .
((51 + G)XZI)XP 01+ €

By picking € small, the tolerance can be made small. This bound depends on
the squared length of X,,. In practice, however, if X, is short, X, may not
have small tolerance, but the vector of residuals may be ill-defined. If X, is
standardized so that XI’,XP = 1, this problem is eliminated. Standardizing
the columns of X also ensures that there are some reasonable limits on
the values of 41 and d,. (One would assume in this context that X is not
ill-defined.)

Exercise 14.6 Show that any linear combination of ill-defined or-
thonormal eigenvectors is ill-defined. In particular, if w = X (av; + bv;),
then

w'w

(av; + bv;) (av; + bvj)

S max(éi, 53)

Exercise 14.7 Prove Theorem 14.4.3.
Hint: For a design matrix with columns of length one, tr(X’'X) = p. It
follows that 1 < max; §; < p.

14.5 Regression in Canonical Form and on
Principal Components

Regression in canonical form involves transforming the Y and (3 vectors so
that the design matrix is particularly nice. Regression in canonical form is
closely related to two procedures that have been proposed for dealing with
collinearity. To transform the regression problem we need

Theorem 14.5.1. The Singular Value Decomposition.
Let X be an n x p matrix with rank p. Then X can be written as

X =ULV,
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where U isn X p, L'is p X p, V is p X p, and
L = Diag(\;).

The A;s are the square roots of the eigenvalues (singular values) of X'X
(i.e., A2 = ;). The columns of V are orthonormal eigenvectors of X’'X with

X'XV =VIL?
and the columns of U are p orthonormal eigenvectors of X X’ with

XX'U=UIL>

PrOOF. We can pick L and V as indicated in the theorem. Note that
since X’ X is nonsingular, A; > 0 for all i. We need to show that we can
find U so that the theorem holds. If we take U = XV L™!, then

XX'U=XX'XVL '=XVIL?’L ' =XVL=XVL 'L?=UL?

so the columns of U are eigenvectors of X X’ corresponding to the A?s. The
columns of U are orthonormal because the columns of V' are orthonormal
and

UU=L"'V'X'XVL '=L"'VVI’L ' =L"'IL =1

Having found U we need to show that X = ULV’. Note that
U'XV=UXVL'L=UUL =1L,

thus
UU'XVV' =ULV'.

Note that VV’ = I and, by Proposition B.54, C(U) = C(X); so by Theo-
rem B.35, UU’ is the perpendicular projection operator onto C(X). Hence
X=ULV". O

We can now derive the canonical form of a regression problem. Consider
the linear model

Y =XpB+e, E()=0, Cov(e)=o0?l (1)

Write X = ULV' as in Theorem 14.5.1 and write U, = [U, Uy],, where the
columuns of U, are an orthonormal basis for R™. Transform model (1) to

UlY =U.XB+Ule. (2)
Let Y, = ULY and e, = ULe. Then

E(e,) =0, Cov(es) = 0*ULU, = o°I.
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Using Theorem 14.5.1 again,

A
U'XB=UULV'S = [g{] ULV’ = B] V'3,

Reparameterizing by letting v = V'3 gives the canonical regression model
L 2
Y, = o |7 t+es E(ex) =0, Cov(es)=0"1. (3)

Since this was obtained by a nonsingular transformation of model (1), it
contains all of the information in model (1).
Estimation of parameters becomes trivial in this model:

4= (L"Y0)Y,=L"'U"Y,
Cov(4) = o? L2,

I
wss=vi[0 0 I,

RMS = 3 4, [(n—p).

1=p+1

In particular, the estimate of 7; is 4; = ys«i/A;, and the variance of 4; is
02 /A\2. The estimates 4; and 4, have zero covariance if i # j.
Models (1) and (3) are also equivalent to

Y =ULy+e, (4)

so, writing U = [u1,...,up] and V = [v1,...,vp], v is the coefficient in
the direction A;u;. If A; is small, \;u; = Xwv; is ill-defined, and the variance
of 4;, 02/A2, is large. Since the variance is large, it will be difficult to
reject Hy : v; = 0. If the data are consistent with ~; = 0, life is great. We
conclude that there is no evidence of an effect in the ill-defined direction
Aiug. If Hy @ ; = 0 is rejected, we have to weigh the evidence that the
direction u; is important in explaining Y against the evidence that the
ill-defined direction u; should not be included in C(X).

Regression in canonical form can, of course, be applied to models (14.4.5)
and (14.4.6), where the predictor variables have been standardized.

Exercise 14.8 Show the following.
(1) Y'MY =370 v -
(2) Y(I-M)Y = Z?:p-i—l yfz :

(3) B/B = Zf:1 yfl/A? .
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(4) If AT <--- < A2, then

2Y'(I=M)Y _Y'(I-MY _ ,Y'(I-MY
"NM4Y'MY T 1453 " PAR+YMYS

14.5.1 PRINCIPAL COMPONENT REGRESSION

If the direction wu; is ill-defined, we may decide that the direction should
not be used for estimation. Not using the direction u; amounts to setting
~v; = 0 in model (4). If ill-defined directions are not to be used, and if ill-
defined is taken to mean that A\; < e for some small value of €, then we can

take as our estimate of v, ¥ = (91,...,%,)", where
~ ’% if )\z > €
710 if A\ <e’

As an estimate of § in the original model (1) we can use 3 = V4. This is
reasonable because V'3 =v; s0o Vy =VV'3 = 4.

If we take as our original model a standardized version such as (14.4.5) or
(14.4.6), the design matrix UL of model (4) has columns that are the princi-
pal components of the multivariate data set (z;1,...,2%ip—1), i =1,...,n.
See Johnson and Wichern (1988) or Christensen (2001) for a discussion of
principal components. The procedure outlined here for obtaining an esti-
mate of 3 is referred to as doing principal component regression.

14.5.2 GENERALIZED INVERSE REGRESSION

To deal with collinearity, Marquardt (1970) suggested using the estimate

B=(X'X); XY,

where
p

(X'X);= > vvj/Al,
j=p—r+1
and the \;s are written so that Ay < Ag < -+ < A,. (X'X), would be

the (Moore-Penrose) generalized inverse of (X'X) if 7(X'X) = r, i.e., if

0=XA =---=Ap_,. Since X =ULV’,
B b
B = (X'X); XY= > v VLUY/X
Jj=p—r+1
p
= 2w
Jj=p—r+l

This is the same procedure as principal component regression. Marquardt
originally suggested this as an alternative to classical ridge regression, which
is the subject of the next section.
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Hoerl and Kennard (1970) looked at the mean squared error, E[(3— ) (3—
B)], for estimating B with least squares. This is the expected value of a

quadratic form in (3— B). E(B —3)=0and COV(B— B) = o2(X'X)"1; s0
by Theorem 1.3.2
E[(3 - B8) (B - B)] = tr[o”* (X' X)~"].

If A\f,..., A2 are the eigenvalues of (X'X), we see that tr[(X'X)"!] =
=1 A o

If some of the values A\? are small, the mean squared error will be large.
Hoerl and Kennard suggested using the estimate

B=(X'X+kI)X"Y, (1)

where k is some fixed scalar. The choice of k will be discussed briefly later.
The consequences of using this estimate are easily studied in the canonical
regression model. The canonical regression model (14.5.3) is

L
Y. = [ 0 } v+ ex.
The ridge regression estimate is
4= (L'L+Kk)'L,0Y, = (L* + k1) "' L?4. (2)
In particular,
- A7
Vi = )\27_7_]{%

If \; is small, 4; will be shrunk toward zero. If )\; is large, 7; will change
relatively little from 7;.

Exercise 14.9 illustrates the relationship between ridge regression per-
formed on the canonical model and ridge regression performed on the usual
model. The matrix V is defined as in Section 5.

Exercise 14.9 Use equations (1) and (2) to show that
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The estimate 3 has expected mean square

E[(3 — B)' (5~ B)]
= tr[(X'X + kDI X' X(X'X +kI)7Y
XX + kDX X - IV {(X'X + kD) TIX'X — 1) 6.

Writing X'X = VL?V', I = VV', and in the second term [ = (X'X +
K™Y X'X +kI),sothat (X' X +kl)"'X'X — T = —(X'X +kI)"'kI, this
can be simplified to

E[(6—B8)' (8- )] = o ij AN+ E)? + B2B(X'X + KI) 2B

i=1

The derivative of this with respect to k& at & = 0 can be shown to be
negative. Since k = 0 is least squares estimation, in terms of mean squared
error there exists £ > 0 that gives better estimates of § than least squares.
Unfortunately, the particular values of such k are not known.

Frequently, a ridge trace is used to determine k. A ridge trace is a simul-
taneous plot of the estimated regression coefficients (which are functions
of k) against k. The value of k is chosen so that the regression coefficients
change little for any larger values of k.

Because the mean squared error, E[(B — B)’(B — B)], puts equal weight
on each regression coefficient, it is often suggested that ridge regression be
used only on model (14.4.6).

The ridge regression technique admits obvious generalizations. One is to
use 3 = (X'X + K)"'1X'Y, where K = Diag(k;). The ridge estimates for
canonical regression become

The ridge regression estimate (1) can also be arrived at from a Bayesian
argument. With Y = X3+ e and e ~ N(0,0%I), incorporating prior infor-
mation of the form 8 ~ NJ0, (02 /k)I] leads to fitting a version of (2.9.3)
that has

Y o X (& (& 07L><1 2 In 0
ol =Tl L] 18 amm))-
It is easily seen that the generalized least squares estimate of 3 associated
with this model is (1). When k is near 0, the prior variance is large, so the

prior information is very weak and the posterior mean is very close to the
least squares estimate.
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14.7 More on Mean Squared Error

For the canonical regression model, Goldstein and Smith (1974) have shown
that for 0 < h; <1, if 45 is defined by
Vi = hi%i

and if

7 1+ h;
Var(§;) ~ 1—h;’

then 7; is a better estimate than 4; in that
E(%; —;)? <EG; — )%
J i) = J J

In particular, if

7 < Var(3;) = 0? /X2, (2)

then 4; = 0 is a better estimate than 4;. Estimating o? with RM S and
v; with 4; leads to taking 7; = 0 if the absolute ¢ statistic for testing
Hy : v; = 0 is less than one. This is only an approximation to condition
(2), so taking 4; = 0 only for larger values of the ¢ statistic may well be
justified.

For ridge regression, h; = \? / (A2 + k;), and condition (1) becomes

2
2<U22)‘j+kj202l2 1].

TN k2

If /\? is small, almost any value of k£ will give an improvement over least
squares. If )\3 is large, only very small values of k£ will give an improvement.

Note that, since the 4;s are unbiased, the 7;s will, in general, be biased
estimates.

Exercise 14.10 Mosteller and Tukey (1977) reported data on verbal
test scores for sixth graders. They used a sample of 20 Mid-Atlantic and
New England schools taken from The Coleman Report. The dependent
variable y was the mean verbal test score for each school. The predictor
variables were: x7 = staff salaries per pupil, zo = percent of sixth grader’s
fathers employed in white collar jobs, 3 = a composite score measuring
socioeconomic status, x4 = the mean score on a verbal test administered
to teachers, and x5 = one-half of the sixth grader’s mothers’ mean number
of years of schooling.
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obs. T T2 T3 T4 Ts5 Y
1 3.83 28.87 7.20 26.60 6.19 37.01
2 289 20.10 -—11.71 24.40 5.17 26.51
3 286 69.05 12.32  25.70 7.04 36.51
4 292 65.40 14.28 25.70 7.10 40.70
5 3.06 29.59 6.31 2540 6.15 37.10
6 2.07 44.82 6.16 21.60 6.41 33.90
7 252 77.37 12.70 2490 6.86 41.80
8 245 24.67 —0.17 25.01 5.78 33.40

9 313 65.01 9.85 26.60 6.51 41.01
10 244 9.99 —0.05 28.01 5.57 37.20
11 2.09 1220 —-12.86 23.51 5.62 23.30
12 252 22.55 0.92 23.60 5.34 35.20
13 222 14.30 4.77 2451 5.80 34.90
14 2.67 31.79 —-0.96 25.80 6.19 33.10
15 2.71 11.60 -—16.04 25.20 5.62 22.70
16  3.14 68.47 10.62 25.01 6.94 39.70
17 3.54 42.64 2.66 25.01 6.33 31.80
18 252 16.70 —-10.99 2480 6.01 31.70
19 2.68 86.27 15.03 25.51 7.51 43.10
20 237 76.73 12.77 24,51 6.96 41.01

(a) Compare the results of using the various model selection techniques
on the data.

(b) Examine the data for collinearity problems and if necessary apply an
appropriate procedure.



Appendix A: Vector Spaces

This appendix reviews some of the basic definitions and properties of vector
spaces. It is presumed that, with the possible exception of Theorem A.14,
all of the material presented here is familiar to the reader.

Definition A.1. A set M C R" is a vector space if, for any x,y, z € M
and scalars «, 3, operations of vector addition and scalar multiplication are
defined such that

(4)
(5)
(6)
(7)
(8)

(z+y)+z=z+(y+2)
r+y=y+zx.

There exists a vector 0 € M such that t + 0 = x = 0 + x for any
x e M.

For any x € M, there exists y = —x such that t + y = 0=y + .
alz+y) = ax + ay.

(a+ B)x = az + Pa.

(af)r = a(fa).

There exists a scalar £ such that & = . (Typically, £ = 1.)

Definition A.2. Let M be a vector space, and let N be a set with
N C M. N is a subspace of M if and only if N is a vector space.

This is page 391
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Vectors in R™ will be considered as n x 1 matrices. The 0 vector referred
to in Definition A.1 is just an n x 1 matrix of zeros. Think of vectors in
three dimensions as (z,y, z)’, where w’ denotes the transpose of a matrix
w. The subspace consisting of the z axis is

0
0 zeR
z

The subspace consisting of the z,y plane is

X

Y
0

z,y €R

The subspace consisting of the plane that is perpendicular to the line x = y
in the z,y plane is

—x z,z € R

Theorem A.3. Let M be a vector space, and let A/ be a nonempty
subset of M. If N is closed under vector addition and scalar multiplication,
then N is a subspace of M.

Theorem A.4. Let M be a vector space, and let z1,...,z, be in M.
The set of all linear combinations of x1,...,z, is a subspace of M.
Definition A.5. The set of all linear combinations of x1,...,z, is

called the space spanned by z1,...,z,. If N is a subspace of M, and
N equals the space spanned by z1,...,z,, then {z1,...,z,} is called a
spanning set for .

For example, the space spanned by the vectors

1 1
I = 1 5 Ty — 0
1 0

consists of all vectors of the form (a,b,b)’, where a and b are any real
numbers.

Let A be an n X p matrix. Each column of A is a vector in R"™. The space
spanned by the columns of A is called the column space of A and written
C(A). (Some people refer to C'(A) as the range space of A and write it
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R(A).) If B is an n x r matrix, then C(A, B) is the space spanned by the
p+r columns of A and B.

Definition A.6. Let z1,...,z, be vectors in M. If there exist scalars
aq,...,a not all zero so that > a;x; = 0, then zq,...,2, are linearly
dependent. If such a;s do not exist, 1, ..., z, are linearly independent.
Definition A.7. If MV is a subspace of M and if {z1,...,z,} is a
linearly independent spanning set for N, then {z1,..., .} is called a basis
for N.

Theorem A.8. If NV is a subspace of M, all bases for N/ have the

same number of vectors.

Theorem A.9. If v1,...,v, is a basis for A/, and = € N, then the
characterization x = 2221 a;v; 1S unique.

PrROOF. Supposez =) av;andz =Y., Fv;. Then 0= (a;—
Bi)v;. Since the vectors v; are linearly independent, o; — 3; = 0 for all 7. O

Definition A.10. The rank of a subspace A is the number of elements
in a basis for A/. The rank is written r(N). If A is a matrix, the rank of
C(A) is called the rank of A and is written r(A).

For example, the vectors

1 1 2
xr1 = 1 ) To = 0 B T3 — 3
1 0 3

are linearly dependent because 0 = 3z1 — 22 — z3. Any two of x1,x2,x3
form a basis for the space of vectors with the form (a, b, b)’. This space has
rank 2.

Definition A.11. The inner product between two vectors x and y
is 2’y. Two vectors = and y are orthogonal (written z L y) if 2’y = 0.
Two subspaces A and N5 are orthogonal if z € N} and y € Ay imply that
'y =0.{z1,...,x,} is an orthogonal basis for a space N if {z1,...,z,.}isa
basis for N and for i # j, 2fx; = 0. {x1,..., 2, } is an orthonormal basis for
N if {z1,...,2,.} is an orthogonal basis and zfz; =1 for i =1,...,7. The
terms orthogonal and perpendicular are used interchangeably. The length of
a vector x is ||z|| = va'z. The distance between two vectors x and y is the
length of their difference, i.e., ||z — y||.



394 Appendix A: Vector Spaces

For example, the lengths of the vectors given earlier are

lzill = V12 +12+12 = V3, lzzf =1, Jas| = V22 =47,

Also, if x = (2,1), its length is ||z|| = v22 4+ 12 = /5. If y = (3,2)/, the
distance between z and y is the length of x—y = (2,1)'—(3,2)' = (-1, -1)/,

which is ||z — y|| = /(=1)% + (-1)2 = V2.
Our emphasis on orthogonality and our need to find orthogonal projec-
tion matrices make both the following theorem and its proof fundamental

tools in linear model theory:

Theorem A.12. The Gram—Schmidt Theorem.

Let N be a space with basis {z1,...,z,}. There exists an orthonormal
basis for N, say {y1,...,yr}, with ys in the space spanned by z1,...,zs,
s=1,...,7r.

PrOOF.  Define the y;s inductively:
o= a1/l
s—1
i=1
ws/\/w;ws.

See Exercise A.1. O

Ys

For example, the vectors

xr, = 1 , T =

1

OO =

are a basis for the space of vectors with the form (a, b, b)’. To orthonormalize
this basis, take y; = x1/v/3. Then take

1 1 1/? 2/3
wy=|(0]—-—=|1/V3|=|[-1/3
0 V3 1/V3 —-1/3

Finally, normalize ws to give
ys = wg/\/ﬁ/ = (2/V6, —1/v6,—1/\6)'.
Note that another orthonormal basis for this space consists of the vectors

0 1
21 = 1/\/§ , z=10
1/vV2 0
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Definition A.13. Let Ny = {y € M|y L N'}. Ni, is called the or-
thogonal complement of N with respect to M. If M is taken as R", then
N+t=N /\J;l is simply referred to as the orthogonal complement of A.

Theorem A.14. Let M be a vector space, and let N be a subspace
of M. The orthogonal complement of A with respect to M is a subspace
of M; and if x € M, x can be written uniquely as x = zg + x; with
g € N and z; € N/\J?t The ranks of these spaces satisfy the relation
r(M) =r(N) +r(N).

For example, let M = R3, and let N be the space of vectors with the
form (a,b,b)’. It is not difficult to see that the orthogonal complement of
N consists of vectors of the form (0,c, —c)’. Any vector (z,y,z)" can be
written uniquely as

T x 0
yl={+2)/2])+| (v—2)/2
z (y+2)/2 —(y—2)/2

The space of vectors with form (a, b,b)’ has rank 2, and the space (0, ¢, —c)’
has rank 1.
For additional examples, let

1 1 1
Xo= |1 and X =11 2
1 1 3
In this case,
-1 1 -1
CXo)t=C|| 0 =2]], CXo)exy=C|]| 0],
1 1 1
and
1
cxX)yt=c||-2
1

PROOF OF THEOREM A.14. It is easily seen that N Al/l is a subspace by
checking Theorem A.3. Let r(M) = n and r(N) = r. Let v1,...,v, be
a basis for N and extend this with wy,...,w,_, to a basis for M. Apply
Gram-Schmidt to get v}, ..., v}, wi,...,w)_, an orthonormal basis for M

with vf,..., v} an orthonormal basis for N.
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If x € M, then
s n—r
T = Zaﬂ}; —+ ZBJU};
i=1 j=1

Let zg = Y1, ayvf and @1 = Y777 Bjwy. Then xo € N, 1 € Ny, and
xr =x9+ 1.
To establish the uniqueness of the representation and the rank rela-

tionship, we need to establish that {wj,...,w}_.} is a basis for N3;.
Since, by construction, the wjs are linearly independent and w} € N,
j=1,...,n —r, it suffices to show that {wj,...,w’_,} is a spanning set

for N If © € N3y, write

T n—r
x = g vl + g Bjw; .
i=1 j=1

However, since z € Ny and v} € N for k=1,...,r,
li
T n—r
/
0=2zv; = g aiv;‘—i—g Biw; | vy
i=1 j=1

T n—r

*/ ok x/ ok
E ;v vy, + g Biw; vy
i=1 j=1

= apuivp = g

for k =1,...,r. Thus x = E;:l' Bjw} implying that {w],...,w;_,} is a
spanning set and a basis for A/ /J\'A

To establish uniqueness, let = yo+y; with yo € M and y; € N3;. Then
Yo =Y iy v and y1 = Z;:lr djwy; so x = S v+ Z;:lr djws. By
the uniqueness of the representation of x under any basis, v; = a; and
Bj = 0; for all ¢ and j; thus zo = yo and 1 = y;.

Since a basis has been found for each of M, N, and N3, we have r(M) =
n, r(N) =r, and r(Nz,) = n—r. Thus, r(M) = r(N) + r(N). O

Definition A.15. Let N7 and N5 be vector subspaces. Then the sum
of N7 and Nz is N7 + Na = {z|x = 21 + 22,21 € N1, 22 € No}.

Theorem A.16.  N;+N5 is a vector space and C(A, B) = C(A)+C(B).
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Exercises

Exercise A.1 Give a detailed proof of the Gram—Schmidt Theorem.

Questions A.2 through A.13 involve the following matrices:

1100 1 00 1 0 1 2
1100 1 00 10 1 2
A= 0 01 0 B = 01 0 D= 2 5 B = 2 7
0 0 11 0 0 1 0 0 0 0
1 5 6 1 0 5 2 102 2 6
1 5 6 1 0 5 2 10 2 2 6
{0 7 2 G = 2 5 79 = 79 3 9 1]’
0 0 9 0 0 0 3 00 0 3 —
1 00 2 00 1
1 00 2 00 2
K= 1 10 L= 1 10 V= 3
1 0 1 1 01 4

Exercise A.2 Is the space spanned by the columns of A the same
as the space spanned by the columns of B? How about the spaces spanned
by the columns of K, L, F, D, and G?

Exercise A.3 Give a matrix whose column space contains C'(4).
Exercise A.4 Give two matrices whose column spaces contain C(B).
Exercise A.5 Which of the following equalities are valid: C(A) =
C(A,D), C(D) = C(A,B), C(A,N) = C(A), C(N) = C(4), C(4) =
C(F), C(A) = C(G), C(A) = C(H), C(A) = C(D)?

Exercise A.6 Which of the following matrices have linearly inde-

pendent columns: A, B, D, N, F, H, G?

Exercise A.7 Give a basis for the space spanned by the columns of
each of the following matrices: A, B, D, N, F, H, G.

Exercise A.8 Give the ranks of A, B, D, E, F, G, H, K, L, N.
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Exercise A.9 Which of the following matrices have columns that
are mutually orthogonal: B, A, D?

Exercise A.10 Give an orthogonal basis for the space spanned by
the columns of each of the following matrices: A, D, N, K, H, G.

Exercise A.11 Find C(A)* and C(B)* (with respect to R*).

Exercise A.12 Find two linearly independent vectors in the orthog-
onal complement of C(D) (with respect to R*).

Exercise A.13 Find a vector in the orthogonal complement of C (D)
with respect to C'(A).

Exercise A.14 Find an orthogonal basis for the space spanned by
the columns of

e i
DO W N
=0 O =

Exercise A.15 For X as above, find two linearly independent vectors
in the orthogonal complement of C'(X) (with respect to RS).

Exercise A.16 Let X be an n x p matrix. Prove or disprove the
following statement: every vector in R™ is in either C'(X) or C(X)* or
both.

Exercise A.17 For any matrix A, prove that C(A) and the null
space of A’ are orthogonal complements. Note: The null space is defined in
Definition B.11.
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This appendix reviews standard ideas in matrix theory with emphasis given
to important results that are less commonly taught in a junior/senior level
linear algebra course. The appendix begins with basic definitions and re-
sults. A section devoted to eigenvalues and their applications follows. This
section contains a number of standard definitions, but it also contains a
number of very specific results that are unlikely to be familiar to people
with only an undergraduate background in linear algebra. The third sec-
tion is devoted to an intense (brief but detailed) examination of projections
and their properties. The appendix closes with some miscellaneous results,
some results on Kronecker products and Vec operators, and an introduction
to tensors.

B.1 Basic Ideas

Definition B.1. Any matrix with the same number of rows and
columns is called a square matriz.

Definition B.2. Let A = [a;;] be a matrix. The transpose of A, written
A’ is the matrix A" = [b;;], where b;; = aj;.

Definition B.3. If A= A’, then A is called symmetric. Note that only

This is page 399
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square matrices can be symmetric.

Definition B.4. If A = [a;;] is a square matrix and a;; = 0 for
i # j, then A is a diagonal matriz. If A\1,..., A\, are scalars, then D(};)
and Diag(});) are used to indicate an n x n matrix D = [d;;] with d;; =0
i # jand di; = A\ If X = (Aq,...,A,), then D(A) = D()\;). A diagonal
matrix with all 1s on the diagonal is called an identity matriz and is denoted
I. Occasionally, I, is used to denote an n x n identity matrix.

If A = [a;;]isnxpand B = [b;;] is nxq, we can write an nx (p+¢q) matrix
C = [A,B], where Cij = Qij, 1= 1,...,717 ] = 1,...,p and Cij = bi,j—pa
i=1,...,n,7=p+1,...,p+q. This notation can be extended in obvious

/

ways, e.g., C' = Bl

Definition B.5. Let A = [a;;] be an r x ¢ matrix and B = [b;;] be
an s X d matrix. The Kronecker product of A and B, written A ® B, is an
r X ¢ matrix of s X d matrices. The matrix in the ¢th row and jth column
is a;; B. In total, A ® B is an rs x cd matrix.

Definition B.6. Let A be an r X ¢ matrix. Write A = [A;, As, ..., A/,
where A; is the ith column of A. Then the Vec operator stacks the columns
of A into an rc x 1 vector; thus,

[Vec(A)] = [A}, AL, ..., A].

14 13
a=lasfm=o 3]

ExamMmPLE B.7.

1(1 3) 4<1 3) 1 3 4 12
0 4 0 4 0 4 0 16
A®B_213513_26515’
0 4 0 4 0 8 0 20
Vec(A) = [1,2,4,5]".
Definition B.8. Let A be an n x n matrix. A is nonsingular if there

exists a matrix A~! such that A='A =T = AA~!. If no such matrix exists,
then A is singular. If A~ exists, it is called the inverse of A.

Theorem B.9. An n xn matrix A is nonsingular if and only if r(A4) =
n, i.e., the columns of A form a basis for R"”.
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Corollary B.10. Ay xn is singular if and only if there exists x # 0
such that Ax = 0.

For any matrix A, the set of all x such that Ax = 0 is easily seen to be
a vector space.

Definition B.11. The set of all x such that Ax = 0 is called the null
space of A.

Theorem B.12. If Aisn xn and r(A) = r, then the rank of the null
space of Aisn —r.

B.2 Eigenvalues and Related Results

The material in this section deals with eigenvalues and eigenvectors either
in the statements of the results or in their proofs. Again, this is meant to be
a brief review of important concepts; but in addition, there are a number
of specific results that may be unfamiliar.

Definition B.13. The scalar A is an eigenvalue of A, x, if A — X is
singular. A is an eigenvalue of multiplicity s if the rank of the null space of
A — Al is s. A nonzero vector x is an eigenvector of A corresponding to the
eigenvalue A if x is in the null space of A — A1, i.e., if Ax = Ax.

()= 0)
) ()

Combining the two equations gives

2 1|1 -1 |1 —-1{(3 O
R R
Note that if A is an eigenvalue of A, the eigenvectors corresponding to
A (along with the vector 0) form a subspace of C(A). For example, if
Az, = Axy and Axs = Axo, then A(xy + x2) = A(z1 + x2), so the set
of eigenvectors is closed under vector addition. Similarly, it is closed under
scalar multiplication, so it forms a subspace (except that eigenvectors can-

not be 0 and every subspace contains 0). If A = 0, this subspace is the null
space.

For example,

and
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If A is a symmetric matrix, and v and A are distinct eigenvalues, then the
eigenvectors corresponding to A and -y are orthogonal. To see this, let = be
an eigenvector for A and y an eigenvector for v. Then \x'y = 2’ Ay = va'y,
which can happen only if A = v or if 2’y = 0. Since A and v are distinct,
we have 2’y = 0.

Let A1, ..., A be the distinct nonzero eigenvalues of a symmetric matrix
A with respective multiplicities s(1),...,s(r). Let v, ..., v;5;) be a basis
for the space of eigenvectors of A;. We want to show that vi1,v12,..., Ups(r)
is a basis for C'(A4). Suppose v11,v12,. ..,V is N0t a basis. Since v;; €
C(A) and the v;js are linearly independent, we can pick € C(A) with x L
v;; for all i and j. Note that since Av;; = \;jv;;, we have (A)Pv;; = (A;)Pvy;.
In particular, z’'(A)Pv;; = 2’ (X)Pvi; = (Ai)P2’vi; = 0, so APz L v;; for any
i,7, and p. The vectors x, Az, A%z, ... cannot all be linearly independent,
so there exists a smallest value £ < n such that

AFz + b1 AP e+ b = 0.

Since there is a solution to this, for some real number p we can write the
equation as

(A—pl) (A e 42 A" P2+ 4 50) =0,

and p is an eigenvalue. (See Exercise B.1.) An eigenvector for p is y =
ARy 4oy 0 AR 20 4 oo+ yoz. Clearly, y L v; for any ¢ and j. Since k
was chosen as the smallest value to get linear dependence, we have y # 0.
If u # 0, y is an eigenvector that does not correspond to any of Ay, ..., Ay,
a contradiction. If y = 0, we have Ay = 0; and since A is symmetric, y
is a vector in C(A) that is orthogonal to every other vector in C'(4), i.e.,
y'y = 0 but y # 0, a contradiction. We have proven

Theorem B.14. If A is a symmetric matrix, then there exists a basis
for C'(A) consisting of eigenvectors of nonzero eigenvalues. If \ is a nonzero
eigenvalue of multiplicity s, then the basis will contain s eigenvectors for
A

If X\ is an eigenvalue of A with multiplicity s, then we can think of A
as being an eigenvalue s times. With this convention, the rank of A is the
number of nonzero eigenvalues. The total number of eigenvalues is n if A
is an m X n matrix.

For a symmetric matrix A, if we use eigenvectors corresponding to the
zero eigenvalue, we can get a basis for R™ consisting of eigenvectors. We
already have a basis for C'(A), and the eigenvectors of 0 are the null space
of A. For A symmetric, C'(A) and the null space of A are orthogonal com-
plements. Let Aq1,..., A, be the eigenvalues of a symmetric matrix A. Let
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v1, ..., U, denote a basis of eigenvectors for R", with v; being an eigenvec-
tor for A; for any 4.

Theorem B.15. If A is symmetric, there exists an orthonormal basis
for R™ consisting of eigenvectors of A.

PROOF. Assume )\;; = --- = \;, are all the \;s equal to any particular
value A, and let v;1,...,v; be a basis for the space of eigenvectors for
A. By Gram—Schmidt there exists an orthonormal basis w;y,...,w;; for

the space of eigenvectors corresponding to A. If we do this for each distinct
eigenvalue, we get a collection of orthonormal sets that form a basis for R™.
Since, as we have seen, for \; # A;, any eigenvector for A; is orthogonal to
any eigenvector for );, the basis is orthonormal. a

Definition B.16. A square matrix P is orthogonal if P’ = P~1. Note
that if P is orthogonal, so is P’.

Some examples of orthogonal matrices are

V2 =3 1
P ! V2 0 2 P: ! {1 1}
1= = - ) 2 = = )
V6 V2 3 1 V2 1 —1

1 0 0
Ps=10 -1 0

0 0 1

Theorem B.17. P, «n is orthogonal if and only if the columns of P

form an orthonormal basis for R".

PROOF. Necessity: It is clear that if the columns of P form an orthonor-
mal basis for R"™, then P'P = 1.

Sufficiency: Since P is nonsingular, the columns of P form a basis for
R™. Since P'P = I, the basis is orthonormal. O

Corollary B.18. P, «n is orthogonal if and only if the rows of P form
an orthonormal basis for R".

PROOF. P is orthogonal if and only if P’ is orthogonal, if and only if the

columns of P’ are an orthonormal basis, if and only if the rows of P are an
orthonormal basis. a

Theorem B.19. If A is an n x n symmetric matrix, then there exists
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an orthogonal matrix P such that P'AP = Diag()\;), where A1, Ao, ..., An
are the eigenvalues of A.

PrROOF. Let vy,vs,...,v, be an orthonormal set of eigenvectors of A
corresponding, respectively, to A1, Aa, ..., A\n. Let P = [v1,...,v,]. Then

v}
P'AP = D [Avy, ... Ay
vy, |
ot
= N HP ST T WM
vy, |
[ Avivr o Ao,
LAv 01 o AU,
= Diag(\;). O

The singular value decomposition for a symmetric matrix is given by the
following corollary.

Corollary B.20. A=PD(\)P'.

For example, using results illustrated earlier,

£ 2-10 A0 0 VA

Definition B.21. A symmetric matrix A is positive (nonnegative)
definite if, for any nonzero vector v € R™, v' Av is positive (nonnegative).

Theorem B.22. A is nonnegative definite if and only if there exists a
square matrix @ such that A = QQ'.

PRrROOF. Necessity: We know that there exists P orthogonal with
P'AP = Diag()\;). The ;s must all be nonnegative, because if e; =
(0,...,0,1,0,...,0) with the 1 in the jth place and we let v = Pe;,
then 0 < v'Av = e/ Diag(\i)e; = A;. Let @ = PDiag(v/A;). Then, since
PDiag(\;)P' = A, we have

QQ' = PDiag(\,)P' = A.
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Sufficiency: If A = QQ’, then v’ Av = (Q'v)'(Q'v) > 0. O

Corollary B.23. A is positive definite if and only if () is nonsingular
for any choice of Q.

PROOF.  There exists v # 0 such that v’ Av = 0 if and only if there exists
v # 0 such that Qv = 0, which occurs if and only if @’ is singular. The
contrapositive of this is that v"Av > 0 for all v # 0 if and only if Q' is

nonsingular. m]
Theorem B.24. If A is an n X n nonnegative definite matrix with
nonzero eigenvalues Aq,...,\., then there exists an n X r matrix Q =

Q1Q5" such that Q; has orthonormal columns, C(Q;) = C(A), Qs is
diagonal and nonsingular, and Q' AQ = I.

ProoF. Let vy,...,v, be an orthonormal basis of eigenvectors with
v1,...,0, corresponding to Aq,...,A.. Let Q1 = [v1,...,v,]. By an ar-
gument similar to that in the proof of Theorem B.19, Q] AQ; = Diag();),
i=1,...,7. Now take Q; = Diag(v/;) and Q = Q,Q;". O

Corollary B.25. Let W = Q1Q2. Then WIW’' = A.

PRrROOF.  Since Q'AQ = Q;lQ’lAQle_l = I and @) is symmetric,
Q1 AQ1 = Q2Q%. Multiplying gives

Q1Q1AQ1Q1 = (Q1Q2)(Q2Q1) = WW'.

But @1Q} is a perpendicular projection matrix onto C(A), so
Q1Q1AQ1Q} = A (cf. Definition B.31 and Theorem B.35). O

Corollary B.26. AQQ'A= A and QQ'AQQ' = QQ'.

PROOF.  AQQ'A=WW'QQWW' = WQ:Q1Q:1Q; ' Q3 Q1Q1Q:W' =
A QQ'AQQ = QR'WIV'QQ' = QQy Q1Q1Q2Q:Q110Q5' Q' = QQ'. O

Definition B.27. Let A = [a;;] be an n x n matrix. The trace of A is
tr(A) = 370 aii.

Theorem B.28. For matrices A, s and Bgx,, tr(AB) = tr(BA).

PROOF. See Exercise B.8. O

Theorem B.29. If A is a symmetric matrix, tr(4) = Y| A;, where
A1, ..., Ay are the eigenvalues of A.
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PrROOF. A = PD()\;)P’ with P orthogonal

tr(A) = tr(PD()\)P') = tr(D(\;)P'P)
= tr(D()\i)):Z/\i. -

To illustrate, we saw earlier that the matrix had eigenvalues of

1 2
3 and 1. In fact, a stronger result than Theorem B.29 is true. We give it
without proof.

Theorem B.30. tr(A) = Y0, A\, where Ay, ..., A, are the eigenvalues
of A.

B.3 Projections

This section is devoted primarily to a discussion of perpendicular projection
operators. It begins with their definition, some basic properties, and two
important characterizations: Theorems B.33 and B.35. A third important
characterization, Theorem B.44, involves generalized inverses. Generalized
inverses are defined, briefly studied, and applied to projection operators.
The section continues with the examination of the relationships between
two perpendicular projection operators and closes with discussions of the
Gram—Schmidt theorem, eigenvalues of projection operators, and oblique
(nonperpendicular) projection operators.

We begin by defining a perpendicular projection operator onto an ar-
bitrary space. To be consistent with later usage, we denote the arbitrary
space C(X) for some matrix X.

Definition B.31. M is a perpendicular projection operator (matriz)
onto C(X) if and only if

(i) v € C(X) implies Mv =wv (projection)

(ii) w L C(X) implies Mw =0  (perpendicularity).

For example, consider the subspace of R? determined by vectors of the
form (2a,a)’. Tt is not difficult to see that the orthogonal complement of
this subspace consists of vectors of the form (b, —2b)’. The perpendicular
projection operator onto the (2a,a)’ subspace is
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To verify this note that
u(2)-[3 26~ () - ()
w(8)-[3 4 () -(3H)-()

Proposition B.32. If M is a perpendicular projection operator onto
C(X), then C(M) = C(X).

and

PROOF. See Exercise B.2. O

Note that both columns of

8 4
v=14 3]
have the form (2a,a)’.
Theorem B.33. M is a perpendicular projection operator on C(M)

if and only if MM = M and M' = M.

ProoF.  Sufficiency: Write v = vy + v, where v1 € C(M) and ve L
C(M), and let w = wy + wy with wy € C(M) and we L C(M). Since
(I —M)yw=(I—-M)vy =vy and Mw = Mw, = wy, we get

w' M'(I — M)v=wiM'(I — M)vy = wivy = 0.

This is true for any v and w, so we have M'(I — M) =0 or M’ = M'M.
Since M'M is symmetric, M’ must also be symmetric, and this implies
that M = M M.

Necessity: If M? = M and v € C(M), then since v = Mb we have
Mv=MMb=Mb=v.If M' = M and w L C(M), then Mw = M'w =10
because the columns of M are in C(M). ad

In our example,

e S I R M

and
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Proposition B.34. Perpendicular projection operators are unique.

Proor. Let M and P be perpendicular projection operators onto some
space M. Let v € R™ and write v = v; + v9, v1 € M, vo L M. Since v is
arbitrary and Mv = v; = Pv, we have M = P. m]

For any matrix X, we will now find two ways to characterized the per-
pendicular projection operator onto C(X). The first method depends on
the Gram—Schmidt theorem; the second depends on the concept of a gen-
eralized inverse.

Theorem B.35. Let 01, ..., 0, be an orthonormal basis for C(X), and
let O = [o1,...,0,]. Then OO" = Y""_, 0,0} is the perpendicular projection
operator onto C(X).

Proor. OO’ is symmetric and OO’'0O0’ = OI,0’ = O0’; so, by Theo-
rem B.33, it only remains to show that C(00’) = C(X). Clearly C(O0’) C
C(0) = C(X). On the other hand, if v € C(O), then v = Ob for some vec-
tor b € R™ and v = Ob = OI,.b = OO'0b; so clearly v € C(O0’). O

For example, to find the perpendicular projection operator for vectors of
the form (2a,a)’, we can find an orthonormal basis. The space has rank 1
and to normalize (2a,a)’, we must have

1= (2a,a) (2;> = 4a® + a® = 5a*%;

so a2 =1/5 and a = +1//5. If we take (2/1/5,1/4/5)" as our orthonormal
basis, then

M= (f?g) (2/V5,1/V5) = [j ﬂ ,

as was demonstrated earlier.

One use of Theorem B.35 is that, given a matrix X, one can use the
Gram-Schmidt Theorem to get an orthonormal basis for C(X) and thus
obtain the perpendicular projection operator.

We now examine properties of generalized inverses. Generalized inverses
are a generalization on the concept of the inverse of a matrix. Although
the most common use of generalized inverses is in solving systems of lin-
ear equations, our interest lies primarily in their relationship to projection
operators. The discussion below is given for an arbitrary matrix A.

Definition B.36. A generalized inverse of a matrix A is any matrix
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G such that AGA = A. The notation A~ is used to indicate a generalized
inverse of A.

Theorem B.37. If A is nonsingular, the unique generalized inverse of

Ais AL

PrOOF. AA 'A=1TA= A, so A~!is a generalized inverse. If AA~A =
A, then AA= = AA=AA™' = AA~! = I; so A~ is the inverse of A. a

Theorem B.38. For any symmetric matrix A, there exists a general-
ized inverse of A.

PROOF.  There exists P orthogonal so that P’AP = D()\;) and A =
PD(\)P'. Let

v_{l//\i if \; #£0

‘0 it =0"

and G = PD(v;)P’. We now show that G is a generalized inverse of A. P
is orthogonal, so P'P = I and

AGA = PD(\)P'PD(y;))P'PD(\;) P
= PDO)D(i) D) P!
= PD(\)P
= A O

Although this is the only existence result we really need, later we will
show that generalized inverses exist for arbitrary matrices.

Theorem B.39. If G; and G2 are generalized inverses of A, then so
is GlAGg.
PRrROOF. A(GlAGQ)A = (AGlA)GQA = AGQA = A. O

For A symmetric, A~ need not be symmetric.

ExaMPLE B.40. Consider the matrix

b )

[1{a —01}’

It has a generalized inverse
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and in fact, by considering the equation
a b r s|la b | |a b
b b2/a| |t ul|l|b b*/a|  |b b*/al’

it can be shown that if » = 1/a, then any solution of at + as+ bu = 0 gives
a generalized inverse.

Corollary B.41. For a symmetric matrix A, there exists A~ such that
ATAA"=A  and (A7) =A".

Proor. Take A~ as the generalized inverse in the proof of Theorem B.38.
Clearly, A~ = PD(v;)P’ is symmetric and

A~AA~ = PD(v)P'PD(X\;)P'PD(v;)P'
= PD(vi)D(N)D(v:) P’
— PD(3)P'
= A". O
Definition B.42. A generalized inverse A~ for a matrix A that has

the property A= AA~ = A~ is said to be reflexive.

Corollary B.41 establishes the existence of a reflexive generalized inverse
for any symmetric matrix. Note that Corollary B.26 previously established
the existence of a reflexive generalized inverse for any nonnegative definite
matrix.

Generalized inverses are of interest in that they provide an alternative
to the characterization of perpendicular projection matrices given in The-
orem B.35. The two results immediately below characterize the perpendic-
ular projection matrix onto C'(X).

Lemma B.43. If G and H are generalized inverses of (X'X), then
(i) XGX'X = XHX'X = X.
(i) XGX' = XHX'.
PrROOF. For v € R", let v = v + v9 with v; € C(X) and v L C(X).
Also let v; = Xb for some vector b. Then
VXGX'X = v XGX'X =V (X'X)G(X'X) = b(X'X) = v'X.

Since v and G are arbitrary, we have shown (i).
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To see (ii), observe that for the arbitrary vector v above,

XGX'v=XGX'Xb=XHX'Xb=XHX'v. a

Since X’X is symmetric, there exists a generalized inverse (X’'X)~ that
is symmetric. For this generalized inverse, X (X’'X)~ X’ is symmetric; so,
by the above lemma, X (X’'X)~ X’ must be symmetric for any choice of
(X'X)".

Theorem B.44. X (X'X)~ X’ is the perpendicular projection operator
onto C'(X).

PrROOF. We need to establish conditions (i) and (ii) of Definition B.31.
(i) For v € C(X), write v = Xb, so by Lemma B.43, X(X'X)  X'v =
X(X'X)"X'Xb=Xb=v. (ii) fw L C(X), X(X'X)"X'w = 0. O

For example, one spanning set for the subspace of vectors with the form
(2a,a) is (2,1)". It follows that

e (e (] - [2 4)

as was shown earlier.
The next five results examine the relationships between two perpendic-
ular projection matrices.

Theorem B.45. Let M7 and M, be perpendicular projection matrices
on R™. (M; + My) is the perpendicular projection matrix onto C(M;, Ma)
if and only if C(M;) L C(My).

PROOF.
(a) If C(My) L C(My), then My Ms = MsM; = 0. Because
(My 4 Ms)?* = M} + M3 + My My + MyMy = M} + M3 = M, + M,

and
(M1 + Ms) = Mj + M} = My + M,

M, + M is the perpendicular projection matrix onto C(M; + Ms).
Clearly C(M;+Ms) C C(My, Ms). To see that C(My, My) C C(M;y+
My), write v = M1by + Maby. Then, because M1 Mo = MsM; = 0,
(M1 + MQ)U =v. Thus, C(Ml,MQ) = C(Ml + MQ)
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(b) If My + M> is a perpendicular projection matrix, then

(My + M) = (M + Ms)* = M? + M3 + My My + My M,
= M; + Ms+ My My + MoM,.

Thus, M1M2 + M2M1 =0.

Multiplying by M; gives 0 = MZMy+ My MyMy = My Mo+ My My My
and —My MM, = MyMs. Since —M;MsM; is symmetric, so is
M Ms. This gives MiMs = (M1 M) = MyMy, so the condition
My My + MsM; = 0 becomes 2(M1M2) =0 or M1 M5 = 0. By sym-
metry, this says that the columns of M; are orthogonal to the columns
of Mz. O

Theorem B.46. If My and Ms are symmetric, C(M;) L C(Ms),
and (M; + Ms) is a perpendicular projection matrix, then My and M are
perpendicular projections matrices.

Proor.
(M) 4 M) = (M, + My)* = ME + MZ + My My + Mo M.

Since My and My are symmetric with C(M;) L C(Ms), we have My M, +
MyM, = 0 and My, + My = M12 + 1\422 Rearranging gives M, — ]\422 =
M12 — My, so C(M2 — M22) = C(Mlz — Ml) Now C(Mg — M22) C C(MQ)
and C(M2Z— M) C C(My), so C(My— M32) 1. C(M?— M;). The only way
a vector space can be orthogonal to itself is if it consists only of the zero
vector. Thus, My — M3 = M? — My =0, and My = M2 and M; = M}. O

Theorem B.47. Let M and M, be perpendicular projections matrices
with C(My) C C(M). Then M — My is a perpendicular projection matrix.

PrROOF.  Since C(My) C C(M), MMy = My and, by symmetry, MoM =
M. Checking the conditions of Theorem B.33, we see that (M — My)? =
MZ—MMo—MoM—i-Mg = M—Mo—M0+M0 = ]\4—]\407 and (M—Mo)/
M — M,. O

Theorem B.48. Let M and M, be perpendicular projections matrices
with C(My) C C(M), then C(M — M) is the orthogonal complement of
C(My) with respect to C'(M), i.e., C(M — My) = C(Mo)é(M)-

ProoF. C(M — My) L C(My) because (M — My)Mo = MMy — Mg =
Mo— My = 0. Thus, C(M — M) is contained in the orthogonal complement
of C(Mp) with respect to C(M). If x € C(M) and « L C(My), then
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x =Mz = (M — My)x + Mox = (M — Mp)z. Thus, x € C(M — My), so
the orthogonal complement of C'(My) with respect to C(M) is contained
in C(M — Mp). o

Corollary B.49. r(M) =r(My) + r(M — My).

One particular application of these results involves I, the perpendicular
projection operator onto R™. For any other perpendicular projection oper-
ator M, I — M is the perpendicular projection operator onto the orthogonal
complement of C'(M) with respect to R™.

For example, the subspace of vectors with the form (2a,a)’ has an or-
thogonal complement consisting of vectors with the form (b, —2b)’. With
M as given earlier,

10 8 4 2 -4
I_M_{o 1]_[.4 .2}_[—.4 .8]
Note that

(I - M) <b2b) = <b2b> and (I — M) <2;) =0;

so by definition I — M is the perpendicular projection operator onto the
space of vectors with the form (b, —2b)’.

At this point, we examine the relationship between perpendicular pro-
jection operations and the Gram—Schmidt Theorem A.12. Recall that in
the Gram—Schmidt Theorem, zi,...,z, denotes the original basis and
Y1, - .., Yr denotes the orthonormal basis. Let

s
i=1

Applying Theorem B.35, My is the perpendicular projection operator onto
C(zx1,...,zs). Now define

Ws+1 = (I - Ms)xs+1~

Thus, wsy1 is the projection of x4 onto the orthogonal complement of
C(zx1,...,zs). Finally, ys41 is just w41 normalized.

Consider the eigenvalues of a perpendicular projection operator M. Let
v1,...,0, be a basis for C(M). Then Mv; = v;, so v; is an eigenvector of
M with eigenvalue one. In fact, one is an eigenvalue of M with multiplicity
r. Now, let wi,...,w,—, be a basis for C(M)+. Mw; = 0, so zero is an
eigenvalue of M with multiplicity n —r. We have completely characterized
the n eigenvalues of M. Since tr(M) equals the sum of the eigenvalues, we
have tr(M) = r(M).
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In fact, if A is an n x n matrix with A2 = A, any basis for C(A) is a
basis for the space of eigenvectors for the eigenvalue 1. The null space of
A is the space of eigenvectors for the eigenvalue 0. The rank of A and the
rank of the null space of A add to n, and A has n eigenvalues, so all the
eigenvalues are accounted for. Again, tr(4) = r(A).

Definition B.50.

(a) If A is a square matrix with A% = A, then A is called idempotent.

(b) Let N and M be two spaces with NN M = {0} and r(N)+7(M) = n.
The square matrix A is a projection operator onto N along M if (1)
Av = for any v € N and (2) Aw =0 for any w € M.

If the square matrix A has the property that Av = v for any v € C(A),
then A is the projection operator (matrix) onto C'(A) along C(A’)*. (Note
that C(A’)* is the null space of A.) It follows immediately that if A is
idempotent, then A is a projection operator onto C(A) along N (A) =
C(AN*.

The uniqueness of projection operators can be established like it was
for perpendicular projection operators. Note that x € R™ can be written
uniquely as x = v+ w for v € N and w € M. To see this, take basis
matrices for the two spaces, say N and M, respectively. The result follows
from observing that [NV, M] is a basis matrix for R". Because of the rank
conditions, [N, M] is an n x n marix. It is enough to show that the columns
of [N, M] must be linearly independent. 0 = [N, M] i = Nb+ Mc
implies Nb = M (—c) which, since N' N M = {0}, can only happen when
Nb = 0= M(—c), which, because they are basis matrices, can only happen

when b = 0 = (—c), which implies that {i} = 0, and we are done.

Any projection operator that is not a perpendicular projection is referred
to as an oblique projection operator.

To show that a matrix A is a projection operator onto an arbitrary
space, say C(X), it is necessary to show that C(A) = C(X) and that for
x € C(X), Ax = z. A typical proof runs in the following pattern. First show
that Az = z for any z € C(X). This also establishes that C(X) C C(A).
To finish the proof, it suffices to show that Av € C(X) for any v € R"
because this implies that C(A) C C(X).

In this book, our use of the word “perpendicular” is based on using the
standard inner product, which defines Euclidean distance. In other words,
for two vectors z and y, their inner product is z’y. By definition, the vectors
x and y are orthogonal if their inner product is zero. The length of a vector
x is defined as the square root of the inner product of x with itself, i.e.,
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||| = Va'z. These concepts can be generalized. For a positive definite
matrix B, we can define an inner product between z and y as z'By. As
before, x and y are orthogonal if their inner product is zero and the length
of x is the square root of its inner product with itself (now ||z|| g = V2’ Bzx).
As argued above, any idempotent matrix is always a projection operator,
but which one is the perpendicular projection operator depends on the inner
product. As can be seen from Proposition 2.7.2 and Exercise 2.5, the matrix
X(X’'BX)~ X'B is an oblique projection onto C'(X) for the standard inner
product; but it is the perpendicular projection operator onto C'(X) with
the inner product defined using the matrix B.

B.4 Miscellaneous Results

Proposition B.51. For any matrix X, C(XX') = C(X).

Proor. Clearly C(XX') C C(X), so we need to show that C(X) C
C(XX'). Let z € C(X). Then x = Xb for some b. Write b = bg + by, where
bp € C(X') and by L C(X'). Clearly, Xb, = 0, so we have z = Xby. But
bp = X'd for some d; so x = Xby = XX'd and x € C(XX'). o

Corollary B.52. For any matrix X, r(XX') = r(X).
PrOOF. See Exercise B.4. ]
Corollary B.53. If X,,xp has r(X) = p, then the p x p matrix X'X

is nonsingular.

ProOOF. See Exercise B.5. O

Proposition B.54. If B is nonsingular, C(XB) = C(X).

Proor. Clearly, C(XB) C C(X). To see that C(X) C C(XB), take
x € C(X). It follows that for some vector b, * = Xb; so v = XB(B~'b) €
C(XB). O

It follows immediately from Proposition B.54 that the perpendicular pro-
jection operators onto C(X B) and C(X) are identical.
We now show that generalized inverses always exist.

Theorem B.55. For any matrix X, there exists a generalized inverse
X~
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PrROOF. We know that (X'X)~ exists. Set X~ = (X'X)~X’'. Then
XX X =X(X'X)"X'X = X because X(X'X)~ X’ is a projection ma-
trix onto C'(X). O

Proposition B.56. When all inverses exist, [A + BCD] ' = A~ —
AT'B[C' 4+ DAT'B] "' DAL

PROOF.
[A+BCD] [A™! — A7 B[C' + DA™'B] ' DA™]
— I-B[C'+DA'B]"' DA™ + BCDA™!
~ BCDA™'B[C™' + DA'B] "' DA™}
= I-B[I+CDA'B][C™' + DA™'B] ' DA™' + BCDA™}

= I-BC[C'+DA'B][C™' + DAT'B] " DA™! + BCDA™!
= I-BCDA'+BCDA ' =1. O

When we consider applications of linear models, we will frequently need
to refer to matrices and vectors that consist entirely of 1s. Such matrices are
denoted by the letter J with various subscripts and superscripts to specify
their dimensions. J¢ is an r X ¢ matrix of 1s. The subscript indicates the
number of rows and the superscript indicates the number of columns. If
there is only one column, the superscript may be suppressed, e.g., J, = J!.
In a context where we are dealing with vectors in R™, the subscript may
also be suppressed, e.g., J = J,, = J!.

A matrix of zeros will always be denoted by 0.

B.5 Properties of Kronecker Products and Vec
Operators

Kronecker products and Vec operators are extremely useful in multivariate
analysis and some approaches to variance component estimation. They are
also often used in writing down balanced ANOVA models. We now present
their basic algebraic properties.

1. If the matrices are of conformable sizes, [A ® (B + C)] = [A® B] +
[A® C].

2. If the matrices are of conformable sizes, [(A+ B)® C] =[A® C] +
[B® C].

3. If @ and b are scalars, ab[A ® B] = [aA ® bB].
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4. If the matrices are of conformable sizes, [A® B|[C ® D] = [AC® BD].

5. The generalized inverse of a Kronecker product matrix is [A® B]~ =
[A-® B7].

6. For two vectors v and w, Vec(vw') = w ® v.

7. For a matrix W and conformable matrices A and B, Vec(AWB’) =
[B ® A]Vec(W).

8. For conformable matrices A and B, Vec(A)'Vec(B) = tr(A'B).

9. The Vec operator commutes with any matrix operation that is per-
formed elementwise. For example, E{Vec(W)} = Vec{E(W)} when
W is a random matrix. Similarly, for conformable matrices A and B
and scalar ¢, Vec(A+B) = Vec(A)+Vec(B) and Vec(pA) = ¢pVec(A).

10. If A and B are positive definite, then A ® B is positive definite.

Most of these are well known facts and easy to establish. Two of them
are somewhat more unusual and we present proofs.

ITEM 7. We show that for a matrix W and conformable matrices A
and B, Vec(AWB’) = [B ® A]Vec(W). First note that if Vec(AW) =
[I ® A]Vec(W) and Vec(WB’) = [B ® I|Vec(W), then Vec(AWDB') = [I ®
AlVec(WB') = [I ® A]|[B @ I[Vec(W) = [B ® A]Vec(W).

To see that Vec(AW) = [I ® A]Vec(W), let W be r x s and write W in
terms of its columns W = [wy,...,ws]. Then AW = [Awy, ..., Aw,] and
Vec(AW) stacks the columns Awy, ..., Aws. On the other hand,

A 0 wy Awy
[I ® A]Vec(W) = =
0 A Wi Aw,

To see that Vec(WB’) = [B ® I|Vec(W), take W as above and write
Bxs = [bij] with rows b, ..., b, . First note that WB’' = [Wby, ..., Wby,],
so Vec(W B’) stacks the columns Wby, ..., Whb,,. Now observe that

bid, - bisly wy Wby
[B® I,|Vec(W) = : : C| = :
by o bmsIy W Wby,

ITEM 10. To see that if A+, and Bsxs are positive definite, then AQ B
is positive definite, consider the eigenvalues and eigenvectors of A and B.
Recall that a symmetric matrix is positive definite if and only if all of its
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eigenvalues are positive. Suppose that Av = ¢v and Bw = fw. We now
show that all of the eigenvalues of A ® B are positive. Observe that

[A® Bllvew] = [Av® Bw]
= [pv®0u]
POlv @ w).

This shows that [v ® w] is an eigenvector of [A ® B] corresponding to the
eigenvalue ¢f. As there are r choices for ¢ and s choices for 6, this accounts
for all rs of the eigenvalues in the rs X rs matrix [A ® B]. Moreover, ¢ and
0 are both positive, so all of the eigenvalues of [A ® B] are positive.

B.6 Tensors

Tensors are simply an alternative notation for writing vectors. This no-
tation has substantial advantages when dealing with quadratic forms and
when dealing with more general concepts than quadratic forms. Our main
purpose in discussing them here is simply to illustrate how flexibly sub-
scripts can be used in writing vectors.

Consider a vector Y = (y1, ..., yn) . The tensor notation for this is simply
y;. We can write another vector a = (ay,...,a,)" as a;. When written
individually, the subscript is not important. In other words, a; is the same
vector as a;j. Note that the length of these vectors needs to be understood
from the context. Just as when we write Y and a in conventional vector
notation, there is nothing in the notation y; or a; to tell us how many
elements are in the vector.

If we want the inner product @'Y, in tensor notation we write a;y;. Here
we are using something called the summation convention. Because the sub-
scripts on a; and y; are the same, a;y; is taken to mean Z?:l a;y;. If, on
the other hand, we wrote a;y;, this means something completely differ-
ent. a;y; is an alternative notation for the Kroneker product [a ® Y] =
(@1y1,- -, 01Yn, G2Y1, - - -, anYn) - In [a @ Y] = a;y;, we have two subscripts
identifying the rows of the vector.

Now, suppose we want to look at a quadratic form Y’ AY, where Y is an
n vector and A is n X n. One way to rewrite this is

Y'AY = ZZyiaijyj = Z Zaijyiyj = Vec(A)'[Y @ Y].

i=1 j=1 i=1 j=1

Here we have rewritten the quadratic form as a linear combination of the
elements in the vector [V ® Y]. The linear combination is determined by
the elements of the vector Vec(A4). In tensor notation, this becomes quite
simple. Using the summation convention in which objects with the same
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subscript are summed over,
Y'AY = yiaizy; = aijyiy;-

The second term just has the summation signs removed, but the third term,
which obviously gives the same sum as the second, is actually the tensor
notation for Vec(A)'[Y ® Y]. Again, Vec(A) = (a11, az21,0a31, - .., any)’ uses
two subscripts to identify rows of the vector. Obviously, if you had a need
to consider things like

n n n
Z Z Z A kYiYi Yk = ikl Yk,

i=1j=1k=1

the tensor version a;;xy;y;yr saves some work.

There is one slight complication in how we have been writing things.
Suppose A is not symmetric and we have another n vector W. Then we
might want to consider

W/AY = i i W;Ai5Y 5 -

i=1 j=1

In this case, a little care must be used because

W'AY = z”: z": wia;y; = z": Zn: a;jyjw; = Vec(A)'Y @ W]

i=1j=1 i=1 j=1

or WAY = Y'A'W = Vec(A")[W ® Y]. However, with A nonsymmetric,
W'A'Y = Vec(A")[Y @W] is typically different from W’ AY". The Kronecker
notation requires that care be taken in specifying the order of the vectors
in the Kroneker product, and whether or not to transpose A before using
the Vec operator. In tensor notation, W’AY is simply w;a;;y;. In fact, the
orders of the vectors can be permuted in any way; so, for example, a;;y;w;
means the same thing. W’A'Y is simply w;a;;y;. The tensor notation and
the matrix notation require less effort than the Kronecker notation.

For our purposes, the real moral here is simply that the subscripting of an
individual vector does not matter. We can write a vector Y = (y1,...,yn)’
as Y = [yx] (in tensor notation as simply yx), or we can write the same
n vector as Y = [y;;] (in tensor notation, simply y;;), where, as long as
we know the possible values that ¢ and j can take on, the actual order
in which we list the elements is not of much importance. Thus if ¢ =
1,...;,tand j = 1,...,N; with n = Zle N;, it really does not matter
if we write a vector Y as (y1,...,Yn)s OF (Y11, -, Y1Ny, Y215 - - - s YtN,) s OF
(Ye1s - s YeNy s Yt—1,15 - - -, Y1N, ), or in any other fashion we may choose, as
long as we keep straight which row of the vector is which. Thus, a linear
combination @'Y can be written ZZ=1 agyy Or ZE=1 Z;\f:l a;;y;;. In tensor
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notation, the first of these is simply axy; and the second is a;;y;;. These
ideas become very handy in examining analysis of variance models, where
the standard approach is to use multiple subscripts to identify the various
observations. The subscripting has no intrinsic importance; the only thing
that matters is knowing which row is which in the vectors. The subscripts
are an aid in this identification, but they do not create any problems. We
can still put all of the observations into a vector and use standard operations
on them.

B.7 Exercises

Exercise B.1

(a) Show that

AFz + b AR+ b =
(A —pl) (Akflm + oA 2z 4 T0z) =0,

where p is any nonzero solution of by + byw + - -+ + brw® = 0 with
by=1and 7; = —(bg + bipp+ -+ bjp? )/, 5 =0,...,k.

(b) Show that if the only root of by + byw + - - - + brwk is zero, then the
factorization in (a) still holds.

(¢) The solution p used in (a) need not be a real number, in which case
1 is a complex eigenvalue and the 7;s are complex; so the eigenvector
is complex. Show that with A symmetric, g must be real because the
eigenvalues of A must be real. In particular, assume that

Ay +iz) = AN+ iv)(y + i2),

for y, z, A, and ~ real vectors and scalars, respectively, set Ay =
Ay — vz, Az = vy + Az, and examine 2z’ Ay = 3’ Az.

Exercise B.2 Prove Proposition B.32.

Exercise B.3 Show that any nonzero symmetric matrix A can be
written as A = PDP’, where C(A) = C(P), P'P = I, and D is nonsingu-
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lar.

Exercise B.4 Prove Corollary B.52.

Exercise B.5 Prove Corollary B.53.

Exercise B.6 Show tr(cl,) = nc.

Exercise B.7 Let a, b, ¢, and d be real numbers. If ad — bc # 0, find

the inverse of

a b

c d|’
Exercise B.8 Prove Theorem B.28, i.e., let A be an r X s matrix,
let B be an s x r matrix, and show that tr(AB) = tr(BA).

Exercise B.9 Determine whether the matrices given below are
positive definite, nonnegative definite, or neither.

3 2 =2 26 -2 -7 26 2 13 3 2 =2

2 2 —2|:;|-2 4 —6|:|2 4 6]|;] 2 —2 -2

-2 -2 10 -7 —6 13 13 6 13 -2 -2 10
Exercise B.10 Show that the matrix B given below is positive

definite, and find a matrix @ such that B = QQ’. (Hint: The first row of
@ can be taken as (1,—1,0).

2 -1 1
B=|-1 1 0
1 0 2
Exercise B.11 Let
2 0 4 1 0 0 1 4 1
A= 1|1 5 7|;B=|0 0 1|;C= 2 5 1
1 -5 -3 0 1 0 -3 0 1

Use Theorem B.35 to find the perpendicular projection operator onto the
column space of each matrix.

Exercise B.12 Show that for a perpendicular projection matrix M,

Zmej =r(M).
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Exercise B.13 Prove that if M = M'M, then M = M’ and M =
M?2.
Exercise B.14 Let M; and M> be perpendicular projection ma-

trices, and let My be a perpendicular projection operator onto C(Mj) N
C(Ms). Show that the following are equivalent:

(a) M1M2 = M2M1.
(b) My M, = M.
(© {can)nicon)nc@p)} L {c(mn) ncan)ncon)}.

Hints: (i) Show that M; M, is a projection operator. (ii) Show that M; Mo
is symmetric. (iii) Note that C'(M;) N [C(M;) N C(My)]*" = C(M; — My).

Exercise B.15 Let M7 and M5 be perpendicular projection matri-
ces. Show that

(a) the eigenvalues of M; M, have length no greater than 1 in absolute
value (they may be complex).

(b) tI‘(MlMQ) S ’I"(MlMQ).

Hints: For part (a) show that with 2/ Mz = ||[Mz||?, | Mz| < ||z|| for any
perpendicular projection operator M. Use this to show that if My Msx =
Az, then || My Mozx| > |\ || M1 Maz||.

Exercise B.16 For vectors z and y, let M, = z(2'z)"'a’ and
M, = y(y'y)~'y’. Show that M,M, = M,M,, if and only if C(z) = C(y)
orz L y.

Exercise B.17 Consider the matrix
0 1

A= [ 0 1} |
(a) Show that A is a projection matrix.

(b) Is A a perpendicular projection matrix? Why or why not?

(¢) Describe the space that A projects onto and the space that A projects
along. Sketch these spaces.

(d) Find another projection operator onto the space that A projects onto.
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Exercise B.18 Let A be an arbitrary projection matrix. Show that
C(I—A)=C(A)*:.

Hints: Recall that C(A’)* is the null space of A. Show that (I — A) is a
projection matrix.

Exercise B.19 Show that if A~ is a generalized inverse of A, then
so is

G=A"AA"+ (I — A" A)By + By(I — AA™)

for any choices of By and By with conformable dimensions.

Exercise B.20 Let A be positive definite with eigenvalues Ay, ..., \,.
Show that A~! has eigenvalues 1/\1,...,1/)\, and the same eigenvectors
as A.
Exercise B.21 For A nonsingular, let
Ar A
A= ,
[Am Ago

and let A1.0 = A1 — A12A2_21A21. Show that if all inverses exist,
AT — ALy ApAy
A7l = ,
— Ay An ATy Ay + Ay An AT A Ay
and that

_ _ _ _ _ -1
14221 + A221A21A1_§A12A221 = [A22 - A21A111A12] .
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Appendix C: Some Univariate
Distributions

The tests and confidence intervals presented in this book rely almost ex-
clusively on the x2, ¢, and F distributions. This appendix defines each of
the distributions.

Definition C.1. Let Zi,...,Z, be independent with Z; ~ N(u;,1).
Then
W=> 7
i=1

has a noncentral chi-square distribution with n degrees of freedom and
noncentrality parameter y = Y. | u?/2. Write W ~ x?*(n, 7).

See Rao (1973, sec. 3b.2) for a proof that the distribution of W depends
only on n and ~.

It is evident from the definition that if X ~ x2(r,v) and Y ~ x2(s,6)
with X and Y independent, then (X +Y) ~ x?(r + 5,7+ ). A central x>
distribution is a distribution with a noncentrality parameter of zero, i.e.,
x2(r,0). We will use x2(r) to denote a x?(r,0) distribution. The 100ath
percentile of a x2(r) distribution is the point x2(c,7) that satisfies the
equation

Pr [XQ(’I") < XQ(a,r)] = a.

Definition C.2. Let X ~ N(p,1) and Y ~ x2(n) with X and YV
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independent. Then
X

VY/n

has a noncentral t distribution with n degrees of freedom and noncentrality
parameter p. Write W ~ t(n, u). If = 0, we say that the distribution is a
central ¢ distribution and write W ~ ¢(n). The 100ath percentile of a t(n)
distribution is denoted t(«, n).

W =

Definition C.3. Let X ~ x2(r,7) and Y ~ x2(s,0) with X and YV’
independent. Then
X/r
Y/s

has a noncentral F' distribution with r numerator and s denominator de-
grees of freedom and noncentrality parameter . Write W ~ F(r,s,7).
If v = 0, write W ~ F(r,s) for the central F distribution. The 100ath
percentile F(r,s) is denoted F(a,r,s).

As indicated, if the noncentrality parameter of any of these distributions
is zero, the distribution is referred to as a central distribution (e.g., cen-
tral F' distribution). The central distributions are those commonly used in
statistical methods courses. If any of these distributions is not specifically
identified as a noncentral distribution, it should be assumed to be a central
distribution.

It is easily seen from Definition C.1 that any noncentral chi-squared dis-
tribution tends to be larger than the central chi-square distribution with
the same number of degrees of freedom. Similarly, from Definition C.3, a
noncentral F' tends to be larger than the corresponding central F' distri-
bution. (These ideas are made rigorous in Exercise C.1.) The fact that the
noncentral F' distribution tends to be larger than the corresponding central
F distribution is the basis for many of the tests used in linear models. Typ-
ically, test statistics are used that have a central F' distribution if the null
hypothesis is true and a noncentral F' distribution if the null hypothesis is
not true. Since the noncentral F' distribution tends to be larger, large values
of the test statistic are consistent with the alternative hypothesis. Thus,
the form of an appropriate rejection region is to reject the null hypothesis
for large values of the test statistic.

The power of these F' tests is simply a function of the noncentrality
parameter. Given a value for the noncentrality parameter, there is no the-
oretical difficulty in finding the power of an F' test. The power simply
involves computing the probability of the rejection region when the prob-
ability distribution is a noncentral F. Davies (1980) gives an algorithm
for making these and more general computations with software available
through STATLIB.
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We now prove a theorem about central F' distributions that will be useful
in Chapter 5.

Theorem C.4. If s > ¢, then sF'(1 — a,s,v) > tF(1 —a,t,v).

PROOF. Let X ~ x2%(s),Y ~ x2(t), and Z ~ x?(v). Let Z be independent
of X and Y. Note that (X/s)/(Z/v) has an F(s,v) distribution; so sF(1 —
a, s,v) is the 100(1—c) percentile of the distribution of X /(Z/v). Similarly,
tF(1— o, t,v) is the 100(1 — a) percentile of the distribution of Y /(Z/v).

We will first argue that to prove the theorem it is enough to show that

Pr(X <d < Pr[y <d (1)

for all real numbers d. We will then show that (1) is true.
If (1) is true, if ¢ is any real number, and if Z = z, by independence we
have

Pr(X <cz/v] =Pr[X <cz/v|Z = 2]
<PrlY <ecz/v|Z=2z]=Pr[Y <cz/v].
Taking expectations with respect to Z,
Pr[X/(Z/v)<c] = EPr[X <cz/v]Z =2z])

< EPr[Y <ecz/v|Z =2z])
Pr[Y/(Z/v) <c].

Since the cumulative distribution function (cdf) for X /(Z/v) is always no
greater than the cdf for Y/(Z/v)7 the point at which a probability of 1 — «
is attained for X /(Z/v) must be no less than the similar point for Y /(Z/v).
Therefore,

sF(1—a,s,v) >tF(1 —a,t,v).

To see that (1) holds, let @ be independent of Y and Q ~ x2(s — t).
Then, because @ is nonnegative,

PriX <d =Pr[Y +Q <d <Pr[Y <d. O

Exercise

Definition C.5. Consider two random variables W7 and Wy. W5 is
said to be stochastically larger than W if for every real number w

PI"[W1>U)]§PI"[W2>’U)].
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If for some random variables W7 and W5, W5 is stochastically larger than
Wi, then we also say that the distribution of Wj is stochastically larger
than the distribution of Wj.

Exercise C.1 Show that a noncentral chi-square distribution is
stochastically larger than the central chi-square distribution with the same
degrees of freedom. Show that a noncentral F' distribution is stochastically
larger than the corresponding central F' distribution.



Appendix D: Multivariate
Distributions

Let (x1,...,2,) be a random vector. The joint cumulative distribution
function (cdf) of (z1,...,x,)" is

F(uy,...,un) =Prizy <wup,...,zn <upl.

If F(uy,...,uy,) is the cdf of a discrete random variable, we can define a
(joint) probability mass function

flur, ... un) =Prijzy =ug, ..., 2y = up).

If F(uy,...,uy,) admits the nth order mixed partial derivative, then we can
define a (joint) density function

6’)1
Ouy - - - Ouy,

Il
=
=

s
5
2

flug, ... up)
The cdf can be recovered from the density as
ul Un
F(u1,...,un):/ / fw,...,wy)dwy - - dw,,.
— 00 — 00

For a function g(-) of (x1,...,2,) into R, the expected value is defined
as

Elg(z1,...,25)] :/_00 /_OO glug, ... un)f(ur, ... up)duy - - duy,.
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We now consider relationships between two random vectors, say = =

(1,...,2n) and y = (y1,...,ym)’- We will assume that the joint vector
(«,y") = (x1,...,&n,y1,...,Ym) has a density function
Joy@,v) = fo (U1, .., un,v1,...,0m).

Similar definitions and results hold if (z’,y’)" has a probability mass func-
tion.

The distribution of one random vector, say x, ignoring the other vector,
y, is called the marginal distribution of z. The marginal cdf of x can be
obtained by substituting the value +oo into the joint cdf for all of the y
variables:

Fo(u) = Fpy(ut, ..., up,+00,...,+00).

The marginal density can be obtained either by partial differentiation of
F,(u) or by integrating the joint density over the y variables:

o) o0
u):/ / Joy(Ui, .o tn, U1, ... U )dvy - - - dop,
—o0 —00

The conditional density of a vector, say x, given the value of the other
vector, say y = v, is obtained by dividing the density of (a’,y’)" by the
density of y evaluated at v, i.e.,

fapy(ulv) = fm,y(“»”)/fy(v)

The conditional density is a well defined density, so expectations with re-
spect to it are well defined. Let g be a function from R"™ into R,

Blg(2)ly = o] = / /’ (W) fopy (ulv)du

where du = duidus - - - du,,. The standard properties of expectations hold
for conditional expectations. For example, with a and b real,

Elagi(z) + bg2(z)|y = v] = aE[g1(x)|y = v] + bE[g2(z)|y = v].

The conditional expectation of E[g(z)|y = v] is a function of the value
v. Since y is random, we can consider E[g(z)|y = v] as a random variable.
In this context we write E[g(z)|y]. An important property of conditional

expectations is
Elg(x)] = E[E[g(z)[y]]-
To see this, note that fy, (u[v)f,(v) = fzy(u,v) and

[ [ Bty = o 0
[ /[/ [ a0 ] 5o

E[E[g(z)]y]]
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/ / ) faly (u|v) fy (v)du dv
/ / ) fz.y(u, v)du dv

In fact, both the notion of conditional expectation and this result can be
generalized. Consider a function g(z,y) from R into R. If y = v, we
can define E[g(z,y)|y = v] in a natural manner. If we consider y as random,
we write E[g(x, y)|y]. It can be easily shown that

Elg(x,y)] = E[E[g(z,y)[y]] -

Note that a function of x or y alone can be considered as a function from
R™™ into R.

A second important property of conditional expectations is that if h(y)
is a function from R™ into R, we have

E[h(y)g(z, y)|y] = h(y)Elg(x, y)|y] - (1)

This follows because if y = v,
/ / 9(u,v) fzy (ulv)du

/ / (u, v) [y (ulv)du

= h(v)Elg(z,y)ly =v].

E[h(y)g(z,y)ly = v]

This is true for all v, so (1) holds. In particular, if g(z,y) = 1, we get

E[h(y)ly] = h(y).

Finally, we can extend the idea of conditional expectation to a function
g(x,y) from R™™ into R*. Write g(z,y) = [91(2,%),...,9s(x,y)]. Then
define

Elg(z, y)|y] = Elg1(z,y)|y], . ... Elgs(z, v)|y]) -

If their densities exist, two random vectors are independent if and only
if their joint density is equal to the product of their marginal densities, i.e.,
x and y are independent if and only if

fay(w,0) = fau) fy(v).

If the random vectors are independent, then any vector valued functions of
them, say g(z) and h(y), are also independent. Note that if  and y are
independent,



Appendix D: Multivariate Distributions 431

The characteristic function of a random vector x = (z1,...,2,)" is a
function from R”™ to C, the complex numbers. It is defined by

cpx(tl,...,tn):/ / exp Z'thuj fo(u, ... up)duy - - duy,.
—o0 —o0 j=1

We are interested in characteristic functions because if z = (x1,...,2,)

and y = (y1,...,Yn)" are random vectors and if

(p$(t1,...,tn) = (py(tl,. ,tn)

for all (t1,...,t5), then x and y have the same distribution.

For convenience, we have assumed the existence of densities. With minor
modifications, the definitions and results of this appendix hold for any
probability defined on R™.

Exercise

Exercise D.1 Let z and y be independent. Show that
(a) Elg(z)ly] = E[g(x)].
(b) Elg(z)n(y)] = Elg(x)] E[h(y)]-
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Appendix E: Inference for One
Parameter

Many statistical tests and confidence intervals (C.I.s) are applications of a
single theory. (Tests and confidence intervals about variances are an excep-
tion.) To use this theory you need to know four things: [1] the parameter
of interest (Par), [2] the estimate of the parameter (Est), [3] the stan-
dard error of the estimate, (SE(Est)) [the SE(E'st) can either be known or
estimated], and [4] the appropriate distribution. Specifically, we need the
distribution of
Est — Par

SE(Est)

This distribution must be symmetric about zero and percentiles of the dis-
tribution must be available. If the SE(FE'st) is estimated, this distribution is
usually the ¢ distribution with some known number of degrees of freedom. If
the SE(Est) is known, then the distribution is usually the standard normal
distribution. In some problems (e.g., problems involving the binomial dis-
tribution) large sample results are used to get an approximate distribution
and then the technique proceeds as if the approximate distribution were
correct. When appealing to large sample results, the known distribution in
[4] is the standard normal.

We need notation for the percentiles of the distribution. The 1 — « per-
centile is the point that cuts off the top « of the distribution. We denote
this by Q(1 — «). Formally we can write

FEst — Par

Pr SRSy

>Q(1l—-a)| =a.
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By the symmetry about zero we also have

Est — Par

In practice, the value Q(1 — «) will generally be found from either a normal
table or a t table.

E.1 Confidence Intervals

A (1-a)100% C.I. for Par is based on the following probability equalities:

l—«

- (i) < S <ai-5)

Pr {Est - Q(l - 7) SE(Est) < Par < Est + Q(1 - —) SE(Est)}

The statements within the square brackets are algebraically equivalent. The
argument runs as follows:

0(1-3) < Sy <0-3)

if and only if —Q(1 — §) SE(Est) < Est — Par < Q(1 — %) SE(Est);

if and only if Q(1 — &) SE(Est) > —Est + Par > —Q(1 — &) SE(Est);

if and only if Est + Q(1 — %) SE(Est) > Par > Est — Q(1 — %) SE(Est);
if and only if Est — Q(1 — §) SE(Est) < Par < Est+ Q(1 — $) SE(Est).

As mentioned, a C.I. for Par is based on the probability statement 1 —
a = Pr[Est—Q(1 — «a/2)SE(Est) < Par < Est + Q(1 — a/2) SE(FEst)].
The (1 — «)100% C.I. consists of all the points between FEst —
Q(1 — ) SE(Est) and Est+Q(1 — §) SE(Est), where the observed values
for Est and SE(FEst) are used. The confidence coefficient is defined to be
(1 — @)100%. The endpoints of the C.I. can be written

Est + Q(1 - 7) SE(Est).

The interpretation of the C.I. is as follows: “The probability that you
are going to get a C.I. that covers Par (what you are trying to estimate) is
1 —«.” We did not indicate that the probability that the observed interval
covers Par is 1 — a. The particular interval that you get will either cover
Par or not. There is no probability associated with it. For this reason the
following terminology was coined for describing the results of a confidence
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interval: “We are (1 — «)100% confident that the true value of Par is in
the interval.” T doubt that anybody has a good definition of what the word
“confident” means in the previous sentence. Christensen (1996a, Chapter 3)
discusses this in more detail.

ExAMPLE E.1. We have ten observations from a normal population with
variance 6. . is observed to be 17. Find a 95% C.I. for u, the mean of the
population.

1]

[2] Est=7j..

3] SE(Est) = /6/10.

In this case, SE(Est) is known and not estimated.

[4] [Est — Par]/SE(Est) = [g. — u]/+/6/10 ~ N(0,1).

Par = p.

The confidence coefficient is 95% = (1 — «)100%, so 1 —a = .95 and o =
0.05. The percentage point from the normal distribution that we require is
Q(l — %) = 2(.975) = 1.96. The limits of the 95% C.I. are, in general,

7. +1.961/6/10

or, since y. = 17,

17+ 1.964/6/10.

E.2 Hypothesis Testing
We want to test
Hy: Par =m versus Hy: Par #m,

where m is some known number. The test is based on the assumption that
Hy is true, and we are checking to see if the data are inconsistent with that
assumption.

If Hy is true, then the test statistic

Est—m

SE(FE'st)

has a known distribution symmetric about zero.

What kind of data are inconsistent with the assumption that Par = m?
What happens when Par # m? Well, Est is always estimating Par; so if
Par > m, then [Est —m]/SE(Est) will tend to be big (bigger than it would
be if Hy were true). On the other hand, if Par < m, then [Est—m]/SE(Est)
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will tend to be a large negative number. Therefore, data that are inconsis-
tent with the null hypothesis are large positive and large negative values
of [Est —m|/SE(Est).

Before we can state the test, we need to consider the concept of error.
Typically, even if Hy is true, it is possible (not probable but possible) to
get any value at all for [Est — m]/SE(FEst). For that reason, no matter
what you conclude about the null hypothesis, there is a possibility of error.
A test of hypothesis is based on controlling the probability of making an
error when the null hypothesis is true. We define the a level of the test
(also called the probability of type I error) as the probability of rejecting
the null hypothesis (concluding that Hy is false) when the null hypothesis
is in fact true.

The « level test for Hy : Par = m versus Hy : Par # m is to reject Hy

if
Est —m «
v 12
SE(Est) Q( 2)
or if
Est —m

SE(Est) -Q(1-3)-

This is equivalent to rejecting Hy if

s > - 5):

If Hy is true, the distribution of
Est—m

SE(FE'st)

is the known distribution from which Q(l — %) was obtained; thus, if Hy
is true, we will reject Hy with probability /2 + a/2 = .

Another thing to note is that Hy is rejected for those values of [E'st —
m]/SE(FEst) that are most inconsistent with Hy (see the discussion above
on what is inconsistent with Hy).

One-sided tests can be obtained in a similar manner. The « level test for

Hy : Par < m versus Hya : Par > m is to reject Hy if

Est—m

SE(Es) ~ Q0

The « level test for Hy : Par > m versus H4 : Par < m is to reject Hy if

Est—m

—— < —Q(l—-a).

SE(E'st) @ )
Note that in both cases we are rejecting Hy for the data that are most
inconsistent with Hy; and in both cases, if Par = m, then the probability
of making a mistake is a.
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ExamMpLE E.2. Suppose that 16 observations are taken from a normal
population. Test Hy : p = 20 versus Hy : p # 20 with « level .01. The
observed values of . and s2 were 19.78 and .25, respectively.

1

[2] Est=7j..

[3] SE(Est) = /s2/16.

In this case, the SE(E'st) is estimated.

[4] [Est— Par]/SE(Est) = [§. — pu]/+/s2/16] has a ¢(15) distribution.

Par = p.

The a = .01 test is to reject Hy if
7. — 20 /[s/4] > 2.947 = t(.995,15).

Note that m = 20 and Q(1 — «/2) = Q(.995) = ¢(.995,15). Since §. =
19.78 and s% = .25, we reject Hy if

19.78 — 20|

/-25/16

Since |19.78 — 20| /1/.25/16 = | — 1.76] is less than 2.947, we do not reject
the null hypothesis at the o = .01 level.

> 2.947.

The P value of a test is the « level at which the test would just barely
be rejected. In the example above, the value of the test statistic is —1.76.
Since t(.95,15) = 1.75, the P value of the test is approximately 0.10. (An
a = 0.10 test would use the ¢(.95,15) value.) The P value is a measure of
the evidence against the null hypothesis; the smaller the P value, the more
evidence against Hy.

To keep this discussion as simple as possible, the examples have been
restricted to one sample normal theory. However, the results apply to two
sample problems, testing contrasts in analysis of variance, testing coeffi-
cients in regression, and, in general, testing estimable parametric functions
in arbitrary linear models.



Appendix F: Significantly
Insignificant Tests

[Most of the material that was in Appendix F of the (1996) edition is
now in Section 3.3.]

Throughout this book we have examined standard approaches to testing
in which F' tests are rejected only for large values. We now examine the
significance of small F' statistics. Small F' statistics can be caused by an
unsuspected lack of fit or, when the mean structure of the model being
tested is correct, they can be caused by not accounting for negatively cor-
related data or not accounting for heteroscedasticity. We also demonstrate
that large F' statistics can be generated by not accounting for positively
correlated data or heteroscedasticity, even when the mean structure of the
model being tested is correct.

Christensen (1995) argued that testing should be viewed as an exercise
in examining whether or not the data are consistent with a particular (pre-
dictive) model. While possible alternative hypotheses may drive the choice
of a test statistic, any unusual values of the test statistic should be consid-
ered important. By this standard, perhaps the only general way to decide
which values of the test statistic are unusual is to identify as unusual those
values that have small densities or mass functions as computed under the
model being tested.

This is page 437
Printer: Opaque this
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The argument here is similar. The test statistic is driven by the idea
of testing a particular model, in this case the reduced model, against an
alternative that is here determined by the full model. However, given the
test statistic, any unusual values of that statistic should be recognized as
indicating data that are inconsistent with the model being tested. Values
of F much larger than 1 are inconsistent with the reduced model. Values
of F' much larger than 1 are consistent with the full model but, as we shall
see, they are consistent with other models as well. Similarly, values of F
much smaller than 1 are also inconsistent with the reduced model and we
will examine models that can generate small F' statistics.

F.1 Lack of Fit and Small F' Statistics

The standard assumption in testing models is that there is a full model
Y = X8 +e, E(e) = 0, Cov(e) = 0?I that fits the data. We then test
the adequacy of a reduced model Y = Xgpy + ¢, E(e) = 0, Cov(e) =
0%l in which C(Xy) C C(X), cf. Section 3.2. Based on second moment
arguments, the test statistic is a ratio of variance estimates. We construct
an unbiased estimate of 02, Y/(I — M)Y/r(I — M), and another statistic
Y'(M — My)Y/r(M — M) that has E[Y'(M — Mo)Y/r(M — My)] = % +
B’ X' (M — My)X3/r(M — Mp). Under the assumed covariance structure,
this second statistic is an unbiased estimate of o2 if and only if the reduced
model is correct. The test statistic

r_ Y'(M — Mo)Y/r(M — My)
T YT = M)Y/r(I = M)

is a (biased) estimate of

0 + BX'(M — Mo)X3/r(M — Mo) _ |, f'X'(M — Mo) X
o? B a?r(M — My)

Under the null hypothesis, F' is an estimate of the number 1. Values of F
much larger than 1 suggest that F' is estimating something larger than 1,
which suggests that 3’ X' (M — M) X /o r(M — Mg) > 0, which occurs if
and only if the reduced model is false. The standard normality assumption
leads to an exact central F' distribution for the test statistic under the
null hypothesis, so we are able to quantify how unusual it is to observe
any F' statistic greater than 1. Moreover, although this test is based on
second moment considerations, under the normality assumption it is also
the generalized likelihood ratio test, see Exercise 3.1, and a uniformly most
powerful invariant test, see Lehmann (1986, Sec. 7.1).

In testing lack of fit, the same basic ideas apply except that we start
with the (reduced) model Y = X + e. The ideal situation would be to
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know that if Y = X3 + e has the wrong mean structure, then a model of
the form
Y=XB+Wdi+e, CW)LCX) (1)

fits the data where assuming C(W) L C(X) creates no loss of generality.
Unfortunately, there is rarely anyone to tell us the true matrix W. Lack
of fit testing is largely about constructing a full model, say, Y = X0, + €
with C'(X) C C(X.) based on reasonable assumptions about the nature of
any lack of fit. The test for lack of fit is simply the test of Y = X + e
against the constructed model Y = X, 3. 4e. Typically, the constructed full
model involves somehow generalizing the structure already observed in Y =
X B+e. Section 6.6 discusses the rationale for several choices of constructed
full models. For example, the traditional lack of fit test for simple linear
regression begins with the replication model y;; = By + fix; + €55, 1 =
1,...,a,j =1,...,N;. It then assumes E(y;;) = f(x;) for some function
f(-), in other words, it assumes that the several observations associated
with z; have the same expected value. Making no additional assumptions
leads to fitting the full model y;; = 1; + e;; and the traditional lack of fit
test. Another way to think of this traditional test views the reduced model
relative to the the one-way ANOVA as having only the linear contrast
important. The traditional lack of fit test statistic becomes

Fo SSTrts—gS(lm)/MSE @)
o —

where SS(lin) is the sum of squares for the linear contrast. If there is no
lack of fit in the reduced model, F' should be near 1. If lack of fit exists
because the more general mean structure of the one-way ANOVA fits the
data better than the simple linear regression model, the F' statistic tends
to be larger than 1.

Unfortunately, if the lack of fit exists because of features that are not part
of the original model, generalizing the structure observed in Y = X3 + e
is often inappropriate. Suppose that the simple linear regression model is
balanced, i.e., all N; = N, that for each i the data are taken in time order
t1 <t < .-+ <tpy, and that the lack of fit is due to the true model being

Thus, depending on the sign of §, the observations within each group are
subject to an increasing or decreasing trend. Note that in this model, for
fixed ¢, the E(y;;)s are not the same for all j, thus invalidating the as-
sumption of the traditional test. In fact, this causes the traditional lack
of fit test to have a small F statistic. One way to see this is to view the
problem in terms of a balanced two-way ANOVA. The true model (3) is a
special case of the two-way ANOVA model y;; = ¢+ «; +n; + e;; in which
the only nonzero terms are the linear contrast in the a;s and the linear
contrast in the 7;s. Under model (3), the numerator of the statistic (2)
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gives an unbiased estimate of o2 because SSTrts in (2) is SS(a) for the
two-way model and the only nonzero « effect is being eliminated from the
treatments. However, the mean squared error in the denominator of (2) is
a weighted average of the error mean square from the two-way model and
the mean square for the 7;s in the two-way model. The sum of squares for
the significant linear contrast in the 7;s from model (3) is included in the
error term of the lack of fit test (2), thus biasing the error term to estimate
something larger than o2. In particular, the denominator has an expected
value of 02 + §%a Z;V:l(tj —1t.)%/a(N — 1). Thus, if the appropriate model
is (3), the statistic in (2) estimates 02 /[0? + 6%a Z;V:l(tj —t)%/a(N —1)]
which is a number that is less than 1. Values of F' much smaller than 1,
i.e., very near 0, are are consistent with a lack of fit that exists within
the groups of the one-way ANOVA. Note that in this balanced case, true
models involving interaction terms, e.g., models like

yij = ﬂo + ﬁlxi —+ §tj —+ ’}/Iitj + eij-

also tend to make the F' statistic small if either § # 0 or « # 0. Finally, if
there exists lack of fit both between the groups of observations and within
the groups, if can be very difficult to identify. For example, if 85 # 0 and
either § # 0 or v # 0 in the true model

Yij = Bo + Bixi + Box? + 0tj + ywit; + eij,

there is both a traditional lack of fit between the groups (the significant
Box? term) and lack of fit within the groups (0t; + vyx;t;). In this case,
neither the numerator nor the denominator in (2) is an estimate of o2.

More generally, start with a model Y = X (3 + e. This is tested against a
larger model Y = X, 8, + e with C(X) C C(X,), regardless of where the
larger model comes from. The F statistic is

Y/(M, — M)Y/r(M, — M)

= =y =)

We assume that the true model is (1). The F' statistic estimates 1 if the
original model Y = X3 4 e is correct. It estimates something greater than
1 if the larger model Y = X, (3, + e is correct, i.e., if W§ € C’(X)é(x*). F
estimates something less than 1 if W6 € C(X,)*, i.e., if W§ is actually in
the error space of the larger model because then the numerator estimates
o? but the denominator estimates

o + W' (I — M)W /r(I — M,) = o + W' Wé/r(I — M,).

If Wé is in neither of C’(X)é(x*) nor C(X,)%, it is not clear how the test
will behave because neither the numerator nor the denominator estimates
o?. Christensen (1989, 1991) contains related discussion of these concepts.
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The main point is that, when testing a full model Y = X3 +e, E(e) = 0,
Cov(e) = 0?1 against a reduced model Y = Xgy+e, C(Xo) C C(X), if the
F statistic is small, it suggests that Y = Xy + e may suffer from lack of fit
in which the lack of fit exists in the error space of Y = X5+ e. We will see
in the next section that other possible explanations for a small F' statistic
are the existence of “negative correlation” in the data or heteroscedasticity.

F.2 The Effect of Correlation and
Heteroscedasticity on F' Statistics

The test of a reduced model assumes that the full model Y = X3 + e,
E(e) = 0, Cov(e) = oI holds and tests the adequacy of a reduced model
Y = X¢gy + e, E(e) = 0, Cov(e) = 0%I, C(Xy) C C(X). The test of
the reduced model is no better than the assumptions made about the full
model. The mean structure of the reduced model may be perfectly valid, but
the F' statistic can become large or small because the assumed covariance
structure is incorrect.

We begin with a concrete example, one-way ANOVA. Let i = 1,...,a,
j=1,...,N,and n = aN. Consider a reduced model y;; = p++e;; which in
matrix terms we write Y = Jp+e and a full model y;; = p; +e;5, which we
write Y = Z~ + e. In matrix terms the usual one-way ANOVA F statistic
is
oYMz — (/) J31Y/(a— 1) "

 Y'(I—-Mz)Y/a(N —1)
We now assume that the true model is Y = Ju+e, E(e) = 0, Cov(e) = o2V
and examine the behavior of the F statistic (1).

For the purposes of a homoscedastic balanced one-way ANOVA we want
to characterize the concepts of overall positive correlation, positive corre-
lation within groups, and having having positive correlation for evaluating
differences between groups. Consider first a simple example with a = 2,
N = 2. The first two observations are a group and the last two are a group.
Consider a covariance structure

19 1 .09
9 1 .09 .1
1 09 1 9
09 19 1

Note that there is an overall positive correlation, high positive correlation
between the two observations in each group, and weak positive correlation
between the groups. A second example,

11 9 .09

Vi=
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has an overall positive correlation but weak positive correlation between
the two observations in each group, with high positive correlation between
some observations in different groups.

We now make a series of definitions for homoscedastic balanced one-way
ANOVA based on the projection operators in (1) and V. Overall positive
correlation is characterized by Var(g..) > ¢2/n which in matrix terms is
written

n% = tr[(1/n)JJ'V] > %tr(V)tr[(l/n)JJ’] = %tr(V). (2)
Overall negative correlation is characterized by the reverse inequality. For
homoscedastic models the term tr(V)/n is 1. For heteroscedastic models
the term on the right is the average variance of the observations divided
by 2.

Positive correlation within groups is characterized by Y7, Var(y;.)/a >
0?/N which in matrix terms is written

SNV _ g,y s Ca(VyulM] = tu(v). @)

Negative correlation within groups is characterized by the reverse inequal-
ity.
Having positive correlation for evaluating differences between groups is
characterized by
Sy Var(yi —5.) _a—102
> —.
a a N
Note that equality obtains if V' = I. In matrix terms, this is written

% ZVar(ﬂzt —g.)=tr([Mz — (1/n)JJ’]V)

a—1

> %tr(V)tr[MZ - (1/n)JJ ] = tr(V)  (4)
and negative correlation for evaluating differences between groups is char-
acterized by the reverse inequality. If all the observations in different groups
are uncorrelated, there will be positive correlation for evaluating differences
between groups if and only if there is positive correlation within groups.
This follows because having a block diagonal covariance matrix o2V implies
that tr(MzV) = tr[(1/N)Z'V Z] = atr[(1/n)J'V J] = atr[(1/n)JJ'V].
For our example Vi,

1
2.09 = (1/4)[4(2.09)] = tr[(1/n)J} V1] > —tr(Vy) = 4/4 =1,
n
so there is an overall positive correlation,

3.8 = 2(1/2)[3.8] = tr[Mz V3] > %tr(%) = (2/4)4 =2,
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so there is positive correlation within groups, and

1.71 = 3.8 — 2,00 = tr([My — (1/n)J"V;) > 2

L) = (/4 =1,

so there is positive correlation for evaluating differences between groups.
For the second example V53,

2.00 = (1/4)[4(2.09)] = tr[(1/n)J"Va] > %tr(Vg) _4/a—1,
so there is an overall positive correlation,
2.2 = 2(1/2)[2.2] = tr[Mz V3] > %tr(Vg) = (2/4)4 =2,
so there is positive correlation within groups, but

a —

11 =2.2-2.09 = tr([Mz — (1/n)J"Va) < (V) = (1/a)a = 1,

n

so positive correlation for evaluating differences between groups does not
exist.

The existence of positive correlation within groups and positive correla-
tion for evaluating differences between groups causes the one-way ANOVA
F statistic in (1) to get large even when there are no differences in the
group means. Assuming that the correct model is Y = Ju + e, E(e) = 0,
Cov(e) = 02V, by Theorem 1.3.1, the numerator of the F statistic esti-
mates

B{Y'[Mz — (1/n)J31Y/(a = 1)} = tr{[Mz — (1/n)J;]V}/(a = 1)

S LW a=1) = (V) /n

and the denominator of the F' statistic estimates
E(Y'(I - Mp)Y/a(N —1)} = t{[l - Mz]V}/a(N —1)
= (tr{V} = te{[Mz]V}) /fa(N - 1)
< (tr{V} - %tr(V)) Ja(N — 1)

n

- ; (V) /a(N = 1) = tx(V)/n.

In (1), F is an estimate of

E{Y'[Mz — (1/n)J31Y/(a = 1)} _ tr{[Mz — (1/n)J3]V}/(a —1)

E(Y/(I—Mz)Y/a(N -1} ([l = MV}/a(N — 1)

tr(V)/n
. tr(V)/n L
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so having both positive correlation within groups and positive correlation
for evaluating differences between groups tends to make F' statistics large.
Exactly analogous computations show that having both negative correla-
tion within groups and negative correlation for evaluating differences be-
tween groups tends to make F' statistics less than 1.

Another example elucidates some additional points. Suppose the obser-
vations have the correlation structure discussed in Subsection 13.3.1:

I p p P
p 1 p p
V =
ST p 1op
PP op 1

Using the same grouping structure as before, when 0 < p < 1, we have
overall positive correlation because

1+ 5(3 420+ p?) = te[(1/n)JJ'V3] > 1
and we have positive correlation within groups because
21+ p) = tr[Mz V3] > 2.

If —1 < p < 0, the inequalities are reversed. Similarly, for —1 < p < 0 we
have negative correlation for evaluating differences between groups because

1+ gu —2p— p?)? = tr([Mz — (1/n)JJ|V3) < L.

However, we only get positive correlation for evaluating differences between
groups when 0 < p < v/2 — 1. Thus, for negative p, we tend to get small
F statistics, for 0 < p < v/2 — 1, we tend to get large F statistics, and for
V2 —1 < p < 1, the result is not clear.

To illustrate, suppose p = 1 and the observations all have the same mean,
then with probability 1, all the observations are equal and, in particular,
¥;. = ¥.. with probability 1. It follows that

_ >y Var(g;. —4..) - a—10o2

0
a a N

and no positive correlation exists for evaluating differences between groups.
More generally, for very strong positive correlations, both the numerator
and the denominator of the F' statistic estimate numbers that are close to
0 and both are smaller than they would be under V' = I. On the other
hand, it is not difficult to see that, for p = —1, the F statistic is 0.

In the balanced heteroscedastic one-way ANOVA, V is diagonal. This
generates equality between the left sides and right sides of (2), (3), and
(4), so under heteroscedasticity F' still estimates the number 1. We now
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generalize the ideas of within group correlation and correlation for evalu-
ating differences between groups, and see that heteroscedasticity can affect
unbalanced one-way ANOVA.

In general, we test a full model Y = X3 + e, E(e) = 0, Cov(e) = o021
against a reduced model Y = Xyv + e, in which C(Xy) C C(X). We
examine the F' statistic when the true model is Y = Xgv + ¢, E(e) = 0,
Cov(e) = 0?V. Using arguments similar to those for balanced one-way
ANOVA, having

and

T(X) — T(XO) tI‘(V)

(M = Mo]V) > %tr(V)tr[M M) =
causes large F statistics even when the mean structure of the reduced model
is true, and reversing the inequalities causes small F' statistics. These are
merely sufficient conditions to have the tests intuitively behave certain
ways. The actual behavior of the tests under normal distributions can be
determined numerically, cf. Christensen and Bedrick (1997).

These covariance conditions can be caused by patterns of positive and
negative correlations as discussed earlier, but they can also be caused by
heteroscedasticity. For example, consider the behavior of the unbalanced
one-way ANOVA F test when the observations are uncorrelated but het-
eroscedastic. For concreteness, assume that Var(y;;) = o2. Because the
observations are uncorrelated, we need only check the condition

tr[MV] = tr[MzV] > %tr(V)tr[MZ] = %tr(V),

which amounts to
a a N
2 12
=1 =1

Thus, when the groups means are equal, I’ statistics will get large if many
observations are taken in groups with small variances and few observations
are taken on groups with large variances. F' statistics will get small if the
reverse relationship holds.

The general condition

a[MV] > %tr(V)tr[M] SR CLO PR

is equivalent to
D oiey Var(zi3) - 3oL, Var(y:)
>
r(X) n
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So, under homoscedasticity, positive correlation in the full model amounts
to having an average variance for the predicted values (averaging over the
rank of the covariance matrix of the predicted values) that is larger than the
common variance of the observations. Negative correlation in the full model
involves reversing the inequality. Similarly, having positive correlation for
distinguishing the full model from the reduced model means

Sy Var(aiff — ad) _ trl(M = Mo)V] _ tx(V) _ 3L, Var(y:)
r(X) — r(Xo) r(M — M) n n



Appendix G: Randomization
Theory Models

The division of labor in statistics has traditionally designated randomiza-
tion theory as an area of nonparametric statistics. Randomization theory
is also of special interest in the theory of experimental design because ran-
domization is used to justify the analysis of designed experiments.

It can be argued that the linear models given in Chapter 8 are merely
good approximations to more appropriate models based on randomization
theory. One aspect of this argument is that the F' tests based on the theory
of normal errors are a good approximation to randomization (permuta-
tion) tests. Investigating this is beyond the scope of a linear models book,
cf. Hinkelmann and Kempthorne (1994) and Puri and Sen (1971). Another
aspect of the approximation argument is that the BLUEs under random-
ization theory are precisely the least squares estimates. By Theorem 10.4.5,
to establish this we need to show that C(VX) C C(X) for the model

Y=X0+e, E(e)=0, Cov(e)=YV,

where V' is the covariance matrix under randomization theory. This argu-
ment will be examined here for two experimental design models: the model
for a completely randomized design and the model for a randomized com-
plete block design. First, we introduce the subject with a discussion of
simple random sampling.
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G.1 Simple Random Sampling

Randomization theory for a simple random sample assumes that obser-
vations y; are picked at random (without replacement) from a larger fi-

nite population. Suppose the elements of the population are s, ss,...,sy.
We can define elementary sampling random variables for ¢ = 1,...,n and
j=1,...,N

(5?2{1 ify; = s
J 0 otherwise

Under simple random sampling without replacement

i i 1
E(0}) = Pr(9) = 1) = -
. y 1/N if (i,7) = (¢, 7")
E(3;0)) = Pr(dj05 =1) = ¢ 1/N(N —1) ifi#d and j#j' -
0 otherwise
If we write u = Z;VZI s;/N and 0% = Zjil(sj — p)?/N, then
N N
LIS S O
j=1 j=1

Letting e; = Zjvzl d5(s;j — p) gives the linear model

Yi = |+ e

The population mean p is a fixed unknown constant. The e;s have the
properties

N N

N
Ele] =E|> 8i(sj —w)| =D _E[5] (s; —n) =) (85— n)/N =0;

Jj=1 j=1 j=1

For i # i’

N N o
Cov(esex) = Eleies] =" > (55— p)(sy — w)E[5;05]

j=1j'=1
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= [N(N-1)]! Z(Sj —p)(sjr — p)
%5

N N
[N(N —1)]7" Z(Sj | - Z(Sj —p)?

j=1

= —o’/(N-1).
In matrix terms, the linear model can be written

Y =Ju+e, E()=0, Covle)=c?V,

where
1 —(N-1)"t —(N-1)7! —(N-1)7t
—(N—-1)7t 1 —(N —-1)7t —(N—-1)7t
V=|—-(N- H=t —(N-1)7! 1 —(N-1)7!
—(N:—1)—1 —(N:—1)—1 —(N:—1)—1 . 1

Clearly VJ = [(N —n)/(N —1)] J, so the BLUE of p is 7.

G.2 Completely Randomized Designs

Suppose that there are t treatments, each to be randomly assigned to N
units out of a collection of n = tN experimental units. A one-way ANOVA
model for this design is

Yij = i + €45, (1)

t=1,...,t, j =1,...,N. Suppose further that the ith treatment has an
effect 7; and that the experimental units without treatment effects would
have readings si,...,$,. The elementary sampling random variables are

5 — { 1 if replication j of treatment i is assigned to unit k .
k 0 otherwise

With this restricted random sampling,

g iy 1
E(6)) =Pr(6] =1) = -
n

B4 = Prs8 = 1)
1/n if (Z,j,k) = (i/ajlvk/)
=9 1/n(n—1) ifk#k and (i,5) # (7', ) -

0 otherwise
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We can write

n
yw =T; —+ Z(;]ZCJS]C.

k=1
Taking p =Y ;_, sg/n and p; = o+ 7; gives
n
vig = i+ Y 8 (s — ).
k=1

To obtain the linear model (1), let e;; = > 7_, (5lij(sk — u). Write o2
Sy (sk — 1)?/n. Then

Ele;;] =E [Z 67 (81, — u)} = ZE[(s;‘g] (sp — ) = Z(sk —pu)/n=0.
k=1 k=1 =

k=1
Var(ei) = Blef] =3 > (k= m)lsw — mE ]
k=1k'=1
= > (sk—p)?/n=0

For (i, j) # (i',5")

Cov(eij,evyr) = Elegery] =3 Y (sk—u)(sw — B[ 6,7 ]

k=1k'=1
= [n—=11"" ) (sk—p) (s — p)
k#k!
n 2 n
= [n(nl)}l([ﬂsku)] - (ska)
k=1 k=1
= —o?/(n—1).
In matrix terms, writing Y = (y11, 912, ..., y:n)’, we get
H1
Y=X|:|+e E()=0, Cov(e)=0sV,
Mt
where
1 -1/(n—-1) —-1/(n—1) - —=1/(n—1)
—-1/(n—-1) 1 -1/(n=1) -+ —=1/(n—-1)
Vv = |-1/(n-1) —-1/(n—-1) 1 e =1/(n—1)
n-1) —1/(n-1) —1/(n—1) --- 1
S S

n—1 n—1"
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It follows that

VX ="

1
X-—J'X.
n—1 n—1 In
Since J € C(X), C(VX) C C(X), and least squares estimates are BLUEs.
Standard errors for estimable functions can be found as in Section 11.1
using the fact that this model involves only one cluster.

Exercise G.1 Establish whether least squares estimates are BLUEs
in a completely randomized design with unequal numbers of observations
on the treatments.

G.3 Randomized Complete Block Designs

Suppose there are a treatments and b blocks. The experimental units must
be grouped into b blocks, each of a units. Let the experimental unit effects
be si;, k= 1,...,a, j = 1,...,b. Treatments are assigned at random to
the a units in each block. The elementary sampling random variables are

5t — { 1 if treatment ¢ is assigned to unit &k in block j
ki 0 otherwise :

i i 1

a
1/a if (i,j, k) = (i/,j/, k/)
i s i sl 1/a? if j # 5’
E(6;.01,.,) =P Vi =1)= .
OhsOhvr) = POtk =V =3 101y 565 5 k£ K, i 44
0 otherwise

If oy is the additive effect of the ith treatment and 8; = 5.;, then

a
yij = @i+ B+ ) bi(sns — Bj)-
k=1

Letting e;; = > 7_, 6,ij(skj — B;) gives the linear model
Yij = o + ﬁj + €;j- (1)

The column space of the design matrix for this model is precisely that of
the model considered in Section 8.3. Let O’? =>0_,(sk; — B;)?/a. Then

a

Eleij] = > (s — B;)/a =0

k=1



452 Appendix G: Randomization Theory Models

Var(eij) = Z Z(Skj - ﬁj)(sk’j - ﬁ])E[ ijéli’j]

k=1k'=1
a

B I
k=1

For j # j'

Covleij ery) = D3 (sk;— B) (s — By )E[0};0h0]

k=1k'=1
= a7 (k= B) Y (swyr — Byr)
k=1 k'=1
= 0.

/

For j=j,i+#1i

Cov(eijeryr) = DO (skj— B)(swrs — B)E[0};0h]

k=1k'=1
= > (s — Bi)(sw; — Bj) /a(a—1)
KAk

a

2
= Ja(a—1)]" [Z(Skj - ﬂj)] = (51— 0;)°
k=1
= fajz-/(a —-1).

Before proceeding, we show that although the terms 3; are not known,
the differences among these are known constants under randomization the-
ory. For any unit k in block j, some treatment is assigned, so > ;_, 0%, ;=1

a

y; = é [Z (041' + B+ biylsny — ﬁj)ﬂ
k=1

1=1
Z a; + aB; + Z(Skﬂ - B5) Z (5%]
i=1 k=1 =1

B D (51— )

k=1

Il
Ql

= a +0;.

Therefore, y.; — 4.5+ = Bj — Bj» = 5.5 — 5.j+. Since these differences are fixed
and known, there is no basis for a test of Hy : 81 = --- = 5. In fact, the
linear model is not just model (1) but model (1) subject to these estimable
constraints on the (s.
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To get best linear unbiased estimates we need to assume that 0% = 03 =
- = 07 = 0% We can now write the linear model in matrix form and
establish that least squares estimates of treatment means and contrasts in
the a;s are BLUEs. In the discussion that follows, we use notation from

Section 7.1. Model (1) can be rewritten
Y=Xn+e, E(e)=0, Covie)=YV, (2)

where n = [u,a1,...,0q,81,...,0). If we let X5 be the columns of X
corresponding to (1, ..., B, then (cf. Section 11.1)

Vo= o*la/(a— DI - (1/a)X2X3]
= o?[a/(a—1)][I - M, — Mpg].

If model (2) were the appropriate model, checking that C(VX) C C(X)
would be trivial based on the fact that C'(X5) C C(X). However, we must
account for the estimable constraints on the model discussed above. In
particular, consider

MpXn = [ti],
where

tij:ﬁj—B. =yY;—Y.=8;—8S8..
This is a fixed known quantity. Proceeding as in Section 3.3, the model is
subject to the estimable constraint

MBXU = ng

Normally a constraint has the form A’3 = d, where d is known. Here
d = MgY, which appears to be random but, as discussed, MgY is not
random; it is fixed and upon observing Y it is known.

The equivalent reduced model involves Xo = (I —Myp)X = (I —Mp)X
and a known vector Xb = MgY . Thus the constrained model is equivalent
to

(Y —MgY)=(I—Mp)Xvy+e. (3)

We want to show that least squares estimates of contrasts in the as
based on Y are BLUEs with respect to this model. First we show that least
squares estimates from model (3) based on (Y — MgY) = (I — Mp)Y are
BLUEs. We need to show that

C(V(I ~ Mg)X) = C[(I — My, — Mp)(I — Mg)X] C O[(I — My)X].
Because (I — M, — Mg)(I — Mg) = (I — M,, — Mg), we have
C(V(I - My)X) = C[(I - My, — Mp)XJ;
and because C(I — M, — Mg) C C(I — Mpg) we have
CI(I — M, — Mg)X] C C(I — My)X).
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To finish the proof that least squares estimates based on Y are BLUES,
note that the estimation space for model (3) is C[(I — Mp)X] = C(M, +
M,). BLUEs are based on

(Mu + Mo)(I — Mp)Y = (Mu + Ma)Y.

Thus, any linear parametric function in model (2) that generates a con-
straint on C(M, + M,) has a BLUE based on (M, + M,)Y (cf. Exer-
cise 3.9.5). In particular, this is true for contrasts in the as. Standard
errors for estimable functions are found in a manner analogous to Sec-
tion 11.1. This is true even though model (3) is not the form considered
in Section 11.1 and is a result of the orthogonality relationships that are
present.

The assumption that o7 = 03 = --- = o7 is a substantial one. Least
squares estimates without this assumption are unbiased, but may be far
from optimal. It is important when choosing blocks to choose them so that
their variances are approximately equal.

Exercise G.2 Find the standard error for a contrast in the ;s of
model (1).
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