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Dedicated to Prof. R. Glowinski
at the occasion of his 70th birthday.



Preface

The present volume is comprised of contributions solicited from invitees to
conferences held at the University of Houston, University of Jyvaskyla, and
Xi’an Jiaotong University honoring the 70th birthday of Professor Roland
Glowinski. Although scientists convened on three different continents, the ed-
itors prefer to view the meetings as single event. The three locales signify
the fact Roland has friends, collaborators and admirers across the globe. The
contents span a wide range of topics in contemporary applied mathematics
ranging from population dynamics, to electromagnetics, to fluid mechanics, to
the mathematics of finance among others. However, they do not fully reflect
the breath and diversity of Roland’s scientific interest. His work has always
been at the intersection mathematics and scientific computing and their ap-
plication to mechanics, physics, aeronautics, engineering sciences and more
recently biology. He has made seminal contribution in the areas of methods
for science computation, fluid mechanics, numerical controls for distributed
parameter systems, and solid and structural mechanics as well as shape op-
timization, stellar motion, electron transport, and semiconductor modeling.
Two central themes arise from the corpus of Roland’s work. The first is that
numerical methods should take advantage of the mathematical properties of
the model. They should be portable and computable with computing resources
of the foreseeable future as well as with contemporary resources. The second
theme is that whenever possible one should validate numerical with experi-
mental data.

The volume is written at an advanced scientific level and no effort has
been made to make it self contained. It is intended to be of interested to both
the researcher and the practitioner as well to advanced students in compu-
tational and applied mathematics, computational science and engineers and
engineering.

Many individuals contributed to the success of the celebration honoring
Roland’s 70th. The scientific coordination of the events was managed by Prof.
Tsorng Whay Pan in Houston and Dr. Kirsi Majava in Jyvéskyld. Without
their dedicated efforts the conferences and this volume would not have existed.



VIII  Preface

The solicitation and collect of manuscripts was overseen by Ms. Sharon Lahey
in Houston and Ms. Marja-Leena Rantalainen in Jyvaskyld. The staffs of
the Faculty of Information Technology in Jyvéskyld and the Departments of
Mathematics of the University of Houston and Jiaotong University need to
be recognized for their diligent efforts in logistics, local arrangements and
support.

Houston, Texas William Fitzgibbon
Houston, Texas Yuri Kuznetsov
Jyvaskylé, Finland Pekka Neittaanmaksi
Jyvaskyla, Finland Jacques Périaux
Paris, France Olivier Pironneau

April 2009
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Roland Glowinski: The Unconventional
and Unexpected Path of a Mathematician

William E. Fitzgibbon! and Jacques F. Périaux?

L College of Technology, University of Houston, 4800 Calhoun Road, Houston,

TX 77204, USA, fitz@uh.edu

Department of Mathematical Information, University of Jyvaskyla, 40351,
Jyvaskyla, Finland

and

Numerics en Enginyeria (CIMNE), Centre Internacional de Metodes, C/Gran
Capitan s/n, 08034, Barcelona, Spain, jperiaux@gmail.com

More than 10 years have elapsed since the conference, “Computational Science
for the Twentieth Century”, was held in Tours, France. The Tours event hon-
ored the 60th birthday of Roland Glowinski. The world has witnessed many
changes in the last decade, but Roland and his lovely wife, Angela, seem to
barely have changed at all. Indeed, they are like fine French wine or Tennessee
whiskey; they improve with age. As we reflect upon the career of Roland, it
is important that we not underestimate the role of Angela. Everyone knows
the old saying,

Beside every great man stands a great woman.

The quote becomes more complete, and perhaps appropriate, if we include
Voltaire’s addendum,

a surprised mother in law.

Angela Glowinski is the first lady of Franco American mathematics. She serves
as Roland’s tireless confidante, supporter, cheerleader, and at times, task mas-
ter. Roland never expected to become a professor and renowned scientist. Only
at the urging of his wife did Roland make the decision to return to the academy
and enroll at the Institut Blaise Pascal. For that, the applied mathematical
community, as well as Roland, owes Angela a profound debt of gratitude. In
fact, we think that if Jacques-Louis Lions had not existed, Angela would have
found a Lions.

The event celebrating Roland’s 70th birthday was a peripatetic one, taking
place at the University of Houston in Houston, Texas; University of Jyvaskyla
in Jyvaskyla, Finland; and Xi’an Jiaotong University in Xi’an, China. Roland
has friends and collaborators across the globe. Many old, loyal friends and
some new were present at the gatherings. However, the joy at these events was
dampened by the sad realization that some old friends were missing and will

W. Fitzgibbon et al. (eds.), Applied and Numerical Partial Differential Equations, 1
Computational Methods in Applied Sciences 15, DOI 10.1007/978-90-481-3239-3_1,
(© Springer Science+Business Media B.V. 2010



2 W.E. Fitzgibbon and J.F. Périaux

not return. In particular, we pay tribute to Professor Jacques-Louis Lions. He
was an inspiration and mentor to us all. His torch will now have to be carried
by Roland and his fellow lionceauz.

We will not deign to give a full discussion or even a list of the research
achievements, distinctions, and accolades of Roland Glowinski. We will say
that over the course of his career Roland has authored or coauthored over 250
scientific articles, has written or edited about twenty books, has served on
a panoply of editorial boards, advised numerous students and post doctoral
fellows, and has collaborated with scientists across the globe. Among other
honors, he has been elected to the French Academy of Science and is a member
of the French Legion d’Honneur at the level chevalier.

The eminent German poet and author Johann Wolfgang von Goethe once
said,

Mathematicians are like Frenchmen: whatever you say to them they
translate into their own language and forthwith, it is something en-
tirely different.

Although Roland is, and always will be, quintessentially French, the corpus
of his work serves as a marked counterexample to the sentiments Goethe
expressed. If there is a common thread running through the large and broad
corpus of his work, it is his four-step approach:

1. Identification of the model

2. Determination of the structure and mathematical properties of the model

3. Development of numerical methods that take advantage of the model’s
mathematical properties, while at the same time making optimal use of
available computing resources

4. Validation and verification of the numerical results

It has always been Roland’s concern to construct portable methods that
can readily be adapted by other scientists in different contexts. Today, applied
and computational mathematics is in vogue. Academic institutions compete
to develop it. This was not the case when Roland began to follow his muse.
Pure mathematics was the mode and even applied mathematics tended to be
highly theoretical. Roland’s decision to engage the applied problems of in-
dustry, engineering, and science was both unconventional and bold. His work
has always been in mathematics and scientific computing and their applica-
tion to mechanics, physics, aeronautics, engineering sciences and, more re-
cently, biology. He has made seminal contributions in the areas of methods
for science computation, fluid mechanics, numerical controls for distributed
parameter systems, and solid and structural mechanics, as well as shape op-
timization, stellar motion, electron transport, and semiconductor modeling.
Indeed, Roland’s work demonstrates that Goethe should have paid attention
to the words of Leonardo di Vinci,

Mechanics is the paradise of the mathematical sciences because by
means of it one comes to the fruits of mathematics.
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Roland’s scientific journey began in the late fifties with his education
at the elite Ecole Polytechnique. Air France awarded Roland a traineeship
at the Boeing Company in Seattle, in 1960. This is significant in two ways;
one, it gave Roland an introduction to aviation and aeronautics, and it in-
troduced Roland to the United States and kindled his affection for life in the
United States. Roland fulfilled his military obligation in the French Army
serving in Algeria during the period of trouble. Roland then worked as a
telecommunications engineer for ORTF (the French Broadcasting System)
from 1963-1968 and became well grounded in electromagnetism, as well as
learning FORTRAN.

Roland’s decision at Angela’s urging to enroll in Professor J.-L. Lions’ Post
DEA Course in Numerical Analysis at Institut Blaise Pascal proved to have a
major impact upon Roland’s subsequent career. This course is made notable
by the careers that it launched. The list of those who have benefited from it
includes: J. Cea, A. Bensoussan, P. A. Raviart, J. C. Nédélec, G. Chavent,
L. Tartar and O. Pironneau. Roland grabbed Lions’ attention and came under
his influence. In 1967, Professor Lions hired Roland at I'Institut de Recherche
en Informatique et en Automatique (IRTA). Roland excelled and rapidly be-
came a Scientific Director in 1971, serving until 1985. On the academic side,
Roland was elevated to a professorship at the Université de Pierre et Marie
Curie. Following the dictum of Lions, Roland, as did other disciples of Lions,
maintained close connections with industry and government agencies (be they
French or, more recently, American) in the areas of aeronautics, nuclear en-
ergy, space exploration and hydrocarbon recovery.

Roland’s career path is both unconventional and unexpected. It is uncon-
ventional by virtue of his decision to become involved in the applied problems
of industry, engineering, and science at a time when pure mathematics was
the mode. His applied orientation is well illustrated by his highly acclaimed
collaboration with Dassault Aviation as leader of the Glowinski-Bristeau—
Pironneau—Perrier—Periaux—Poirier GB4P team. This effort culminated in the
finite element simulation by least squares techniques of the 3-D shocked tran-
sonic flow around a complete Falcon 50 business jet geometry.

In the 1980s, Roland made a series of major contributions in the domain
decomposition and fictitious domain methods. This work was initially mo-
tivated by large scale industrial applications in aeronautics and the oil in-
dustry, and extended recently to applied electromagnetics the identification
of the signature of coated materials on aircraft, ships, submarines or mobile
phones. The latter work applied exact controllability methods derived from the
Hilbert Uniqueness Method of J.-L. Lions. Roland’s important contributions
to the numerical solution using Lagrange multiplier methods are documented
in his paper, Augmented Lagrangians and Operator Splitting, which he coau-
thored with P. Le Tallec. He subsequently, in collaboration with D. Joseph
and T. W. Pan, extended this to the theoretical description of the fluidization
and the sedimentation of particular flows.

If there is a feature in Roland’s background that distinguishes him from
most of his contemporaries in applied mathematics, it is probably the fact that
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he began by obtaining experience as an engineer in aeronautics at Boeing
telecommunications ORTF and then undertaking the study applied mathe-
matics and numerical analysis with J.-L. Lions and other distinguished math-
ematicians. All of this background was coupled with a native intelligence,
an open mind, and relentless curiosity. Roland’s affable personality, constant
good mood, patience, and willingness to listen, together with his innate ability
to interact and collaborate with people across a wide spectrum of scientific
and engineering disciplines, have enabled his putting together an impressive
international network of friends and colleagues.

In the administrative area, Roland served as Director at CERFACS,
Toulouse, from 1992 to 1994, a unique experience with EC and Aerospatiale.
Although Roland first came to the United States on an internship with Boeing
in the early 1960s, the American portion of his career began in 1985, with
his assumption of the M. D. Anderson Professorship of Mathematics at the
University of Houston. Roland subsequently became the Hugh and Roy Cullen
Professor of Mathematics and Yuri Kuznetsov assumed the M. D. Anderson
Chair. Roland’s presence at the University of Houston has had significant im-
pact on the development of applied mathematics in Houston and in Texas.
Under Roland’s leadership and guidance, we have developed into a major
node on the international applied and computational network. Many well
known scientists joined our faculty — to name a few: Mary Wheeler, Yuri
Kuznetsov, Tsorng-Whay Pan, Ed Dean, Jiwen He, Ronald Hoppe, Jeffery
Morgan, Robert Azencott and Sunéica Canié. We will not even attempt to list
the visitors who have streamed through Houston. It will suffice to say that one
can expect to hear French, Russian, German, Chinese, Spanish, and Croatian,
as well as the Texas drawl, along the corridors of the mathematics department.
It is fair to say that Roland was a bellwether for the State of Texas. Subse-
quent to his arrival, both the University of Texas and Texas A&M University
have emerged as major centers of computational mathematics. Texas can now
be known for computational science, as well as horses, cattle, oil and barbecue.

We find ourselves on the threshold of a new era with interesting and chal-
lenging problems concerning the areas of medicine, life science, the environ-
ment, energy, information technology, communications, and materials science.
Now more than ever, we will need scientists like Roland with innovation, vi-
sion, and ability to work across both disciplinary and national boundaries.

We conclude with the last stanza of a poem dedicated to Roland by
Professor Zhong-Ci Shi of the Institute of Computational Mathematics in
Beijing:

You earned your success and you should feel very confident with your-

self for all that you have achieved.



The Scientific Career of Roland Glowinski

Olivier Pironneau

Université Paris VI, Laboratoire Jacques-Louis Lions, 175 rue du Chevaleret,
FR-75013 Paris, France, pironneau@ann. jussieu. fr

Roland Glowinski is a former student of one of the best school for mathematics
and engineering in France, the Ecole Polytechnique.

After a first employment at the French television company ORTF, he de-
cided to go back to the university for a thesis (these d’Etat) and received
his degree and a position of professor at the University of Paris VI in 1970.
Already a fervent admirer and colleague of Professor Jacques-Louis Lions, his
former advisor, he succeeded him as head of the numerical analysis group at
IRIA (now INRIA) in 1976.

Soon he became the best known French algorithm designer for solid and
fluid mechanics, a talent which will give him many awards and nominations as
scientific advisor in hi-tech companies, a temporary teaching position at Ecole
Polytechnique and the worldwide reputation of the best scientific advisor for
partial differential equations in industry. Nevertheless, as if life was too easy,
Roland decided to move to University of Houston, Texas, in the 1980s. At
the request of J.-L. Lions he came back for a couple of years to France to
lead the CERFACS, at the time of writing the best French lab in Toulouse
for scientific computing. Since then he is a full time Professor at University
of Houston and Honorary Professor at the University of Jyvéskyla.

Roland Glowinski is the author of 7 books and more than 300 articles. His
main contributions are in many fields of applied mathematics, simulations and
scientific computing; we may order them in eight groups:

1. Domain decomposition methods. He is the first to have understood the
links between Schwarz algorithms and Lagrange multiplier methods; one
of the first domain decomposition method without overlap is his. He is
also among the first to have proposed the framework of mixed methods
for domain decompositions. Finally, he is a co-founder of the famous DDM
conference series. He received the Cray prize for his achievements in this
important field of parallel computing.

2. Fictitious domain methods. With equal success he applied the framework of
Lagrange multipliers to the fictitious domain embedding methods, thereby

W. Fitzgibbon et al. (eds.), Applied and Numerical Partial Differential Equations, 5
Computational Methods in Applied Sciences 15, DOI 10.1007/978-90-481-3239-3_2,
(© Springer Science+Business Media B.V. 2010
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O. Pironneau

establishing convergence of old Russian algorithms and new methods of
his. He gave the appropriate functional framework for the variational nu-
merical methods with important applications to time dependant domains.
In an article with V. Girault a fundamental error estimates was established
which is one of the most cited result of the field also because it contains a
compatibility condition which says that the discretization of the physical
domain must be coarser than the background mesh.

Robust preconditioners for the Navier—Stokes equations and other nonlin-
ear partial differential equations. In his book (Springer-Verlag) on nonlinear
problems Roland Glowinski proposed several iterative algorithms (conju-
gate gradient and augmented lagrangian methods) with optimal precon-
ditioners especially for the Stokes equations thereby opening the way to
modern scientific computing, a method which everybody use nowadays. He
received the Prix Marcel Dassault of the French academy of sciences for
his work in this field.

Several iterative algorithms for visco-elastic problems. With J.-L. Lions
a family of methods based on augmented Lagrangian formulations and
other penalties were given to solve the variational inequalities of physics,
an approach which is still, when possible, the most stable way to find free
boundaries, thereby avoiding remeshing of the moving domains.
Algorithms for the biharmonic problem. R. Glowinski proposed a formu-
lation of the problem which could be discretized with low degree finite
elements and which leads to the fastest numerical method to the point
that at Dassault Aviation their first Navier-Stokes solver was based on
this formulation. It was also the first in a series of scientific “coups” in the
fruitful cooperation between Roland, Jacques Périaux and Pierre Perrier
at Dassault Aviation.

An algorithm for the transonic equation. In this industrial cooperation a
variational formulation of the transonic equation was tested with an en-
tropy condition based on the potential of the flow, which again brought
Dassault Aviation to the front line of scientific computing with the first
complete numerical aircraft at transonic speed.

A numerical implementation compatible with the controllability conditions
of hyperbolic problems, the famous H.U.M. of J.-L. Lions. With several
collaborators at INRIA and at Dassault Aviation the method was proven
to be very efficient for solving the Maxwell equations of electromagnetism in
the physical variables yet seeking for periodic solutions and hence avoiding
frequency domain reformulations.

A mized formulation for fluid—structure interactions. In cooperation
with D. Joseph at University of Minnesota (Minneapolis) for pipelines,
R. Glowinski and his team at University of Houston solved the very diffi-
cult challenge of simulating the fluidized bed problem. This is a 3D flow
with thousands of solid balls moving with the flow. This was the prob-
lem that lead Roland to use the fictitious domain method, although he
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tried also body fitted meshes. The originality of his approach is to have
embedded the Newton laws for the balls into the variational formulation
of the problem.

Roland Glowinski is world famous for his contributions to parallel comput-
ing especially for problems with unstructured meshes, with the finite element
method, linear or non-linear, with or without free boundaries and with multi
physics. His collected work in book form would amount to perhaps 12 volumes,
fairly easy to read and yet to the point, with the right dose of mathematics
for beautiful theories pertinent to the applications which Roland never loose
sight of what he calls “applied mathematics of good taste”.

It would be tedious to list all the prizes and honors he received but let us
cite two: the French Academy of Sciences and the von Karman Lecture at the
2004 SIAM meeting.

Books by Roland Glowinski

1. R. Glowinski, J.-L. Lions, and J. He. FEzact and approzximate controllability for
distributed parameter systems. A numerical approach, volume 117 of Encyclopedia
of Mathematics and its Applications. Cambridge University Press, Cambridge,
2008.

2. R. Glowinski. Finite element methods for incompressible viscous flow. In P. G.
Ciarlet and J.-L. Lions, editors, Handbook of Numerical Analysis, Vol. IX, pages
3-1176. North-Holland, Amsterdam, 2003.

3. R. Glowinski and P. Le Tallec. Augmented Lagrangian and operator splitting
methods in nonlinear mechanics. STAM, Philadelphia, PA, 1989.

4. M. Blanc, D. Fontaine, R. Glowinski, and L. Reinhart. Simulation of electron
transport in the earth magneto sphere. Gordon Breach, 1987.

5. R. Glowinski. Numerical methods for nonlinear variational problems. Springer,
New York, 1984.

6. M. Fortin and R. Glowinski. Méthodes de Lagrangien augmenté. Gauthier-Villars,
Paris, 1982. (publié en anglais par North-Holland en 1983).
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1 Introduction

We establish existence and uniqueness of solutions of a class of partial differ-
ential equations with nonlocal Dirchlet conditions in weighted function spaces.
The problem is motivated by the study of the probability distribution of the
response of an elasto-plastic oscillator when subjected to white noise excita-
tion (see [1,2] on the derivation of the boundary value problem). Note that the
developments in [1,2] are based on an extension of Khasminskii’s method (see,
e.g. [5]) and in this paper we use a direct approach to achieve our objectives.
We refer the reader to [3,4,6,7] for general background on modeling,
theoretical, and computational issues related to elasto-plastic oscillators.

2 Setting of the Problem

2.1 Notation

We set D = R x (=Y,Y). A point in D is denoted by (y,z). We define the
operators

10%C ¢ o
AC(Z/,Z)——58—y2+a—y(coy+kz)—y5’ (1)
10% 0
Biy(y) ———qf + —w(cOy +kY),
2 Oy 0 ()
102 Oy
B_ = — + = — kY
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10 A. Bensoussan and J. Turi

Let g(y, z) be bounded. We define

9+(y) =9(y,Y) and g-(y) =g(y,—Y). (3)

We also define the weightfunction

1
pm(y) = EED m > 1. (4)
2.2 The Problem
Let A > 0, we look for a function
[e] 8“ 2
uwe L*®(D), — el (D), m=>1,
dy
L, O0u 0% 5

—, Y= <€ L;, (D >3
y az7yay2€ m( )7 m_ ?

/ ylpmu?(y, £Y)dy < oo, m > 1,
R
3 ou\’

satisfying

A+ Au=yg in D,
)\U+B+U:g+, Z:Y7y>0a

—~
N O
—

M+B_u=g_, z=-Y, y<O. (8)
Note that on a subdomain,
Dy ={(p,0) x (=Y, Y)U (=00, —p) x (=Y,Y)}, p>0,
the function u is continuous up to the boundary, the derivatives g—’;, g—Z, and

2272‘ are L2 . and the equations (6), (7), and (8) are satisfied in the strong

sense.

3 The Main Result

Theorem 1. Assuming that g is bounded and A\ > 0, there exists one and
only one solution of (5)—(8).
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3.1 Boundary Conditions
The boundary conditions can be replaced by nonlocal Dirichlet conditions

U’(y7 Y) = U‘+X+(y) + ﬁJr(y)? Yy > 0, (9)
u(y, =Y) =u_x—(y) + B-(y), y<O, (10)

where v and u_ are constants. The functions (4, x4, 6—, and x_ are defined
by

Ay + ByfBy =gy, B1(0)=0, By € Hy (0,00), (11)
where
H,,(0,00) = { \/pm )2 (y dy<0<>/pm ( >(y)dy<00}7
similarly
M- +B_ =g, B(0)=0, - € H,, (—00,0), (12)
where
Hp,(—00 { I/ pm (Y] dy<00/ pm(y ( >(y)dy<00},
furthermore,
At +Bixs =0, y>0, x4(0) =1, x4 € H,,(0,00), (13)
and
M-+ B_x-=0, y<0, x-(0)=1, x— € Hy(-00,0).  (14)

3.2 A Priori Estimates

Consider a solution u of (5)—(8). We test (6) with up,,. We get easily

)\/ up dy dz + = / <@> Pm dydz+/ pm@u(coy—kkz)dydz
D 2 Jp \ 9y p Oy
ou 0

Y 1 2
— md d - = m ) d
m 8y 1 2p ydz 21 ypmu(y,Y)dy

1 o0
+3 / ypmu®(y, =Y )dy = / gpmu dy dz
0 D

1 [> 1 /[
+ 5/ Ypm(uixs + By )’dy — 5/ ypm(u_x— + B-)*dy. (15)
0 —00
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We next test (6) with 3“y Pm. We obtain

o\’ A [0 AL,
A/ypm e dydz—g/ ¥ pmu(y, )dy+2/ Yo pmu(y, —Y) dy
o 0

—-/ a—“Q( Y)d+1/003 @2( ~-Y)d
4700ypm ay) WYt g | vem{g ) W Y

Oudu 9 3 my? 3 Ou
m k 5 dydz — m dyd
ay 3Zy p [Coy + K2y + 2 1+42 yaz /Dgy p Iz yaz

A [ A [
+ 5/ Y pm (ugx s + By )’ dy — 5/ Y2 pm(u_x— + B-)*dy
0

— o0
1> dyy  dBy )\, 1 /0 5 dy—  dp-
- m — ) dy— -~ m | U —— + —— d .
+4/0 yp <u+dy+dy Y 470099 u dy+dy Y
(16)
Since the right-hand side of (15) is bounded, a simple application of Holder’s
inequality in (16) allows to obtain bounds on the norms of the functions listed

in (5), except for the L* norm of u, which does not follow from the energy
equalities (15) and (16).

3.3 Further Regularity

Proposition 1. Assume that A is sufficiently large and % € L2,(D), for
m > 1. Then

2 2
>
R L:. (D), 920y € L, (d), form >1,
83'& 2 232'& 2

a.a o - >

yazayQ e Lm(D)7 y 6Z2 6 Lm(D)7 fOT' m = 3
ou\?

/ Ylpm | 52 ) (¥, £Y)dy < oo, form>1,

R 0z

3 02u \”
/R\y| Pm, <m> (y, £Y)dy < oo, for m > 3.

Also,
2
ZTH € L2 (D), form>2.

Proof. We find the problem for v = g—z by differentiating (6). We get
dg _,0u
0z dy
v=0, forz=Y, y>0,

v=0, forz=-Y, y<O.

v+ Av = in D

)

(17)
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We can obtain the analogues of (15) and (16), namely

1 2
)\/ vzpmdydz—l——/ <@) pmdydz—i—/ pm@v(coy—i—kz) dy dz
D 2Jp \9y p Oy

o0

v y I 2 1 9
- —v—"—pndydz — = mV2(y,Y) dy + = w02 (y, —Y)d
m/ayv1+y2p ydz 21myp v (y )y+2/0 Yypmv-(y, =Y ) dy

dg ou
- - b m ) 1
/D(az kay>P vy (18)

ov\? A [0 A [
/\/ viom (52 ) dydz — —/ Ym0 (y,Y)dy + 5 / ¥ pmv*(y, =Y) dy
D 62’ 2 o 2 0

T, o\’ 1 [ o\
- m = Y - 3 m a 7_Y
4/_00110 <8y> (Y, )dy+4/0 Y p <8y> (y,—Y)dy

[ Ovdv 9 3 my?
8y8 — Y Pm [coy + kzy + 2 1142 dydz
Jg ou\ 5 Ov
_ - _ o 1
/D (32 kf’)y)y Py 0= (19)

Since A can be taken sufficiently large, these relations prove the properties
stated. Note that the last one follows from (6) itself and already proven prop-
erties. U

Since )
ou
lylom | == ) (y,£Y)dy < oo, form > 1,
R 0z
the function u(y,+Y") satisfies the differential equation

10%u Ou Ou
- —— +kY)= +Y +Y 2

and we can consider the right-hand side as a given function in L2, (R), m > 2.

Note that

%(y,Y)zO, ify>0 and %(y,—Y)zo, if y <0.

0z
From this relation, using also the fact that u is bounded, we deduce easily

0%u

8_y2(y’ +Y) € L2 (R), form > 2. (21)

Hence, in particular,
u(y, £Y) is C1(r). (22)
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4 Proof of Theorem 1

4.1 Proof of Uniqueness

Proof. We will prove that if A is sufficiently large, then the solution of (5)—(8)
is unique. Moreover, we will prove that for A > 0, there exists a solution of
(5)—(8) such that

lgllz~

N
So, for A sufficiently large there exists one and only one solution of (5)—(8)
and it satisfies (4.1).

But we may then consider the map T, defined on L>(D) by

Jullze <

u = Tyw,
where
A+ a)u+ Au=g+ aw in D, (23)
(/\+a)u+B+u:g++aw+, Z:Ya y>0a (24)
A+ ao)u+B_u=g_+ow_, z=-Y, y<O. (25)

A solution of (5)—(8) is a fixed point of T,.
Next we show that T}, is a contraction on L. Indeed, if wy, wy € L*°(D)
and u; = Towy, us = Tyws, then u; — us is the solution of

A+ a)(ug —u2) + Alur — uz) = a(wy — wy) in D, (26)
A+ a)(ug —ug) + By(ug —ug) = a(wy —wse)y, z=Y, y>0, (27)
A+ a)(ug —ug) + B_(ug —ug) = alwy —wz)—, z=-Y, y<0. (28)

Since A + « is large, w1 — ug is uniquely defined and

aljwy — wsl| e

Uy —u o <
lur — uz L= < Y

It follows that T, has a unique fixed point, i.e. the solution of (5)—(8).

We shall assume that A is sufficiently large to prove uniqueness. We must
prove that if u satisfies (5), and (6)—(8) with g = 0, then u = 0. Since g = 0, the
regularity result of Proposition 1 applies and we may assume that u € C*(D).
If we exclude a strip (—p, p) x (=Y, Y), p > 0, then u € C? and we may apply
strong maximum principle considerations.

Define the function

log |z| + 1, if |z > 1

x(®) exp <—§$4 + sz - g) , if fzf < 1.
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Then x € C?, x(£1) = 1, X/(£1) = &1, ¥/ (£1) = -1, and x(z) > x(0) =
7

[

We set
Y
where ¢ is a constant, and let
u(y, 2)
Then w satisfies
v’ 1
Aw + Aw — ?g_z + % (—547“ +J/(c0y+kz)) —0, Y <2<V, yeR,
U ow  w 1
B M — ——+ — | —=0" + ¥ kY)) =0 0, z=Y,
+’U)+ w Way—i_W( 2 + (C0y+ )> ) y>0, z )
v ow  w 1
B_ M — ——+ — | ="+ ¥ —kY)] =0 0, z=-Y.
w + Aw y‘/aeru'/(Q + ¥ (coy )> . y<0,z .
29
Using the definition of ¥, we obtain
1
] > _7
v — lX/ <g> _ %( ) , >y
7 \y) T e (L ;
2y2y( 2o lyl <7,
and
1 _
1 y R ‘y| >,
U= —y" (_> = 6 4 2
y y Y(y) |9 (y> (y) T(y _
UM () —is () 45 (Y) 45 <7
22 |2 \y 7) 2\y vl <9
Combining these relations, we get
1 1 _
;(coy—kkz)—kﬁ, lyl > 9,
1 ) [ 9 (v\° o 15 y*
o’ ko) — —w’ = 2\ 2T I 2 ) _ 3kl
(coy + kz) 5 27 | 1\5 2 3co 2 3 z372
7 5
—y? <—5c0 + 4—2> + 5kzy — 5}, lyl < g

Choosing g > %, we have

1 1
7 (LZ//(coy +kz) — 5![’”) >0, forly|>7.
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In particular,

1/, 1, 1[13
LZ/(W(coy-i-kz) 2W)> y{4y+4kY}

and we may choose g sufficiently large so that
1[13
A— = |:—_+4k‘Y:| > 0.
g 4y

Note that w(y, z) — 0 as |y| — oo uniformly in z.

If it has a positive maximum, it must be attained at finite distance, say at
(y*, 2*). We cannot have —Y < 2* < Y since the coefficient of w(y*, z*) is A+
(W' (coy+kz)—20") > 0 and %—’; =% = Qat (y*, 2*) while ?927“2” (y*,z*) <O.

Suppose z* = =Y, y* < 0, then the same conclusion follows from
the boundary condition. If z* = —Y, y* > 0, then %—';’(y*, z*) < 0 and
y*%(y*, z*) < 0 and the same conclusion follows from the inner equation.

If y* =0, 2* = =Y, then we have 2—3(0, —Y) = 0 and hence

10%°U

)\U(O, —Y) — 53_342(0’ —Y) =0.

Therefore,
0%u
8_342(0’ -Y) >0,
which is a contradiction with the fact that u(y, —Y") attains its maximum at 0.
By asymmetric reasoning, we cannot have a positive maximum with z* =Y.
So we cannot have a positive maximum. A similar argument shows that we
cannot have a negative minimum. Hence w = 0, which implies v = 0. [J

4.2 Approximation

We study (6)—(8) by a regularization method as follows. Define

SR
A=A 2022
We approximate (6)—(8) by
A+ Au =g inD, (30)
R - out
)\’LL +B+U = g+, y>07Z:K Ezov y<07'Z:K (31)
out

e+ B u =g, y<0, z=-Y, =0, y>0, z=-Y. (32)

Dz
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Consider the spaces

2= {v )| [~ pulwr s < oo},
(R = {w e ), e ).
40— {51691 [ e <),
and
H (D) = {;p € 12 (D), Z—‘Z € 12 (D), Z—‘” e 12 (D)} .

If ¥ € H}, (D), then ¥(y,+Y) € H,%(r) We will need a slight modification of
HL (D), defined as follows:

- A%
H! (D) = {LZ/ | / pm(y? + )W dydz —|—/ Pm <8_> dydz
D D Y

+/me (g—f)zdydz<oo}. (33)

Note that H} (D) N L®(D) C H} (D), if m > 2.
Introduce the set

K= {w € HL(D) | (5, Y) = Uy xs (y) + Bo(y). v > 0,

Pl -Y) =P+ 5 v <0, sl < 0L oy

Lemma 1. The set K is a convex closed not empty subset of ﬁ}n(D)

Proof. The fact that K is convex and closed is clear. To show that it is not
empty, we pick

ﬂ+(y)ﬂy>0_ﬁ (y)1 y<0 B+(y) y>0_57(y)ly<0
2Y 2

U(y,z) ==z

which belongs to K. [



18 A. Bensoussan and J. Turi

~ We will give a variational formulation of (30)—(32). We define for £, €
H} (D) the bilinear form

€ 0€ 0 1 o0& O
m e (€,1) = /pmafa”d dz 2/ pmaja”d dz

—i—/\/ pmgndydz—m/ Pm——N—-=dydz

Y
8y1+2

23 3
+/mea—yn(60y+kz)dydz /meanydyd& (35)

To simplify the notation, we drop, when necessary, the indices m, . The
bilinear form is continuous on H} (D).
If we consider the modified form

alen) +a /D (v + 1) pméndydz, (36)

then for « sufficiently large, depending on ¢, the modified form is coercive.
If f € L*°(D), then there exists one and only one solution of the variational
inequality

a6 —n) +a /D Py + DEE — m)dydz

> / Fom(€ —n)dydz, VneK, €€ K. (37)
D

We proceed by defining a map u = Tov. If v € L(D), u is the solution of
the variational inequality

a(u,n —u)+ a/ ,om(y2 + Du(n — u)dydz
D
> / pm(g+a(y? +1)v)(n —u)dydz, VYne K, ue K. (38)
D

Lemma 2. If |v]|p~ < %7 then [Ju L~ < Hg“}fm'

Proof. Let v = %. We first notice that if ¥ € K, then [¥(y,£Y)| < 7.
Therefore, (u — )" (y, £Y) = 0. We can take n = u — (u — 7). We obtain

—a(u, (u—)*) —a / Py + Dy — )+ dydz
D

> - / P9 + 0y + 1)0)(u — 7)* dydz;
D
hence

au, (u— 7)) + / Py + D — )+ dydz
D

< [ pulo+ ale? + Do) =) * dud
D
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It follows from the definition of the bilinear form that
alu =7y, (u—7)%) + A /D pm(u — )" dydz
o [ puls? + V=)= dudz + 07 [ (62 + 1))ty
< /D prnlg + aly? + 1)) (u — 7)* dydz.

Since v < v and YA = ||g|| L=, we deduce

a((u—7)*, (w—7)") +a / P + 1) (1 — 7)) dydz < 0,
D

which implies (v —«)* = 0. Similarly (v — )~ = 0 and the proof has been
completed. [

Taking n = 1o € K in (36), we obtain

a(u,u) + a/ (y2 + 1)pmu2dydz < a(u,ng)
D
+ a/ (v 4+ 1) pmunodydz — / pmlg + a(y? + 1)) (no — u)dydz. (39)
D D

Since ||v]|pe < 7, we deduce easily from (33) and the coercivity that there
exists a number M depending only on the H! (D) norm of 5y and of v (but
not on the specific v).

We define the following subset of K:

- gl
& ={oer ol < = ol o < 00 (40)

which is also closed and convex in fI}n(D) and not empty. Indeed, the func-
tion picked in Lemma 1 belongs to K if M is sufficiently large. The map T,
transforms K into itself. The set K is a compact subset of L2, (d) and T, is
continuous. Hence Ty, has a fixed point.

The fixed point satisfies

a(u,n—u) > / pmg(n —u)dydz, VneK, uckK. (41)
D

Take ¥ € H} (d) N L>°(D) such that

U(y,Y)=0, ify>0, W(y,-Y)=0, ifY <0 (42)
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then n =u £ ¥ € K. Hence
a(u,¥) = / Pmg¥dydz, Y& (43)
D

such that (39) is satisfied.
It follows that in the sense of distributions

A+ A*u=g, inD. (44)

By the definition of K the Dirichlet parts of the boundary conditions in
(31)—(32) are satisfied.
Now considering ¥ as in (43) and testing (44) with ¥p,,, we obtain

0 ou *  Qu
| oG yian= [ pnGrue—via=o.

— 00

Since the values of ¥(y,Y) and ¥(y,—Y) are arbitrary, we get

O fory<0, z=Y
0z

and
a—uzo, fory >0, z=-Y.
0z

Therefore, the fixed point of T,, solution of (38), is a solution of (30)—(32).

4.3 Estimates

We are going to obtain estimates similar to (15)—(16). Writing (41) explicitly,
we obtain

€ out (0n  Ou® 1 out (0n  Ouf
s o (5250 ) e gy (5 5 ) o

+A/p us(n—us)dydz—m/p %(n—us) -
p p Oy 1+y?

dydz

S

ou® . ou R
+ /D pma_y(" — u®)(coy + kz)dydz — /D P (0 = u%)ydydz

> / ng(n - ue)dydz, V77 € K.
D
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Therefore,
€ ous\? 1 ou’
5/ Pm (E) dydz+§/l)pm (a—y) dydz+/\/ P (u)2dydz
. / dd+/ o T e (coy + k) dyd
m | png- 1+2yz m gy oy + kz)dyd:

- 5/_001/%( )y Y)dy+;/oooypm(u€)2(y, ~Y)dy

1 o0
< /D rhomgu®dydz + 5 /0 Yom (Ui Xy + B1)*dy

1

0
— 5/ ypm(usx— + B-)%dy

€ Ou® On 1 Ou® On

a m _d d = m —d d
+2/Dpaayz+2/Dp 9z oy

out Y
+ A pmu ndydz — m ,om 3y U T+ 5 dydz
ou’ ou’

+/ pm—ndydz—/ pm—nydydz—/ Pmgndydz.

D dy D 0z D

Recalling that u® is bounded, we deduce

ous\ > ous\?
6/ Pm (E) dydz < C, / Pm (8_) dydz < C,

and / [yl pm () (y, £Y)dy < C, m > 1.

Next, considering (30) and testing with —%f Y3 pm, we obtain (cf. (16))
ous\ 2 e [ [Ous\?
m 4 - Y 3 m
/Dpy<az>dyd2+4/o <82>(y, )Y pmdy
0 2 0
€ ou® A
4/00((92)(% )Y” pmdy 2[mpy(U(y, )" dy

A [ 10 e\’
Y A C MR
0 —o0o Y

2

+Z/ PmY (‘?;;) (y, —Y)dy

ou® 6 € 3 my? ou®
/ {coy +kzy+ - — Y 2] dydz —/ pm9y3 p)
D z
_|_

2 14y
0

A 1>
/ Py (U X4 + By)? y—g/ Py (U x— + B-)*dy

— 00

cdxy | dBy 1/0 s cdx- | dB-
S S d - m e d.
/ ( y+dy y4_oopy dy+dy v

(46)
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From this relation we deduce

4 [ Ou® ? 3 [ Ou® ?
PmY dydz < C, € [ pmlyl (y, £Y)dy < C,

€ 2
and / Y[* o v (y,£Y)dy < C, m>3.
R dy

We next obtain the analogue of (18). Assuming % € L2, (D), m > 1, we
differentiate (30)—(32) in z and set

(47)

Ezﬁus
0z
We obtain
E

)\v‘s—i-Ast:%—kaay in D,
€ Ov® . .
56—+yv =0, y>0, 2=Y, v (y,Y)=0, y<O0, (48)
€ Ov®

A§6_+yv€:07 y<07 Z:_Y’ vs(y,_y):07 y>0

We test with v¢p,, and obtain
A
A pm(v®)?dyd E/ w () dyd
/Dp(v)szrQDp oo ) dvdz

l/ v 2d dz—i—/ aUEUE(C + kz)dydz
2 Pm ay Y me ay oY Y

1 >~ € 2
—m/ gV T 2dydz+2/0 pmy (v (y,Y)) dy
2 sty
B dg  O0u®
_/me (62 kv )dydz. (49)

Again if A is sufficiently large and %g € L2,(D), m > 1 we have
ou\? 02us\”
m dydz < C, m | 7—— | dydz < C,
K (8) wzsc [ (ayaz) "
ous\?
and [ pmlyl (y, £Y)dy < C,m > 1.
R 62

4.4 Proof of Existence

(50)

Proof. If A is sufficiently large and % € L2 (D) we can use the estimates (45)
and (50) and pass to the limit in the variational inequality (41).
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We obtain

1/ du (377 8u) /
— m— | — — — | dydz + X\ m(n —u)dydz
5 ).y \ay “ay) Y P (n—u)dy

ou y ou
—m/meﬁ—y(n—U)l+y2dydz+/me3—y(77—U)(60y+kZ)dydz

ou
- /D pm&(n — u)ydydz
> / pmg(n —uw)dydz, Vne K, ue K. (51)
D

In general, we cannot use the regularity properties of Proposition 1, and thus
we cannot write the variational inequality (51).

However, the weak limit of u® in the sense of the bounds (45), (47) will
satisfy (6) in the sense of distributions. The boundary conditions (7), (8) are
obtained easily by considering the limits of

uix+(y) + B+(y) and wZx—(y)+ B(y)

which amount to considering the limits of the numbers uf , u

bounded by @.
So we can extract converging subsequences. This is also the trace of a
converging subsequence of u®. The proof has been completed.[]

which are
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Summary. Boundary shape optimization problems for systems governed by partial
differential equations involve a calculus of variation with respect to boundary modi-
fications. As typically presented in the literature, the first-order necessary conditions
of optimality are derived in a quite different manner for the problems before and
after discretization, and the final directional-derivative expressions look very differ-
ent. However, a systematic use of the material-derivative concept allows a unified
treatment of the cases before and after discretization. The final expression when per-
forming such a derivation includes the classical before-discretization (“continuous”)
expression, which contains objects solely restricted to the design boundary, plus a
number of “correction” terms that involve field variables inside the domain. Some
or all of the correction terms vanish when the associated state and adjoint variables
are smooth enough.

1 Introduction

Computer simulations of systems in science and engineering provide an effi-
cient and cost effective tool to explore how performance depends on geometric
features of the system components. An attractive alternative to trial-and-error
testing is numerical design optimization, in which we introduce a parametriza-
tion of the geometry and let a numerical optimization algorithm interact with
the simulation software in order to explore the parameter space. Boundary
shape optimization is a strategy for design optimization that examines dis-
placements of the boundary to a given domain. Such optimization is a powerful
tool for final design, in order to put the final touch to a given configuration.
Numerical boundary shape optimization typically uses body-fitted meshes,
which makes the method suitable for problem exhibiting boundary layers or
other phenomena with high sensitivity to boundary smoothness.

Besides boundary shape optimization, there are other, conceptually dif-
ferent techniques for design optimization that can handle much more general
geometries than those generated by displacements of a given boundary; the
term topology optimization is often used to highlight the generality. In the
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so-called material distribution method for topology optimization, it is coef-
ficients of the governing partial differential equations discretized on a fixed
mesh that are subject to optimization [2]. Such methods can generate arbi-
trarily complex geometries and are therefore suitable for preliminary design
studies. The price for the generality is the limited resolution of the boundary
geometry: typically, the boundary is represented using a staircase approxima-
tion, which is likely to cause problems in connection with boundary layers,
for instance.

Conceptually, boundary shape optimization is a calculus of variation with
respect to boundary modifications and traces its historical roots back to the
works by, for instance, Newton, Lagrange, and Hadamard. The modern de-
velopment was initiated in the early 1970s, mainly by the French school of
numerical analysis, through researchers like Cea, Glowinski, and Pironneau.
Although the field has developed and matured over the years, it is perhaps fair
to say that the impact on science and engineering practice has been limited.

In contrast, the technique of optimal layout of a linearly elastic structures
using the material distribution method for topology optimization has, indeed,
had a noticeable impact on the design of mechanical components. There are
commercial software packages available, for instance, from Altair Engineering
and FE-design, which are increasingly used for the design of mechanical com-
ponents, particularly in the vehicle and aerospace industries. Boundary shape
optimization is then used as a post processing tool for the layout obtained by
topology optimization. However, boundary shape optimization is not much
used for practical engineering design outside of such structural “sizing”. One
reason for the limited impact can be the complexity of managing a system
for shape optimization: software for parametrization of shapes, mesh defor-
mation, solvers, sensitivity analysis, and optimization needs to be developed
and interfaced in an intricate way. Another reason is computational: solving a
shape optimization problem takes often at least an order of magnitude longer
time than a pure simulation. Because of the explosive development of hard-
and software resources, these hurdles are likely to be overcome eventually.
The recent appearance of several monograph dedicated to shape optimiza-
tion [4,6,8,10-12] is hopefully indicative of a revival.

The key to be able to treat shape optimization problems with a large
number of design variables lies the use of gradient-based optimization meth-
ods and, in particular, in the use of adjoint equations to extract the di-
rectional derivatives. The experience collected through my own involvement
in boundary shape optimization strongly indicates that the sensitivity in-
formation — directional derivatives of objective functions and constraints
— needs to be very accurately computed in order for the optimization al-
gorithms to fully converge. As was early on recognized, not the least by
Roland Glowinski and his colleagues when developing shape optimization tech-
niques, the processes of discretization and differentiation do not commute, in
general. That is, a discretization of the necessary conditions of optimality
(differentiate-then-discretize, or the “continuous” approach) does not gener-
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ally lead to the same expressions as when deriving the necessary conditions
for the discretized optimization problem (discretize-then-differentiate, or the
“discrete” approach). The latter strategy is more reliable in my experience, but
may be difficult to effectuate in practice for complicated problems. Glowinski
and He [7] and Gunzburger [8, §2.9], among many others, discuss and offer
perspectives on this somewhat controversial issue.

A disturbing fact is that the two approaches often appear to be unrelated:
the procedure for deriving the first-order necessary conditions in the undis-
cretized case is typically different from the one used in the discrete case, and
the final expressions look very different. These problems may have contributed
to the reason why there are very attempts to perform analysis of convergence
and approximation errors for shape optimization problems. One of the few
attempts reported in the literature are by Di Cesare et al. [5], [12, Chapter 6].

The present article shows that a systematic use of the material derivative
allows a unified sensitivity analysis in the undiscretized and discretized cases.
To minimize technical issues, the derivation will be made for a model elliptic
problem and will be largely formal (without existence proofs, for instance).
However, the derivation will be made in a way that does not violate the reg-
ularity properties of the discrete problem. The final directional-derivative ex-
pression (45) (which appears to be new) contains the “continuous” expression
plus a number of correction terms that are generally nonzero in the discrete
case, but that vanish when the state and adjoint solutions are regular enough.

2 A Potential Flow Model Problem

We consider the flow of an incompressible fluid in a bounded domain 2 C R?,
d = 2, 3 with a Lipschitz boundary 942 (Figure 1). Fluid is flowing in and out
through I3, C 0f2; otherwise there are impenetrable walls at the boundary.
Let I'y € 02\ I}, be a part of the boundary. We wish to manipulate the shape
of the design boundary Iy in order to affect the velocity field in a desired way.
Let % be the set of admissible design boundaries, whose definition may pro-
vide conditions such as bounds on curvature, bounds on displacements from

Fig. 1. An example domain for the model shape optimization problem.
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a reference configuration, or requirements such as convexity of the domain.
In order to perform a calculus of variation on Iy, we introduce a design vari-
ation 5& : I'y — R? that generates a family of deformed design boundaries
I4(t) € % in the following way: for each x € I'y, there is an x(t) € I4(¢) such
that R

x(t) =x+tdp(x), t€[0,al (1)

In order to generate for the formula (1) Lipschitz design boundaries that are
connected to the rest of the boundary, any feasible design variation needs
to be Lipschitz continuous and vanishing on 0Iy. Any admissible (5(2) should
also, of course, be compatible with the definition of %/. Further smoothness
requirements on 5(2) will be introduced in Section 4 to allow differentiation.
We assume that a > 0 is small enough so that the mapping between I'y and
I'4(t) is bijective for each ¢ € [0, a].

The displaced design boundaries I'4(t) generate a family of domains 2(¢)
with Lipschitz boundaries. We consider the following potential-flow model
defined on £2(t):

—Au+eu=0 in £2(¢),

ou

g 9 on I, (2)
ou

a—n =0 on 3()(15) \Eo,

where € > 0 is a small “regularization” parameter introduced to avoid the
singularity of the pure Neumann problem. The standard variational form of
the state equation (2) is

Find u(t) € H'(£2(t)) such that

Vo - Vu(t) +e/

vult) = / vg Yoe HYQW),  (3)
) r

io

Q(t)
where the notation u(t) indicates the dependency on .

Remark 1. Throughout this article, we will leave out symbols for volume and
surface measure in the integrals, since the appropriate measures will be clear
from the context.

Now introduce an observation domain 2.ps that does not intersect with
the design boundary; that is, f2,,s C 2 such that Q2 N Tq(t) = 0. We
wish to manipulate the shape of I'y such that the velocity field within the
observation domain coincides as closely as possible with a given velocity field
Uobs, & requirement that naturally leads to the objective function

T6d1) = /Q Vu(t) — tonsl’. (4)

Some variation of the above problem is a common model problem for shape
optimization in the context of fluid flow; Cesare et al. [5] consider essentially
the same problem, for instance.
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3 Sensitivity Analysis

Here, we present the well-known formulas resulting from a sensitivity analysis
of the objective function (4), as described in the book by Pironneau [13],
for instance. Section 3.1 gives the expressions before discretization, whereas
corresponding expressions obtained after a finite-element discretization are
reported in Section 3.2.

3.1 Before Discretization

A sensitivity analysis of the objective function (4) and the state equation (3)
concerns the calculation of one-sided directional derivatives of the objective
function with respect to design variation d¢; we will use the notation

. + S N
5008) = S 01)],_, = tim L02D_TO0)

=0 t—0+t t

(5)

The use of the one-sided derivative is essential when performing sensitivity
analysis around admissible designs for which geometry constraints are active.
The classical expression for the directional derivative is

n~(5(§,’)Vu-Vu*—5/ n-dpuu*, (6)

I'q

5608) =~ [

Iy

where u* € H'({2) satisfies the adjoint equation

/Vw-Vu*—i—e/wu*:/ Vw - (Vu —ueps) Yw e HY(D). (7)
I7) I7) 2

obs

Note the advantage of introducing the adjoint equation: the directional deriva-
tive for each feasible design variation 5&) can be computed by repeated eval-
uation of the integral (6) without solving any more equations.

The expression (6) is typically derived through a change of variables in-
volving a smooth bijection between (2 and (2(¢). Such a mapping can be
constructed by extending the boundary variation 5(}5 to a domain variation
8¢ : 2 — R? such that for each point x € 2, there is a unique point
x(t) € £2(t) given by

X(t) = X + t(x), (8)

and such that d¢|p, = d¢.

Although the extended mapping is used for the derivation, under certain
smoothness assumptions of d¢ together with regularity properties that will be
made explicit in Section 6, it holds that the final expression (6) is independent
of the particular choice of extension.
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3.2 After Finite-Element Discretization

In the discrete case, it is natural to use the locations of the mesh vertices at
the design boundary Iy as design variables. However, in order to retain mesh
quality, it is, in general, necessary to modify the mesh inside the domain as
well. Thus, for generality, associate with each mesh vertex a vector dx; € R?
that indicates a feasible direction of movement for vertex k. Associated with
mesh vertex variation 0xj, it is convenient to define the domain variation
§¢, = N}oxy, where N} is the continuous piecewise-linear finite-element
basis function at vertex k. Subject to variation dxy, each x(¢) in the deformed
domain §2(t) is then given by

X(t) = X + t 0xp NL (X) = x + t 5y, (%), 9)

and §2(0) = £2. The formula (9) interpolates deformation t dx, at vertex k on
the support of N ,i Note that the use of piecewise-linear basis functions implies
that planar mesh surfaces and edges will remain planar under the deformation.
Figure 2 illustrates the deformation (9) in two cases. If the mesh on domain
{2 is nondegenerate, then for each mesh vertex k, there is an oy > 0 such that
the mesh associated with the deformation (9) will also be nondegenerate for
all t € [0, ag].

Now discretize the equation (3) on the domain {2 using a conforming finite-
element discretization in a subspace Vj, C H({2). Given the deformation (9)
associated with an arbitrary mesh vertex k, we may then define a family of
discrete solutions

up(t) € Vi (t) € HY(£2(t)) such that

Vo, - Vup(t) —|—5/ vpup(t) :/ vy Yop € Vi(),
2(t) To

(10)
)

and consider the discrete objective function

()VLV
A
LA

Fig. 2. Each mesh vertex displacement ¢ 0xy, is interpolated onto the support wy of
the continuous piecewise-linear finite-element basis functions N}.
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1
Iodt) = 5 [ 1Vunt) = uon (1)

The following classical expression (e.g. [12, §6.5]) holds for the directional
derivative of Jy:

5Jh:—5xk~/ VNg(vuh-vu;)Mxk-/ Vup(Vuj, - VN
0] 0]
+ 0%y, - / Vuy, (Vuy, - VNL) — e 6% - / unu, VN, (12)
0] 0]
where u} € Vj, such that

/ Vuwy, - Vuj, —|—5/ wpuy = / Vuwy, - (Vup, — uehs) Ywp € Vi (13)
n n 26bs

The expression (12) reveals expressions for the derivative of .J, with respect
to variations of each mesh vertex in all coordinate directions (note that the
integrals are vectors with d components). Once the state uj, and adjoint state
ujy are known, all these derivatives can be computed by a single assembly loop
over all elements. The derivatives can, for instance, be stored in a vector D.Jj
of dimension dn, where n is the total number of mesh vertices. Elements dk,
dk+1, ..., dk+d—1 of DJj then contains the d components of the integrals
in the expression (12).

However, in shape optimization, it does not make much sense to optimize
the position of each mesh points independently. A good strategy is to modify
the locations of the mesh vertices on Iy explicitly using updates from the
optimization algorithm, and employ a mesh deformation strategy to move
the rest of the mesh vertices indirectly in order to preserve mesh quality. In
simple geometries, such a mesh deformation can be defined by an explicit
formula based on the distance to I'y. A more general strategy, however, is to
use a numerical deformation strategy, for instance, based on elliptic smooth-
ing [12, §5.3]. To describe the role of the mesh deformation in the derivative
calculations, consider the spaces of discrete boundary and domain variations,
Un = span(d¢y)kev(ry) and Un = span(dgy),.cy, ), where V() denotes the
set of mesh vertices located in the subdomain . A mesh deformation strategy
defines a mapping a : Y — U, and the objective function that is in reality
used for optimization when employing a mesh deformation is the composition
Jn = Jp 0 a. By the chain rule, the derivative of mapping J;, will be

DJ, = ATDJ,, (14)

where A4 is a matrix representation of the Jacobian of the mesh deformation
mapping a.

Note that the discrete adjoint equation (13) constitutes a finite-element
discretization of the adjoint equation (7). However, the discrete direc-
tional derivative expressions (14), (12) carry no obvious resemblance to
the expression (6).
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4 Shape and Material Derivatives of Functions

In Section 6, we will perform the sensitivity analysis in a way that simultane-
ously provides the seemingly quite different expressions (6) and (12). A main
component of the derivation is the differentiation of the state equations (3)
and (10). There are two fundamentally different ways in which a function can
be differentiated with respect to variations in the domain on which it is de-
fined: as a material or as a shape derivative. These concepts, shortly reviewed
below, are analogues to the material and spatial derivatives in continuous me-
chanics [9, §8]. For a thorough treatment of these concepts in the framework
of shape optimization, see the monograph by Sokolowski and Zolésio [14]. This
section aims to demonstrate a fact that seems curiously underappreciated in
the shape-optimization literature: the material derivative is better suited, due
to its favorable regularity properties, than the shape derivative for use in the
sensitivity analysis.
We start by introducing the notation £2(¢) = 74(£2), where, for x € (2,

Ti(x) =x+tdp(x), t€]0,q] (15)

For simplicity, we assume that the domain variation d¢ vanishes on (2,15 and
92\ I'y. For the problem before discretization, d¢ is an extension of d¢ (which
was defined solely on I'y) into a mapping from {2 into R?. We require that the
extended mapping is smooth enough so that the components of the second-
order tensor Vo¢ are in L®(£2). In the discrete case, d¢p(x) = d¢p;,(x), where
d¢;, is given by the expression (9) (here, d¢p can be made to vanish on 2yps
and 02\ I'y by simply not considering any k for which corresponding mesh
vertices are in {2ops or 012\ I'q). By the definition (9), it follows that the
components of Vi¢ are in L>°({2) in the discrete case.

Now consider functions p : £2(t) x R — R. We will use p(t) as a shorthand
notation the for function x — p(x, t).

Definition 1. The material derivative of p with respect to domain variation
0@ at point x € 2 is
p(Tt(x)7 t) - p(X7 0) _ d+

6mp(x; 6¢) = tE%lJr n = gp(Tt (X), t) ’t:ov

provided that the point-wise limit exists.

(Whenever there is no risk for confusion, we will suppress the second argument
and just use the notation d,,p(x).) The material derivative is thus a (one-sided)
derivative of the compound function ¢ — p(t) o1, (the “total” derivative). For
p(t) in a Banach space W, Definition 1 is easily extended to

q+
Omp = 3p(t) 0 el g (16)

with the limit in a Banach space X D W.
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Definition 2. The shape derivative of p with respect to design variation d¢
1s the function
6p = 0mp — ¢ - Vp(0). (17)

Remark 2. Definition 2 imposes an a priori regularity difference between d,,p
and dp due to the right-side gradient in the expression (17). This difference is
consistent with the typical behavior when differentiating the state variable in
a shape optimization problem. As illustrated in Examples 3 and 4 below, the
material derivative of the state variable can typically be defined in the same
space as the state variable itself, whereas the shape derivative typically cannot.
An alternative definition of the shape derivative is as the partial derivative

p(X, t) B p(X7 O)
t—0+ t

(18)

from which the expression (17) follows by the chain rule applied on ,p.
However, a complicating factor with the definition (18) is that the two terms
on the right side has different domains of definition, {2(t) and (2, respectively.

Following four examples highlight the different properties of the material
and shape derivative.

Ezample 1. Let g : £2 — R be given. Define p(t) = g o 7; !; that is, p(x,t) is
defined by mapping back x € £2(t) to corresponding point in {2 and evaluating
g at the mapped-back point. Then

dt d*

Omp = g(p(t)oﬁ)hzo = E(QOT;IOTt”t:o:O’ (19)

0p = dmp — 9 - Vp(0) = —d¢ - Vp(0).

Thus, when p(t) is “moving along” with the deformation, the material deriva-
tive vanishes. Next example illustrates the opposite situation.

Ezample 2. Let f : R? — R. Define p(t) = flo)- Then

d+ d*
Omp = TS (p(t) o Tt)’tzo e (flow o T¢) ’t:O
dt
=V low (57| Ly = Vlaw 60 =50 Tp0). 0

dp = 0mp — d¢p - Vp(0) = 0.

Thus, a function that is “fixed” with respect to the deformation yields a
vanishing shape derivative, a property that is consistent with the interpreta-
tion (18) of the shape derivative as a partial derivative.

Example 3. Let g belong to a finite element space V;, C H'({2) such that
g(x) = Zgzl gk N} (x), where N} is a finite-element basis function that is
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globally continuous and whose restriction on each triangular or tetrahedral
element is a polynomial of degree p. Define basis functions on the deformed
domain £2(t) by the expression N7 (x,t) = NP (7; '(x)), as in Example 1. The
span of the functions N7 (¢) defines a family of finite-element spaces V'(¢) on
£2(¢t). Each p(t) € Vj,(t) may then be written

N
p(,t) =Y pr(t)NE(x, 1). (21)
k=1
As in Example 1, we find that 6, N} =0, N} = —d¢p - VN! and thus

N
Smp =Y opi NE,
k=1

N (22)
0p = 0mp—0¢p-Vp ="y (6px NI —prd¢p- VNE),
k=1
where
d+
opr = gpk(t)lt:@ (23)

Note that d,p € V3, but dp € V3! That is, the material derivative is conforming
to the finite element space, whereas the shape derivative is not. Also note that
the material derivative is obtained by differentiating only the coefficients of p
(and not the basis functions) with respect to the deformation.

Ezample 4. Consider the solution u(t) € H*(£2(t)) to the state equation (3).
Sokolowski and Zolésio [14, §2.29] and Haslinger and Mé&kinen [10, §2.5.2]
discuss the existence of d,,p in similar situations, where they show that d,u €
HY(£2), provided that the domain deformations are sufficiently regular. As in
Example 3, the material derivative is defined in the same space as the state,
but since du = §u—Jd¢- Vu, the shape derivative typically has less regularity.

5 Rules for the Material Derivative

It is immediate from Definition 1 that the product rule holds for the material
derivatives of functions f, g on £2(t) x R:

5m(fg) = 5mfg + f(smga (24)

where, for simplicity of notation, we have suppressed the evaluations at zero:
the right side should really be &y, f g(0) + f(0) dmg. The rest of the article
adheres to the same convention: for a function f on £2(¢) x R, the symbol “f”
outside a material derivative will denote its restriction to ¢ = 0.

The shape derivative commutes with the spatial gradient, that is, 6V =
V4, but the material derivative does not: §,,V # Vd,,. However, it holds that
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Sm(Vp) = V(3mp) — (Vi¢)" Vp, (25)

or, in Cartesian components,

d
5m<%>:i5 » O 0 54 i=1,....d (26)

6.%’1' 8@ e _jzla_:zrjﬁ_xi

To prove the expression (25), consider a finite-difference approximation of
the material derivative:

D} p(t) def M_ (27)

Differentiating both sides of the expression (27) yields
(p(t) o T1) — Vp(0)
t
[(T+ (Vo)) Vp(t) o 7, — Vp(0)]

_ Vp(t)or ; — Vp(0) + (V) TVp(t), (28)

<

VD, p(t) =

| =

where the second equality follows from the chain rule applied on V(p(t) o 7¢)
and from differentiation of 7 as defined in the expression (15). The expres-
sion (28) implies that

V(0wp) = lim VDS, p(t) = 6 Vp + (Vi) "Vp, (29)

which is the expression we wanted to show.
The product rule (24) and the expression (25) yields that

0m(Vq-Vp) =Vomq-Vp+Vq-Vup —Vq-(Vsdp)Vp, (30)

where Vg d¢p = Vg + (Vi) .
The rule for differentiating domain integrals that we will need in the fol-
lowing is [10, Lemma 3.3]

(1) =% (. 70)

The rules (25), (30), and (31) are the basic tools needed for a differentiation
of the variational forms. Note that there are no direct counterparts to the
expressions (25) and (30) for the shape derivative in the discrete case (when
p,q € V), and no shape-derivative counterpart to the expression (31) with
f = Vq - Vp, since such expressions would involve second derivatives of the
finite-element functions, which are not functions.

- /Q (uf+fV-30).  (31)

t=0
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6 Sensitivity Analysis Using Material Derivatives

Equipped with the tools of Sections 4 and 5, we now perform a derivation
that simultaneously provides the directional derivatives (6) and (12).

Let V(t) C HY(2(t)) and define V = V(0). In the case before discretiza-
tion, V(t) = H'(£2(t)), whereas V (t) = V;(t), a finite-element space, in the
discrete case. The state equations (3) and (10) can then be written in the
common form:

Let u(t) € V(t) such that

32
Vo(t) - Vu(t) +€/ o(B)u(t) = / o)y o) v, Y
Q(t) Q2(t) T
and the objective functions (4) and (11) in the form
. 1
jodit) = 5 / IVu(t) — gl (33)
2obs

Differentiating the objective function (33) using the differentiation
rule (31) and observing that d¢|p,,.. = 0 yields

obs

5i(6¢) = /Q Vot - (Vi — ons). (34)

obs

Differentiating the state equation (32) at ¢ = 0, using the rules (24), (30),
and (31) yields that

0:/Q(Vdmv-Vu—ks(émv)u)—i—/Q(Vv-Vdmu-i-svému)
+/ (Vo -VuV - -dp+vuV-6¢p—Vov-(Vgdp) Vu) (35)
o

for each v € V. Since §,v € V (cf. Examples 3 and 4), the first integral in the
expression (35) vanishes due to the state equation (32) evaluated at ¢t = 0.
Now let u* € V satisfy the adjoint equation

/Vw-Vu*+€/wu*:/ Vw - (Vu — upps) Yw € V. (36)
Q Q 2

obs

By choosing v = u* in the expression (35) and making use of the equation (36)
with w = dyu, the expression (35) reduces to

0= / Vimu - (Vu — Uobs)
10)

obs

+/ (Vu* - VuV -5 +u*uV - ¢ — Vu* - (Vsdp) Vu), (37)
0]
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from which we conclude that the expression (34) can be written

5j(0) = — / (V' - VuV -6+ cu'uV - 66 — Vau* - (Vo) Var).  (38)
Q

Substituting d¢ = dxj N'(x) into the expression (38) yields the discrete ex-

pression (12).

In order to proceed further, we need to integrate the expression (38) by
parts in a way that respects the regularity properties of the involved functions.
We will use a notation borrowed from the context of discontinuous Galerkin
methods [1, §3]. Let 75, be the set of elements (triangles or tetrahedrons) in
a triangulation of the domain 2 (that is, £2(0)). Note that the triangulation
will be completely superficial, without any effect on the solution, in the case
before discretization. Denote by H'(7;,) the space of functions in L?(§2) whose
restriction to each element K € 7, is in H*(K) (functions in H'(7;) may,
however, contain jump discontinuities between neighboring elements in the
discrete case). Denote by X the union of the boundaries to all elements in
the triangulation. Denote by T'(X) the space of traces of functions in H*(7},)
on Y; such traces are uniquely defined on the domain boundary 92 but are,
in general, double valued on the element boundaries Xy = X'\ 02 interior
to the domain. Consider two neighboring elements K; and K5 that shares
the surface (3D) or the edge (2D) o € Xy, and denote by n; and ny = —ny
the unit normals on ¢ that are outward directed with respect to K; and Ko,
respectively. For ¢ € H'(7},), define jumps on o by

IIq]] = q|8K1ﬂan1 + q|8Kgﬂon2' (39)

For ¢ € H(7}) and v € H'(§2)¢ hold the integration-by-parts formula

[vva==3 [wves [ wvor [ v @

KeTy,

We will now apply the formula (40) with ¢ = Vu* - Vu and ¥ = d¢. Note
that ¢ € H(7;,) and ¢ € H'(£2)? hold for these choices: before discretization,
q|x is smooth by internal regularity of the equations (32) and (36), and ¥ €
H'(0)? by assumption; after discretization, g|x is polynomial, and ) is in
an H(2)? conforming finite-element space. Using the formula (40), the first
term in the right side of the expression (38) can be written

_/Qvu*.vuv.M): Z /K<5¢~V(Vu*~Vu)

KeT,

—/ n-d¢Vu* - Vu — d¢p - [Vu™ - Vu], (41)
Iy

3o

where we have used that d¢ vanishes on 92\ I'4. Integration by parts on the
second term in the right side of the expression (38) yields
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—5/u*uV-5¢:5/ 5¢-V(u*u)—5/ n-d¢putu. (42)
0 N Iy

Substituting the expressions (41) and (42) into the expression (38) and col-
lecting terms, we obtain

5j(5¢):—/F n-d¢ (Vu* - Vu+ecuu) — 5o - [Vu* - Vu]

o

+ ) / (6¢p- V(Vu* - Vu) + Vu* - (Vsd) Vu + £ ¢ - V(u*u)).
KeTy, K (43)

The two first terms in the last integral in the expression (43) can be written
0V (Vu*-Vu)+Vu*-(Vsdop) Vu = V(6p-Vu*)-Vu+Vu*-V(d¢p-Vu), (44)

as shown by expanding in Cartesian components, for instance. Substituting
the expression (44) into the expression (43) yields

5J:—/ n-é¢(Vu* - Vu+euu) — 0¢ - [Vu* - Vu]
Fd EO

s /K(V(5¢~Vu*)~Vu+5(5¢~VU*)U)

KeT,

+ Y /K(Vu*-V(5¢)-Vu)+5u*6¢)-Vu). (45)

KeT,

The expression (45) contains, as its first term, the “continuous” directional
derivative expression (6), but also three “correction” terms. The first correc-
tion term involves jumps of Vu* - Vu at inter-element boundaries, whereas
the second and third terms contain some particular weighted element-wise
residuals of the state and adjoint equations, respectively, for which d¢ - Vu*
and d¢ - Vu replace the test functions. Some or all of these “correction terms”
may vanish, depending on the situation:

Case 1 (before discretization). When V = H'(£2) — the “continuous” case —
the functions u and u* are interior regular (and regular up to the boundary
I'y when the boundary is smooth enough). In this case, the jump terms vanish
due to the continuity of Vu - Vu*. Also, since d¢p - Vu* € V, §¢p - Vu € V
in this case, the element residual terms will also vanish due to the state and
adjoint equations (32), (36). Hence, in this case, the expression (45) reduces
to the classic “continuous” expression (6).

Case 2 (lowest-order finite elements). If functions in V are linear on each
element, the element residual terms vanish, since then V(d¢-Vu*)|x = V(d¢p-
Vu)|x = 0.
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Case 3 (higher-order finite elements). Here, none of the terms vanishes, in
general, and the expression (45) with §¢p = dxj, N!(x) just provides a different
way of evaluating the expression (12).

Case 4 (C* finite elements). When using the (rather unusual) class of C! finite
elements (for instance, the Argyris element [3, §3.2.10]), the inter-element
jump terms vanish since then [Vu* - Vu] = 0.

The expression (45) links together the “discrete” expression (12) and the
“continuous” expression (6) and constitutes, therefore, hopefully a first step
in a rigorous numerical analysis of finite-element shape optimization. For in-
stance, the convergence rate of the discrete Frechet derivative could be esti-
mated by estimates of the jumps and residual terms that the expression (45)
exposes.
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Summary. We present a novel mathematical model to study the mechanical
properties of endovascular stents in their expanded state. The model is based on
the theory of slender curved rods. Stent struts are modeled as linearly elastic curved
rods that satisfy the kinematic and dynamic contact conditions at the vertices where
the struts meet. A weak formulation for the stent problem is defined and a Finite Ele-
ment Method for a numerical computation of its solution is used to study mechanical
properties of two commonly used coronary stents (Palmaz-like and Xience-like stent)
in their expanded, fractured state. A simple fracture (separation), corresponding to
one stent strut being disconnected from one vertex in a stent, was considered. Our
results show a drastic difference in the response of the two stents to the physiologi-
cally reasonable uniform compression and bending forces.

1 Motivation

Mathematical and computer modeling of endovascular stents is an efficient
way to improve their design and performance [1,5,6,8,9,12,14-17,22]. Cur-
rently available computational tools include “off the shelf”, commercial soft-
ware which is based on various three-dimensional Finite Element Method
structure approximations of stent struts that form a three-dimensional stent
mesh. Accurate, three-dimensional approximation of stents is often computa-
tionally very expensive in terms of time and memory requirements. This is
why we developed a novel mathematical and computational algorithm which
approximates three-dimensional stents as a mesh of one-dimensional, elastic
curved rods.

W. Fitzgibbon et al. (eds.), Applied and Numerical Partial Differential Equations, 41
Computational Methods in Applied Sciences 15, DOI 10.1007/978-90-481-3239-3_5,
(© Springer Science+Business Media B.V. 2010
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Fig. 1. A stent with nc =6 and ny, = 9.

Fig. 2. Deployment of a coronary stent.

Stent struts are modeled as linearly elastic, slender curved rods that satisfy
the kinematic and dynamic contact conditions at the vertices where the struts
meet. A weak formulation for the stent problem is defined and a Finite El-
ement Method for a numerical computation of its solution was developed in
[21]. The resulting FEM algorithm is incomparably simpler and faster than
any corresponding three-dimensional solver, thereby enabling simulations of
a large number of stent configurations in a short time.

Using this algorithm, we studied elastic deformation of stents in their
expanded state (see Figure 1) exposed to physiologically reasonable pres-
sure loads causing compression, expansion and bending. In particular, in this
manuscript we compared the mechanical response to compression and bending
of two commonly used coronary stents: a Palmaz-like stent and a Xience-like
stent (see, e.g., Figure 2). Furthermore, a fracture (separation) was intro-
duced prior to the computer simulations, corresponding to a separation of
one stent strut from one vertex in the stent frame. Stent fractures and sep-
aration of coronary stent components are relatively rare (although fracture
of stents used in larger arteries such as those of the legs, are more common)
but they cause potentially serious complications of coronary artery stenting
[13,18]. Patients whose coronary stents suffer from stent fracture may present
non-specific symptoms of angina as a result of restenosis (re-narrowing of a
coronary artery) or in-stent thrombosis, or both [13,18]. In order to insure
proper recognition and treatment of this problem, physicians must be aware
of its existence and of the stent behavior under these circumstances [3]. In
this manuscript we present a few scenarios that shed light on the mechanical
behavior of two commonly used coronary stents under the assumption of a
disconnection of one of the struts in the stent frame. New insights related to
the performance of such coronary stents are obtained.
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2 The Model

We consider a stent to be a three-dimensional elastic body defined as a union
of three-dimensional struts, see Figure 3 and Definition 1. The main novelty in
this manuscript, over the standard approaches that can be found in literature
[1,5,6,9,12,14-17,22], is the use of the one-dimensional curved rod model
to approximate the slender three-dimensional stent struts, and a definition
of a stent as a union of curved rods satisfying certain contact conditions.
The one-dimensional approximation is given in terms of the arc-length of
the middle curve of the rod as an unknown variable. The cross-section of a
rod representing each stent strut is assumed to be rectangular, of width w
and thickness t. The curved stent struts “lie” on a cylinder with reference
(expanded) radius denoted by R, and reference (expanded) length denoted
by L.

Struts themselves are assumed to be linearly elastic, with the elastic pa-
rameters given by the Lamé constants A and u, or, equivalently, by the Youngs
modulus of elasticity E' and the shear modulus pu.

2.1 Geometry: Parametrization of the Stent Frame

Without the loss of generality, we will be assuming that the stent struts form
a uniform frame of diamonds with n¢ vertices in the circumferential direction,
and ny, + 1 vertices in the longitudinal direction, as shown in Figure 1. The
assumption of uniform geometry is, however, not required for the implemen-
tation of the ideas described below, as they can be generalized to stents of
arbitrary geometry with struts of different lengths. This will be utilized, for

example, in Section 3.
Stent vertices will be denoted by v;;, where ¢ = 1,...,nc and j =
1, ..., nr + 1, see Figure 1. Vertices can be defined as

L T
Vi, = (Rcos«z' C D)6+ (G- 1)é/2), Rsin((i — 1)+ (G — 1)é/2). (j — 1) ) ,

nr

Fig. 3. Left: The figure shows the angle formed by a vertex of a stent, the center of
the circular cross-section, and an adjacent vertex on the stent. The angle is denoted
by ¢ = 27 /nc. Right: The geometry of an interior vertex v;; with incoming and
outgoing struts.
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Vi, j+1 P

/ Nij

Fig. 4. Curved stent strut.

where ¢ = 27 /n¢ is the angle formed by a vertex of a stent, the center of the
circular cross-section of a stent, and an adjacent vertex on the same circum-
ference of the stent, see Figure 3, left. The vertices on the adjacent circular
cross-section are shifted by the angle ¢/2. Each interior vertex is characterized
by two incoming and two outgoing struts. See Figure 3, right.

Struts of a high precision laser cut stainless steel stent are not straight,
but curved and located on the cylinder of radius R. To write the equations for
the curved stent struts we take a cord connecting the two vertices that define
a strut, and then project the cord to the cylinder of radius R. See Figure 4.
More precisely, denote by RF ';» k = 0,1, the two outgoing struts emerging
from the vertex v; ;j, and connecting to the vertices shifted by +£¢/2 at the
level j + 1. Then the cords (straight lines) corresponding to the struts RZ i
k = 0,1, can be parameterized as

Szk,j(s) =5Vij+ (1 = 8)V((i—1-k) mod nc)+1,j+1, S € [0, 1],
i=1,...,nc, j=1,...,n1, k=0,1. (1)

The middle curve of the curved stent struts Rﬁ ; can be expressed via the
parameterization (see Figure 4)

Pi’fj :[0,1] — R3,
where

PF(s)=NSF;(s), s€[0,1],i=1,...,nc, j=1,...,n, k=0,1. (2)

i,j
Here N is the operator that lifts the cord up to the cylinder of radius R:

Pv
Nv = Pv+ R—
v — P’
where P denotes the orthogonal projector on es in R? with the standard scalar
product, and {e;, ez, es} is the standard orthonormal basis of R3.

Using the parameterization ij of the middle curve of stent strut Rk
we can now introduce a parameterization of the three-dimensional stent strut
Ri; as

i)f;j(sl,SQ,Sg)):Pf( )+82n ;(s )+83b i(s), (3)
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where t”7 Zj and bk ;(s) define a local basis at each point of the middle

curve of stent strut Rﬁ jt

k s) = (Zlf:j)/(s) nk 5) = (I_P)Pi]?j(s) k 5) = k s Ilk s
t;;(s) ”(sz]),(s)”a ii(8) ||(I—P)Pfj(s)||’ bi;(s) = t;;(s)xn; ;(s),

for s € [0,1]. The parameterization ®; maps the set [0,1] x [—t/2,t/2] x
[~w/2,w/2] into R3.

Definition 1. Three-dimensional stent {2 is a union of stent struts RF ' pa-
rameterized by (I)i,j7 given by (3):

nr nc

2=UJU U ®F. on [0,1] x [—t/2,t/2] x [~w/2,w/2]. (4)

i=175=1k=0

The interior stent surface of a stent is defined by

nrL nc

=JUy U ®F. on [0,1] x {~t/2} x [~w/2,w/2],

i=1j=1 k=0
and the exterior stent surface by

nr nc

FE—UU U‘I> on [0,1] x {t/2} x [~w/2,w/2].

=1 j=1 k=0

2.2 Mechanics: Stent as a Collection of Elastic Curved Rods

The curved rod model is a one-dimensional approximation of a three-
dimensional rod-like structure to the £2 accuracy, where ¢ is the ratio between
the largest dimension of the cross-section and the length of a rod. For a deriva-
tion and mathematical justification of the curved rod model see, e.g. [10,11].
In general, the behavior of a three-dimensional rod-like elastic body is approx-
imated by the behavior of its middle curve and of its cross-sections. In the
curved rod model, the cross-sections behave approximately as infinitesimal
rigid bodies that remain perpendicular to the deformed middle curve.

More precisely, let P : [0,¢] — R? be the natural parameterization of the
middle curve of the rod of length ¢ (||P'(s)|| = 1, s € [0,4]). Then the curved
rod model can be formulated as a first-order system of differential equations
for the following unknown functions:

@:[0,/] = R3  the displacement of the middle curve of the rod;

@ :[0,4] - R3  the infinitesimal rotation of the cross-section of the rod;
q:[0,¢] = R3  the contact moment; and

p:[0,4] - R3  the contact force.
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(Here ¢ corresponds to the strut length, denoted by [.) For a given line force
density f, the equations of the curved rod model can be written as (see [19]):

p'+f=0, (5)

qd+txp=0, (6)

describing the balance of contact force and contact moment, respectively, with
&' -QH Qg =0, (7)

' +txw=0, (8)

describing the constitutive relations for a curved, linearly elastic rod. Here t
is the unit tangent to the middle curve, Q = (t,n, b) is the orthogonal matrix
containing the tangent vector t and vectors n and b that span the normal
plane to the middle curve (Q describes the local basis at each point of the
middle curve), and

uK 0 0
H=|0 FI, 0 |,
0 0 FI,
where £ = MM is the Young modulus of the material, I,, and I are

moments of 1nert1a of a cross-section and pK is the torsion rigidity of the
cross-section. Therefore, H describes the elastic properties of the rod and
the geometry of the cross-section.

The equation (8) is a condition that requires that the middle line is ap-
proximately inextensible and that allowable deformations of the cross-section
are approximately orthogonal to the middle line. This condition has to be in-
cluded in the solution space for the weak formulation of the problem (5)—(8)
(pure traction problem for a single curved rod). Thus, introduce the space

V={(%Ww)eH(0,0°: ¥+t xWw=0}. (9)

Function (@1,w) € V is called a weak solution of the problem (5)—(8) if

¢
/ QHQT &' W' ds — /0 Fds+(0)W(0)—a(0)w(0)+D(0)¥(0)—p(0)¥(0)
(10)

holds for all (v,w) € V (notice the difference in the notation between @
and wW).

To model the mechanical behavior of a stent as a collection of one-
dimensional linearly elastic, homogeneous, isotropic curved rods, We param-
eterize the struts using the one-dimensional parameterizations P, Z g of the
struts’ middle curves, see (2). Now a stent can be defined as a union of one-
dimensional parameterizations as follows:

nc nL

-UUu

i=1j=1 k=0
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Fig. 5. Vertex v; ;.

Note that parameterizations Pi’fj are not arc-length parameterizations which
is necessary for the formulation of the curved rod model (5)—(8). Nevertheless,
they uniquely determine the middle curves of the stent struts and imply the
existence of the arc-length parameterizations. Finding the arc-length param-
eterization in this case is a difficult task which is not necessary for the final
formulation of the problem and the numerical method development.

Each of the curved rods approximating the stent struts Rf ; satisfy a set of
equations of the form (5)—(8). At the vertices where the curved rods meet, the
kinematic and dynamic contact conditions determine the boundary condition
for each curved rod in the stent frame structure. The kinematic contact condi-
tion describes the continuity of the kinematic quantities ﬁf ; and (.Z:f ;» stating
that the displacement and the infinitesimal rotation for two struts meeting
at a vertex, are the same. The dynamic contact condition is the equilibrium
condition requiring that the sum of all contact forces at a vertex, and the sum
of all contact moments at a vertex be equal zero. Thus, for each vertex v; ;
(see Figure 5) the kinematic contact conditions are given by
ﬁ?i—l) mod nc+1,j—1(ls) =

-0
W(i—1) mod nc+1,j—1(ls) =

=1}

i mod nc+1,j—1(ls) = ﬁi,j(o) = ui,j(o)’ (11)
gmod nc+1,j—1(ls) = ‘;’i,j(o) = a’l{j(o)7 (12)

and the dynamic contact conditions are given by

&

q(()i—l) mod nc—&-l,j—l(ls) + qzl mod nc+1,j71(ls) + 61?,3 (0) + q’:Ll,j (0) = 07 (13)
f)(()i—l) mod nc+1,j—1(ls) + f)'} mod nc+1,j71(ls) + f)(l),j (0) + 13'},] (0) = 0’ (14)
fori=1,...,nc,j=1,...,np + 1 with the convention that the quantity

is removed for nonexistent indexes corresponding to the end vertices v; 1 and

Vi,’n L+1-
To define a weak formulation for the stent frame problem, introduce the
following function space:

» Yne,np) Wne,nr [VERME ]

Vi = {90 0% 1 s Wi, ) (VE5,WE) € VS & (1), (12) howd}

where Vzkj are the function spaces (9) corresponding to the struts Rﬁ e
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Now the weak formulation for the stent frame structure consisting of curved
rods is given by the following:

Definition 2. Function (ﬁ?,l,cb(l)’l, i o) ) € Vi is a weak solu-

» o no,mL? T noe,nL
tion to the stent frame problem if

nc nr

l l

s ~ ~ S’“‘k: _
Y33 [ akm@b) @) o= [ shes )
i=1 j=1 k=0,1

<0 =0 <1 1
holds for all (Vi 1, W7 153 Ve n, s Wnom,) € VE.

Notice again the difference in the notation for the infinitesimal rotation

test functions vNVﬁ j and the notation for the infinitesimal rotation solution

functions &f ;- Also notice that all the intermediate boundary terms on the
right-hand side of the equation (10) cancel out in the formulation (15) due to
the kinematic and dynamics contact conditions.

Solution to the problem (15) is not unique. Namely, since only the deriva-
tive of @ appears in the weak formulation, the solution will be determined
up to a constant wg. Thus, if P is a point on the frame structure, then
@w(P) = &g is in the kernel of the problem. Furthermore, from the condi-
tion @' +t x @ = 0, with & constant, one can solve the equation for @ to
obtain t(s) = tig — P X @g = Qg + @o X P. Thus, the infinitesimal rotation of
the cross-section and displacement of P are unique up to the term

w(P)| _ wo
ﬁ(P) - 1~10 + (:JO x P|’
for arbitrary vectors t1g, @y € R3. This means that the solution is unique up

to the translation and infinitesimal rotation of the frame structure. Thus we
will be interested in the solution of (15) that satisfies an additional condition

/ @a(P)-(a+bx P)dP =0, Va,becR> (16)
F

2.3 Numerical Implementation

The frame structure presented in this section is still extremely complex. The
main obstacle for the numerical treatment of the problem of the form (15) is
the implementation of the condition in the function spaces Vlkj that should be
satisfied by the test functions. For this reason, we made a further simplification
that incorporates approximation of each curved rod by the piecewise straight
rods. This approximation has been mathematically justified in [19, 20]. For
details, please see [21]. A Finite Element Method was developed in [21] for a
solution to this problem. Numerical results are presented next.
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3 Numerical Results

The mechanical behavior of two types of stents is considered below: a Xience-
like stent (nonuniform geometry) shown in Figure 6, and a Palmaz-like stent
(uniform geometry), shown in Figure 14. Both stents are subject to two loading
scenarios: uniform compression and bending.

Uniform Compression

A uniformly distributed force in the radial direction is applied to stents caus-
ing compression. Radial displacement from the expanded configuration is mea-
sured. The compression force corresponds to the pressure load of 0.5 atm. The
force is calculated by considering the 0.5 atm pressure load of a cylinder (e.g.,
blood vessel) of length L acting on a stent of the same length L. This pressure
load is physiologically reasonable. Namely, we can use the Law of Laplace to
estimate exterior pressure loads to an inserted stent. Recall that the Law of
Laplace relates the displacement u of the arterial wall with the transmurral
pressure p — po [7] via:

Eh

D —DPo = mua (17)

where E is the Young modulus of the vessel wall, h is the vessel wall thickness,
R the vessel (reference) radius and v the Poisson ratio. For incompressible
materials such as arterial walls (nearly compressible), v = 1/2. The Young
modulus of a coronary artery is between 10% and 10° Pa, see, e.g., [2] and the
references therein. For our calculation let us take the intermediate value of
E = 5 x 10° Pa, and let us take the reference coronary artery radius to be
around 1.3 mm with the vessel wall thickness i = 1 mm. Stents are typically
oversized by 10% of the native vessel radius to provide reasonable fixation.
Thus, 10% displacement of a coronary artery of radius 1.3mm is 0.13 mm.
This gives v = 0.13mm. By plugging these values into the formula (17) one
gets p—po = 5 x 10* Pa which equals 0.5 atm. Thus, a pressure load of 0.5 atm
is necessary to expand a coronary artery by 10% of its reference radius. This
force is applied to the stents studied below to capture the stent deformation
under the coronary artery loading.

Bending

In the examples below we will be calculating stent deformation to forces caus-
ing bending. These forces will be applied pointwise to the center of a given

Fig. 6. Xience stent by Abbott (left); Computationally generated Xience-like stent
(right) showing half of the mesh with nc = 6 and np = 24.
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stent (at 2—4 points in the center) and to the end points (at 1 point near each
end of a stent). The force at the end points is applied in the opposite direction
from the force applied to the center of the stent. The magnitude of the total
applied force is calculated for each stents to be equal to the force that a curved
vessel, with the radius of curvature R. = 2.5cm, exerts on a straight stent
that is inserted into the curved vessel. Stents with higher bending rigidity will
deform less, while stents with low bending rigidity will deform more.

3.1 Xience-Like Stent (Stent X) (Non-Uniform Geometry)

The stent geometry is that of Multi-Link Mini Vision, resembling Xience
stent by Abbott shown in Figure 6, left. Figure 6, right shows our computer-
generated geometry of a Xience-like stent. The stent struts are made of Cobalt
Chromium (CoCr) (L-605) (CoCr, Young’s modulus E = 2.43 x 10!! Pa) with
thickness 0.08 mm. Stent struts are organized in zig-zag rings (“in-phase”
rings) connected with horizontal struts which contain one wiggle near the
protruding vertex of a zig-zag ring. Stent X has nc = 6 vertices in the cir-
cumferential direction and ny;, = 24 vertices in the longitudinal direction with
reference radius R = 1.5 mm.

In the examples below a fractured Xience-like stent will be considered,
with a fracture corresponding to a disconnection of one strut from one vertex.
In particular, a vertex in the middle of the stent is chosen to suffer component
separation, see Figures 7 and 12. Namely, our simulations show that this ver-
tex suffers from highest contact moments during bending (and compression).
Denote this vertex by v. There are three struts that meet at vertex v: two
symmetric, diagonally placed ones forming one zig-zag geometry in the zig-zag
ring of stent struts, see Figure 7, bottom, and one horizontally placed strut

0.0000456502

[

0.0000456502

Fig. 7. Non-fractured Xience-like stent exposed to uniform compression. Stent struts
are colored based on the magnitude of contact moment. The bottom figure shows
the strut which will be disconnected from vertex v, colored with a black dot.
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connecting two different zig-zag rings, see Figure 12. We will consider below
two examples: the first is an example of a Xience-like stent with a separated
diagonally placed strut, and the second is an example of a Xience-like stent
with a separated horizontally placed strut.

Ezample 1. Xience-like stent with a disconnected diagonally placed strut
emerging from vertex v is exposed to uniform compression and bending.
Figure 7 shows the bending moments for a non-fractured Xience-like stent,
with a strut that is to be disconnected from vertex v shown in black. Figure 8
shows radial displacement under uniform compression of the fractured stent.
The disconnected strut is shown in light blue (cyan). The two views show that
the strut disconnected from vertex v protrudes into the lumen of the stented
vessel by around 30% of the reference radius, causing potential for complica-
tions associated with in-stent thrombosis, as observed in clinical practice [13].

Figure 9 shows that the deformation of the disconnected strut causes
higher contact moments. A comparison between the numbers on the scale
shown on the left in Figures 7 and 9 indicate that the maximum bending
moment for the deformed stent with a disconnected diagonally placed strut

o oS

Fig. 8. Fractured Xience-like stent under uniform pressure load (three different
views). The dislocated stent strut is shown in blue (cyan). The dots on the figure
denote the points corresponding to the fractured vertex of a stent where the dislo-
cated strut was broken away from the reference stent frame. The stent is colored
based on the magnitude of the radial displacement.
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Fig. 9. Fractured Xience-like stent from Figure 8 under uniform pressure load. The
stent is colored based on the magnitude of the contact moment.
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is two times the contact moment of a non-fractured stent exposed to uniform
compression. This is a precursor for possible further stent fractures that may
be associated with this highly flexible and compliant stent.

Bending

Figure 10 shows contact moments for Xience-like stent exposed to bending
forces. The bottom figure indicates the strut that is to be disconnected from
vertex v (shown in black). The result of the bending load applied to the
Xience-like stent with a disconnected diagonally placed strut is shown in
Figure 11. The stent bends more than the non-fractured one. The calculated
bending factors (reciprocal of the radius of curvature) for the non-fractured
Xience-like stent (Stent X) and the fractured Xience-like stent (Stent X-fracl)
are shown in Figure 19. Figure 11, top shows the stent from the side view, and
the bottom figure shows the same stent from the bottom view. The two black
dots denote the disconnected vertex, viewed from below of the curved stent.

Ezxample 2. Xience-like stent with a disconnected horizontally placed strut
emerging from vertex v is exposed to uniform compression and bending, see
Figure 12. Figure 8 shows radial displacement under uniform compression of
the fractured stent (the magnitude of the radial displacement is shown in the
scale bar on the left of the figure). The disconnected strut is shown in light
blue (cyan). The two views show that the disconnected strut protrudes into
the lumen of the stented vessel causing potential for complications associated
with thrombosis.
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Fig. 10. Non-fractured Xience-like stent exposed to bending forces. Stent struts are
colored based on the magnitude of the contact moment. The strut shown in black
(right figure) denotes the strut that will be disconnected from the vertex denoted
with a black dot.
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Fig. 11. Fractured Xience-like stent exposed to bending forces. Stent struts are
colored based on the magnitude of the radial displacement. Two views are shown: a
side view (top) and a view from the bottom of the deformed stent (bottom).
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Fig. 12. Fractured Xience-like stent under uniform pressure load. Stent struts are
colored based on the magnitude of the radial displacement. The circles on the figure
denote the points corresponding to the fractured vertex of a stent. The disconnected
strut, shown in blue, protrudes into the lumen with the largest radial displacement
of all the struts.

Bending

Figure 13 shows a catastrophic deformation of a Xience-like stent with a
disconnected horizontal strut under bending load. The disconnected strut is
placed at the bottom, at the center of the bent stent. Figure 13 shows two
views of the stent: the side view and the view from the bottom where the
center of curvature of the bent stent lies. This deformation is too large for the
model presented in this paper to be used to calculate accurate displacement
and/or moments of the deformed stent. Our simulation, however, indicates
that a disconnection of a central horizontal strut in a Xience-like stent will
likely lead to unacceptable deformation under bending forces.
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Fig. 13. Bending of a fractured Xience-like stent. Struts are colored based on the
magnitude of the radial displacement. Two views are shown: a side view (left) and
a view from the bottom of the stent (right). Catastophic deformation is observed.
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Fig. 15. Non-fractured Palmaz-like stent under uniform compression. Stent struts
are colored based on the magnitude of contact moments (top) and radial displace-
ment (bottom). Negligible radial displacement is observed.

3.2 Palmaz-Like Stent (Stent P) (Uniform Geometry)

A Palmaz-like stainless steel stent (316L) such as the one shown in Figure 14,
with uniform geometry containing nc = 6 vertices in the circumferential di-
rection and ny, = 24 vertices in the longitudinal (axial) direction is consid-
ered. The stent has been expanded to the radius of 1.5 mm into its reference
configuration.

Figure 15 shows contact moments and radial displacement of a Palmaz-
like stent under uniform compression. This stent deforms more at the end
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=0.0000222607

Fig. 16. Fractured Palmaz-like stent under uniform compression. Struts are colored
based on the magnitude of radial displacement. The disconnected strut is shown in
blue, with the black dot denoting the vertex from which the strut is disconnected.
Two views are shown: a side view (left) and an axial view (right). The displacement
of the disconnect strut is only 0.5% of the reference configuration.

0.0000394561

Fig. 17. Non-fractured Palmaz-like stent exposed to bending forces. Same bending
forces are use as those corresponding to Figure 10. Stent struts are colored based on
the magnitude of contact moment. Much smalled bending can be observed in com-
parison with the bending of a non-fractured Xience-like stent, shown in Figure 10.

points (radial displacement shown in light blue) than at the center (radial
displacement shown in red). One of the diagonally placed struts was discon-
nected from a vertex v at the “center” of the stent, shown in Figure 16 with
a black dot.

We see that, although the disconnected strut deforms more than the neigh-
boring struts (shown in light blue versus red in Figure 16), the deformation
is 25 times smaller (2 x 1077 versus 5 x 107% m) than the deformation of the
Xience-like stent with an “equivalent” disconnected strut shown in Figure 8.
Thus, we conclude that a Palmaz-like stent with a disconnected strut in the
center of a stent deforms less under uniform compression than a Xience-like
stent with an equivalent disconnected strut (diagonally placed), see Figure 8.

Bending

In the remainder of this section we study the behavior of a fractured Palmaz-
like stent under bending forces. Figure 17 shows the magnitude of the contact
moment under the same bending forces as those that were applied to the
Xience-like stent, shown in Figure 10. It is obvious that Palmaz-like stents
have much higher bending rigidity than Xience-like stents. Figure 18 shows
the magnitude of the contact moment for a Palmaz-like stent under bending
forces with a disconnected strut from the vertex, shown in Figure 18 with a
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0.0000354568

Fig. 18. Fractured Palmaz-like stent exposed to bending forces. Stent struts are
colored based on the magnitude of contact moment. The black dot denotes the vertex
from which a diagonally placed strut was disconnected. Much smaller bending can
be observed in comparison with the bending of a fractured Xience-like stent shown
in Figure 11.
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Fig. 19. Graphs showing the bending factor for the five stents: non-fractured Xience-
like stent (stent X), fractured Xience-like stent from Example 1 (stent X-fracl),
fractured Xience-like stent from Example 2 (stent X-frac2), non-fractured Palmaz-
like stent (stent P) and fractured Palmaz-like stent (stent P-frac). Bending factor
is calculated as the reciprocal of the radius of curvature for each deformed stent.
Left: stents were exposed to the same uniform compression forces, as described at
the beginning of Section 3. Right: stents were exposed to the same bending forces,
as described at the beginning of Section 3.

black dot. Very small difference between the behavior of a non-fractured stent
shown in Figure 17 and a fractured Palmaz-like stent shown in Figure 18 is
observed.

4 Conclusions

Our model, based on the approximation of a three-dimensional stent strut
mesh as a collection of slender curved rods, enables fast and accurate simu-
lation of mechanical behavior of stents in their expanded state [21]. We used
this model to study deformation of Palmaz-like stent and Xience-like stent
with a fracture introduced prior to the simulation. The stent fractures consid-
ered in this manuscript correspond to a disconnection of one stent strut from
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one vertex. Drastic differences between the mechanical responses to uniform
compression and bending of the Xience-like stent and of the Palmaz-like stent
were detected. The following conclusions were obtained:

1.

Palmaz-like stent is much stiffer than the Xience-like stent both under uni-
form compression and under bending force (compare Figures 7 and 15, and
Figures 10 and 17). This, in turn, implies less deformation of a fractured
Palmaz-like stent, see Figure 16, than the Xience-like stent, see Figure 8,
and the overall smaller contact moments in the Palmaz-like stent intro-
duced by a disconnection of a strut from the stent frame.

Disconnection of a horizontally placed strut in a Xience-like stent may lead
to catastrophic deformation when such a stent is located in the tortuous
(curved) geometry, which is the typical application of Xience-like stents,
where the stent is naturally exposed to bending forces. See Figure 11.
Disconnection of any one strut in a Xience-like stent causes protrusion
of a stent strut into the lumen of a stented artery by around 30% of its
expanded radius, providing an environment that promotes coronary in-
stent thrombosis and in-stent restenosis as clinicaly observed in [13,18].
See Figure 8.

Disconnection of a diagonally-placed strut in a Xience-like stent causes
visible bending of the stent even when the stent is exposed to uniform
compression forces. See Figure 8 bottom and graphs in Figure 19 left.
Deformation of a fractured Xience-like stent (with one strut separated
from one vertex) is significantly larger than the deformation of a fractured
Palmaz-like stent when exposed to uniform compression during arterial
pulsation and bending.
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Summary. In this paper a review by the research work of the authors on the
stochastic modelling of interacting individuals is presented. Both cases of direct and
indirect interaction (via underlying fields) are considered. Due to the strong cou-
pling among individuals, the evolution of each individual is governed by a stochas-
tic equation whose parameters are themselves stochastic; as a consequence we are
dealing with a doubly stochastic system, and this is a source of complexity which
may tremendously increase as the number of individuals becomes extremely large.
A possible way to reduce complexity is to apply suitable laws of large numbers, at a
mesoscale, in order to obtain a mean field governed now by deterministic PDEs. In
this way we may obtain an approximation of the driving fields which are determinis-
tic at the macroscale, thus driving, at the microscale, a simply stochastic evolution
for the individuals. Such models are called hybrid models.

Key words: Stochastic differential equations, measure-valued processes, empirical
measures, law of large numbers, invariant measures, ant colonies, tumour-induced
angiogenesis, hybrid models, multiscales

1 Introduction

In biology and medicine it is possible to observe a wide spectrum of formation
of patterns and clustering, usually due to self-organization phenomena. This
may happen at any scale; from the cellular scale of embryonic tissue formation,
wound healing or tumor growth, and angiogenesis, the microscopic scale of life
cycles of bacteria or social amoebae, to the larger scale of animal grouping.
Patterns are usually explained in terms of forces, external and/or internal,
acting upon individuals. In this way formation of aggregating networks are
shown as a consequence of collective behavior. Evidence of stochasticity are
often shown. A fruitful approach to the mathematical description of such
phenomena, suggested since long by various authors [10, 14,19, 23,28, 29], is
based on the so called individual based models, i.e. the “movement” of each
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individual embedded in the total population is described. This is known as
Lagrangian approach, i.e. individuals are followed in their motion. Possible
randomness may be included in the motion, so that the variation in time
of the (random) location of the individuals in a group composed of N(t)
individuals at time ¢t > 0, X%(t) € R% k =1, ..., N(¢), is described by a
family of stochastic equations. On the other hand, particles are subject to
specific forces of interaction which are responsible of the reaction term.

A classical widespread approach has been given in terms of PDEs [20,
24,25]. This is due, above all, to the wider spread knowledge on nonlinear
PDEs; so grouping behavior has been described by relevant quantities such as
scalar or vector fields. Such kind of models are often called Eulerian models,
since they describe the evolution of population densities; they are based on
continuum equations, typically (deterministic) partial differential equations of
the advection—reaction—diffusion type

pt+V - (vp) =V - (DVp) +v(p), (1)

where p is the population density and v is the velocity field, and v(p) is a
possible additive reaction term which may include birth and death processes.
The advection term may describe the interaction mechanisms among individ-
uals (via the velocity v), while the non-convective (diffusive) flux takes into
account the spatial spread of the population.

In conclusion, the two different approaches (Lagrangian and Eulerian) de-
scribe the system at different scales: the finer scale description is based on
the (stochastic) behavior of individuals (microscale), and the larger scale
description is based on the (continuum) behavior of population densities
(macroscale). The central problem is to determine how information is trans-
ferred across scales; one of the aims of the modelling is to catch the main fea-
tures of the interaction at the scale of single individuals that are responsible,
at a larger scale, for a more complex behavior that leads to the formation of
patterns [10]. Often a multiple scale approach is preferable: the global behav-
ior of the population is described, at the macroscopic scale, by a continuum
density whose evolution in terms of integro-differential equations is derived
by a limiting process from the empirical distribution associated with a large
number of particles. From the mathematical point of view this means to per-
form some kind of law of large numbers, in such a way that one may identify
a possibly regular measure of the population distribution, having a density
which satisfies a PDE similar to the equation (1).

This is a way to reduce the complexity of Lagrangian models. Indeed, the
evolution equation of each individual is usually a stochastic equation whose
parameters are themselves stochastic. This is a source of complexity which
may tremendously increase as the number of individuals becomes extremely
large, as it may happen in many cases of real interest. Applying suitable laws
of large numbers at the mesoscale, we obtain an approximation of the driving
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fields which are deterministic at the macroscale. They drive, at the microscale,
a simply stochastic evolution for the individuals. Here we consider a review
of the investigation programme on the subject, that the authors have been
carrying out during the last decade [1,2,5,6,21-23].

In Section 2 we discuss the mathematical modelling of the stochastic inter-
acting population when the number of individuals is finite, both in the cases
of direct and indirect interaction. We consider both Lagrangian and Eulerian
(discrete) descriptions. In Sections 3 and 4, we look at two specific cases:
a model for stochastic aggregating—repelling individuals (direct interaction),
and a model for a branching and growth of vessels in tumor induced angio-
genesis, an example of stochastic fiber processes, coupled with the continuum
underlying field of a chemoattractor released by the tumor (indirect interac-
tion). In Section 5 we study the derivation of the corresponding hybrid models,
for the two working examples. In the first one we recall the mathematically
rigorous derivation of the limit model as the number of individuals increases
to infinity, via a law of large numbers; in the second example, we handle a
heuristic derivation of an hybrid model. Finally in Section 6, we address the
problem of the long time behavior of a stochastic interacting particle model,
as the number of particle IV is still finite. In particular, we consider the case
of example one, discussed previously.

2 Individuals, Interactions and Evolution

We consider a population composed, at time ¢ > 0, by a (possibly random)
number N(t) of individuals. Let the random variable X% (t) represent the
random state in RY, e.g., the spatial location, of the kth individual, for
k = 1,...,N(t). From a Lagrangian point of view, the state of the sys-
tem of N(t) particles may be described as a family of N(¢) stochastic pro-
cesses { X5 (1) }er,, k =1,...,N(t), defined on a common probability space
(2, F, P) and valued in (R¢, Bga), where Bga is the usual Borel o-algebra gen-
erated by intervals. A convenient description of the state of the kth individual
may achieved via a random Dirac-measure € Xk (1)) defined as follows:

1 if Xk(t)eB

exyn(B) = {0 it Xk (1) ¢ B VB € R (2)

It is a random element of M p(R?), the space of probability measures on R?;
for any sufficiently smooth function f: R — R

/Rd F@)exr w(dy) = f (XN ()

is a real valued random variable.
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For any t > 0, given the particle locations X% (t), k = 1,...,N(t), an
Eulerian (discrete) description of the system can be given in terms of the
random probability measure on R?

1 N(t)

Xn(t) = NG ; exk () € Mp(RY). (3)

This measure may be regarded as the empirical distribution of the location of
a single particle of the system in R? at time ¢t € R,. Note that the number
of particles may be either constant over time, say N(t) = N, for all t € R,
or a dynamical variable itself, described, e.g., by a suitable birth and death
process.

A key question concerns the modelling of the interaction; interaction
among particles may be direct or indirect. In the first case individuals inter-
act directly, i.e. the force exerted on each of them depends on the distribution
of the individuals in the population. In the case of indirect interaction the
force exerted on each particle depends on an underlying field whose evolu-
tion depends on the distribution of the entire population; as a consequence
the dependence of the evolution of the spatial distribution of a single individ-
ual upon the spatial distribution of the whole population is mediated by the
underlying field.

2.1 Direct Interaction and System Evolution

For sake of simplicity, let N(¢) = N, independent of ¢t € R. Generally speak-
ing, in this first case we may describe the evolution of the system by a system
of N random equations

dX%(t) = hn(XN@®), ..., XN (1), B, t)dt, k=1,2,...,N, (4)

where hy : (R)™ x R? x Ry — R is a suitable function modelling the in-
teraction. The random perturbing function B; may model a random forcing
factor.

If we consider pairwise interaction, the interaction between a couple of
individuals is mathematically modelled by a reference potential K7, depend-
ing on the distance between the two particles. In this way the range of the
potential kernel represents the spatial region of influence of the interaction.

A good choice is K1 = Wi * Wy, a kernel given by the convolution of
a sufficiently regular probability density W with itself; we assume that the
interaction of two particles, out of N, located in x and y, respectively, is
modelled by
%KN(x—y), where Ky (z) = NPK(NP/42), (5)
which expresses the rescaling of K; with respect to the total member N of
particles, in terms of a scaling coefficient 8 € [0,1]. Particles X} and X%,
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interact if the supports of the associated smoothed measures Wy xe X1 l=1,7,

overlap. As a consequence, if we denote by Wy (z) = NPWi(N?/4z), the
interaction of the single k-particle, out of N, located at X% (¢), with all the
others in the population is given by

J (XN, XT M) (XK (1) = + Z SWN (XY = y)W(y = X3)dy
= (WN * Wy Xy (8) (X5 (1)
N
= 3" S Ew (X4 () - xk(0)
i=1

= (Kn * Xn())(XK (1))
=: I [Xn(t)] (XN (2))- (6)
In many cases a convenient way to model randomness is to consider an

independent additive noise, acting on each particle; so that a possible model
for (4) is

Xyt = [fE@) + I Xn®](XE@)] dt +odWk (), k=1,....,N; (7)

the term given in (6) describes any interaction of the kth particle with other
particles in the system, the function fl’f, : Ry — R describes the individual
dynamics which may depend only on time or on the state of the particle itself,
and, finally, {W*}, k = 1,... N is a family of independent standard Wiener
processes. In this review the diffusion coefficient ¢ is kept constant.

The system (7) offers a Lagrangian description of the stochastic model;
from the fact that for any real function g on R% x R,

N

/]R g(z, ) Xn(t) Z

k:

1td’s formula leads to the FEulerian (discrete) description via an evolu-
tion equation for the empirical measure Xy (t) [4, 6, 23]; indeed, for any
2,1
g€ Cb (Rd X R+),

/ oo, 1) X () (d) = / o(2,0)Xn (0)(dz) + / Opy (Xn(3).g(-»5)) ds
Rd Rd 0

M X W), (8)
where

V(X" (s), 5)aW* (s) (9)

=
=
=
T
S~
=
™=
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is a zero mean martingale, so that, by the Doob inequality [4],

E [sup My [X. W] <t>|} <E [sup|MN X, W] <t>|ﬂ
t<T t<T

< 4—ZE / V(XK (s), s)%]
402\|V9H<2>o
< 2IVoleT (10)

2.2 Indirect Interaction and System Evolution

As said above, in the case of indirect interaction the force exerted on each par-
ticle depends on an external field. As an example of self-organization mediated
by a system of underlying fields, we may consider a process of individual or-
ganization that occurs at a microscopic scale, while diffusion of an underlying
field occurs at a macroscopic scale. The dynamics of the field depends on the
individuals themselves (for example, a degradation phenomenon may be due
to an interaction with individuals at relevant spatial locations). Let Z%(t)
be the state of the kth individual out of N(t), at time t. Again, note that
N (t) may be itself a stochastic process. A general model might appear of the
following form: for any ¢ > 0

dzk @) = F[C(, ) (Zk)dt + o dW (), k=1,...,N(t), (11)

%C(x t) = Op2(C(-, 1)) (x) + I[ZNn(1)] (), z € R (12)

In this case the evolution of an individual state Z%(t) is driven by an
underlying field C(z,t), via the operator F [C(-,t)] depending on the field
and acting on each individual; on the other hand, the evolution equation of
the field C'(z,t) depends itself upon the structure of the system of individuals
by means of I[Zy(t)](z), an operator which depends on the empirical measure

R0
Zn(t) = N ; EZk, ()

of individuals, acting at a spatial location x. For simplicity, also here we
consider a diffusion coefficient ¢ in the SDEs (11) constant in time and space.
Note that also the evolution of the stochastic process { N () };cr, may depend
upon the underlying field C(t, x).

Again, 1td’s formula may lead to an Fulerian (discrete) description of the
spatial structure of the population Zy(t) coupled with the equation (12) for
C(z,t), i.e. for any g € C’E’I(Rd x Ry),
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/ g, t) Zne (1) (d) = / o, 0)Zx (0)(de)
Rd Rd
+ / Ops (Zx(s), C(x, 1), g 5)) ds + My [Z, W] (). (13)

In the next two sections we provide two examples of self organization
phenomena, in which the dynamics depends upon direct interaction among
individuals, in the first case, and upon indirect interaction in the second case.

3 Direct Interaction: an Aggregation—Repulsion Model

As an example of direct interaction we consider a stochastic system of
N(t) = N individuals, subject to an advection term and a stochastic indi-
vidual component. Here we specify the advection components on the basis
of possible assumptions inducing self-organization of biological populations.
“Social” forces are responsible for interaction of each individual with other
individuals in the population within suitable neighborhoods. We consider
both aggregating and repelling forces, which compete, but act at different
scales. They are modelled by two regular kernels G, Ky : R? — R, with
G,Ky € CER% R,), as given by (6).

In the case of aggregation the parameter [ in (6) is equal to zero,
so that the aggregating force exerted on the kth individual is given by
(VG x Xn(t)) X% (t) (McKean—Vlasov interaction); in the case of repulsion,
the repelling force is given by (VKy * Xn(t))X%(t), with 8 € (0,1), where
Ky and the empirical measure Xy are given by (5) and (3) (moderate inter-
action) [23,26,27]. It is clear how the choice of 5 may determine the range
and the strength of the influence of neighboring particles; indeed, any par-
ticle interacts (repelling) with O(N~#) other particles in a volume of order
O(N—P).

Additionally, the movement of each individual particle might be driven
by an external information coming from the environment, expressed via a
suitable potential U : R? — R. The potential

U CARLR,) (14)

is taken as a smooth non-negative even function; we assume that it satisfies
the following condition [33-35]: there exist constants My > 0 and r > 0 such

that
T

(VU(x) ) <~ el (15)

"l
where (-,-) denotes the usual scalar product in R,

Again the stochastic component is modelled by a family of independent
standard Wiener processes {WW", k = 1,...}. These systems have been already
discussed by the authors in several papers [1,2,6,21-23].
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Based on these modelling assumptions, we consider the following system
of SDEs:

dX}(t) = [nVU(XK (1) + 12 (V (G — Kn) * Xn) (XE(1))] dt + odW"(t),
k=1,...,N, (16)

where ~1,72,0 € Ri. In the case v = 0, the system is a purely diffusive
interacting particle system.

By standard arguments [4], we can prove that the system admits a unique
solution X () = (XX (t), -, XN(t)) for all t € [0,T], with almost surely
continuous trajectories [6]. From the system (16), Ito’s formula applied to a
function f € Cf’l(Rd xRy ) of X¥(t), forany k = 1,..., N, gives the evolution
equation of the empirical measure (3) as follows:

f(@,0)Xn(s)(dx) = [ f(x,0)Xn(0)(dz)

R4 Rd
| [ VU (96 = K+ X @
Vf(x s)) Xn(s)(dx)ds

/ /Rd ( Af(z,s)+ 5 f(x 8)) X (s)(dx)ds
J“"/ va (XN (s),s) dW"(s), (17)
=1

where again the last term in (17) is a zero mean martingale with respect to
the natural filtration of the process {Xn(t), t € Ry},

In conclusion in the example presented here, the Lagrangian description of
the system (7), discussed in the previous section, has the form of the system
(16), while its Eulerian (discrete) description is given by the system (17). In
Figure 1 simulation results for the same initial condition, and for different
drifts, are shown. For more simulation results and comparison with experi-
mental data, the interested reader may refer to [1,22,23].

4 Interaction via Underlying Fields:
A Birth and Growth Model

An interesting example of formation of patterns may be found in the process of
tumor growth and in particular in angiogenesis. Tumor-induced angiogenesis
is believed to occur when normal tissue vasculature is no longer able to support
growth of an avascular tumor. At this stage the tumor cells, lacking nutrients
and oxygen, become hypoxic. This is assumed to trigger cellular release of
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Fig. 1. Configuration of 100 particles for parameters values o = 0.02, 8 = 0.5: (up
left) T = 0, (up right) 7= 500, v1 =0, v2 = 1, (down left) T = 1000, 1 = 72 = 1,
VU(z) = z/(1+ |z|), (down right) T = 100, 71 =72 = 1, VU(z) = |z|*.

tumor angiogenic factors, TAF, which start to diffuse into the surrounding
tissue and approach endothelial cells (ECs) of nearby blood vessels [13]. ECs
subsequently respond to the TAF concentration gradients by forming sprouts,
dividing and migrating towards the tumor. So, at an individual level, cells in-
teract and perform a branching process coupled with elongation, under the
stimulus of a chemical field produced by a tumor. In this way formation of ag-
gregating networks (vessels) are shown as a consequence of collective behavior.

The initiation of sprouting from preexisting parental vessels is not consid-
ered here; in order to avoid further mathematical technicalities, we assume
a given number Ny of initial capillary sprouts; we refer to literature [16] for
details on this topic. Let N(¢) be the number of tips at time ¢, and X*(¢) € R?
the location of the tip of the ith vessel at time ¢. Furthermore, let us denote
by T; the branching time of the ith tip, i.e. the random time when the ith tip
branches from an existing vessel. We model sprout extension by tracking the
trajectory of individual capillary tips. The movement (extension) of the tips
follows a Langevin model; at any ¢t > T and for any k € {1,...,N(t)} we
have

dX'(t) = v (£)(1 — YIx o) (X' (t))dt,
dv'(t) = (—kv'(t) + F (C(t, X'(t)))) dt + cdW'(t),

(18)
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where v'(t) is the velocity of the ith tip at time t. According to a typical
chemotaxis, velocity v¢(t) is driven by a function F of the underlying field C.
An example is F(C(t, X(t))) = VCO(t, X*(t), so that vessels follow the in-
creasing density of the chemoattractor; the advection term includes the typical
inertial component —kv'(t). A family of independent Wiener processes W (t)
model stochasticity. Finally, the network of endothelial cells is described by

N(t)

X(t)= | J{X(s), Ty < s < t},

i=1

the union of the trajectories of the tips. In the equation (18) the parameter
~v may assume only the 0 and 1 values; v = 0 means that no impingement is
considered; otherwise, for v = 1 the phenomenon of anastomosis is taken into
account (see [7] and references therein, for further information).

The branching process @y (ds, dx) is modelled as a marked counting pro-
cess with stochastic intensity

N()
alt,z) = ah(C Z dxi(ey (@ (19)

where h € Cy(R?) is a non negative function. The equation (19) means that
the probability that branching occurs exactly at the kth tip is given by

a(t, X*(t))

prob (6(Jt,t + dt] x X* (1)) | F,-) = T alta)ds
RA

dt.

The counting process N(t) is given by N(t) = @y (]—00,t],R?), so that the
probability of having a new tip during the time interval |¢,¢ + dt] is

N(t7)
prob (N(t+dt) = N(t) =1|Fp-) = Y aft,X'(t))dt;
i=1

when a tip located in x branches, the initial value of the state of the new tip
is taken as (X N+ yNO+1) — (2 1)), where vy is a non random velocity.

The chemotactic field C(t,z) diffuses and degradates; the consumption
is proportional to the extension velocities v, i = 1, ..., N(t). So, for any
(t,l’) € R_;,_ X Rd,

N(t)

L0(,5) = e10a(0) 1 AC(, ) ~10(1,2) 5 S (0 (D * Vo) (). (20)
=1

We have considered a mollified version of the relevant random distribu-
tions, by means of a convolution with the kernel V.(z), a smooth function
with compact support of order . From a mathematical point of view, the use



Stochastic Modelling of Interacting Populations 69

0.8

0.7

0.6

05

0.4

0.3

0.2

0.1
0

20 40 60 80 100

Fig. 2. A vessel network (on the left) interacting with a degrading TAF field (on
the right) (di = 0,y = 0).

of mollifiers reduces analytical complexity; from a modelling point of view this
might correspond to a nonlocal reaction with the relevant underlying fields.
Parameters c1,d;,n € RT in the equation (20) represent the rate of produc-
tion of a source located in a region A C R¢, modelling, e.g., a tumor mass,
the diffusivity and the rate of consumption, respectively. We have denoted by
dxi(1)(x) the random distribution (Dirac density) localized at the tip X*(t),
for i =1,...,N(t). Note that the equation (20) is a random partial differen-
tial equations, since the degradation term depends on the stochastic processes
{(X(t),v(t))}+, for any i = 1,..., N(t). The stochasticity of the underlying
field leads to the stochasticity of the kinetic parameters of birth and growth of
vessels. Figure 2 shows a simulation of the network coupled with a degradating
field (for technical simplicity we have taken dq = 0, v = 0).

To this process we may associate two fundamental random spatial mea-
sures, describing the network at time t; given a suitable scale parameter
N, Qn, the empirical measure associated with the processes (X*(t),v*(t)),
k=1,...,N(t), is given by

LN
Qn(t) = ~ Z (X () 0k (1)) (21)

i=1

while, Vv (t), the empirical spatial distribution of velocities, is given by

V) =5 > wlexi = [ Q)

We may write the equation (20) in the following form:

%C(t,x) =c10a(x) + diAC(t,x) —nC(t, z) (VN (t) * Vo) (). (22)
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Given a smooth function g € C,(R? x R?), by Itd’s formula we obtain an
evolution equation for the random measure Qn [7]

/ oz, v)Qu (8)d(x, v) = / oz, 0)Qn (0)d(z, v)
B

B
N /0 t /B {vmg(x,v)u+g<x,v>a1<s,x>6vo<v)

— Vyg(z,v) [kv — F(C(t,x))]
0_2 -
N 7Ayg@c,w} Qu(t)(d(z,v))ds + M (1), (23)

where the last term

Mny(t) = /0 / ) [®n(ds,dz) — Na(s,z)Qn (t)(dz x RY) ds]
N(t)

t
g
— wg(XE(@), 0% () dW k(¢
+ o7 2 Vsl A O) ()
is a zero mean martingale, such that again by the Doob inequality, for IV

sufficiently large

TN(t)
N2

2
B [sup vl < T+ 1valp <o e
t<T
In conclusion in the example presented here, the Lagrangian description
of the system (11)—(12), discussed in the previous section, has the form of the
system (18), (19) and (20), while the Eulerian discrete description (12)—(13)
is given by the system (22)—(23).

5 Hybrid Models: Large Population Behavior

Let us place our attention on the following facts. In the detailed models, in
both examples, the evolution equation of each individual (either an individual
in a population, or a tip in a vessel network) is a stochastic equation whose
parameters are themselves stochastic; as a consequence we are dealing with
a doubly stochastic system. A major difficulty, both analytical and computa-
tional, derives from the fact that, indeed, the parameters are {F;- }-stochastic,
i.e. their value at time ¢ > 0 depends upon the actual history F; of the whole
system up to time ¢~

Let us remind the main features of the discrete systems, as already dis-
cussed in Section 2.
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Direct Interaction
In this case each individual k, out of N, satisfies a system of SDEs of the form
dX¥(t) = Op [ Xn(t)] (XK (t)dt + cdW"(t), k=1,...,N,  (25)
where

1 N
Xn(t) =5 D extm
j=1

is the empirical measure at time t, and Op is a suitable operator which ex-
presses the specific model of interaction.

Hence the analysis and the computation of the above system requires the
knowledge of the evolution of all individuals up to time ¢; clearly Xy (t) is an
{Fi}-stochastic quantity.

Indirect Interaction
In this case the individual dynamics is described by a system of the form
dZy(t) = Op[C(, )] (ZX(t)dt + o dWh(t), k=1,...,N(t),  (26)

whose kinetic parameters depend upon a biochemical underlying field C(z, t)
which obeys to a random evolution equation of the form

%C(Wf) = Op1[C(-, D)](z) + Op2 [Zn (1), C (-, 1)] (), (27)
where Zx (t) is the empirical measure of the states Z% (¢), and Op; and Ops
are suitable operators which express the specific model of spatial spread and
the interaction with the field produced by the whole system of individuals,
respectively.

Once again, the analysis and the computation of the above system requires
the knowledge of the evolution of all individuals up to time ¢; clearly Zy(t)
is an {F;- }-stochastic quantity (in this case also the evolution of N(t) is
involved).

The strong coupling with the field (produced by the individuals themselves,
in the first case, and external, in the second case) is a source of complexity
which may tremendously increase as the number of individuals becomes ex-
tremely large, as it may happen in many cases of real interest. Under these
circumstances, a possible way to reduce complexity, which has been suggested
by the authors and by a large literature, is to apply suitable laws of large num-
bers at the mesoscale, i.e. in a suitable neighborhood of any relevant point
x € R%, such that, at that scale we may approximate, in the first case, X (t)
by a deterministic measure X (¢), possibly having a density p(z, t) with respect
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to the usual Lebesgue measure; in the second case we may approximate Zy (%)
by a deterministic measure, possibly having a density w(x,t) with respect to
the usual Lebesgue measure. The relevant densities p(z,t), and w(z,t) will
satisfy suitable deterministic evolution equations. In this way we obtain an
approximation of the driving fields which are deterministic at the macroscale,
which now drive, at the microscale, a simply stochastic evolution for the in-
dividuals. More specifically, a typical individual & in the first model (25) will
satisfy the following SDE:

dY*(t) = Opp(-,t)] (Y*(t)dt + cdW"(t), k=1,..., N, (28)

coupled with a deterministic equation for p(z,t). For the second model (26)—
(27), a typical individual &k will satisfy the following SDE:

dY*(t) = Op [5’(~,t)} (V@) dt + o dWE(t), k=1,...,N{), (29)

where the evolution equation for the underlying field has become

08 1) = Opr (O 0)() + Opa [w(-0),0C.0] (@), (30)
coupled with a deterministic equation for w(z,t).

A more detailed analysis follows for the two models described in Sections
3 and 4. Though, for the aggregation—repulsion model we have been able to
carry out a detailed rigorous analysis, while for tumor-driven angiogenesis
only an heuristic derivation has been obtained, which leads to a system of
evolution equations which is compatible with existing deterministic models
already available in literature [30-32].

We wish to stress that anyhow substituting mean densities of individu-
als in the first model, or mean densities of tips in the second model, to the
corresponding stochastic quantities, leads to an acceptable coefficient of vari-
ation (percentage error) only when a law of large numbers can be applied, i.e.
whenever the relevant numbers per unit volume are sufficiently large; other-
wise stochasticity cannot be avoided, and, in addition, to mean values, the
mathematical analysis and/or simulations should provide confidence bands
for all quantities of interest. Indeed, numerical simulations carried out for the
fully stochastic model show that local coefficients of variation are, indeed,
much smaller in regions of largely crowded populations (either individuals or
vessels) [3].

5.1 The Aggregation—Repulsion Model

Following [6], we show how to derive rigorously an hybrid model, as described
at the beginning of this section in the case of the aggregation-repulsion model
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described in Section 3. For details the interested reader may refer to [6]. First
note that from (17) we get an averaged equation

E[Xn(@), ()] = E[XN(0), (-,0))]

i E [ || (60 VU 92 (76 = Ko« X (V) s
+/O <XN(5),%Af(~,s)+%f(~,s)>ds]. (31)

Furthermore, thanks to the inequality (10), the quadratic variation of the
martingale term vanishes, in a finite time interval [0, T]. So we might expect
a deterministic behavior of the system in the limit.

Let us sketch the mathematically rigorous proof of this behavior in the
case of large populations.

A Relative Compactness Result

We assume some regularity conditions for the initial empirical measure X (0),

sup [ /. xXN<o><dx>] <o, (32)
up B | [ (o 0P| = sup B0 <oe 3)
NeN Rd NeN
where
v ,) = (Wi % X () @), (34)

is a mollified measure.

Furthermore, let us impose the following restriction on 3 in the definition
of the scaled kernel (5), 5 € (0,d/(d + 2)).

We have proven [6] the tightness and then the boundedness of small
variations of the process Xy, in the bounded Lipschitz metric [6]. This
leads, by means of the characterization of relative compactness by Ethier
and Kurtz [11], to the following result on the sequence of laws L(Xn) of
Xy = {XN(t), teRy, Ne N}

Theorem 1 ([6]). Under the hypotheses listed above and in Section 3, the se-
quence {L(Xn)}nen is relatively compact in the space Mp (C([0, T], Mp(R%))).

This is the main result needed for the asymptotics of the evolution equa-
tion of the measure-valued process {Xn(¢),t € Ri}. Indeed, Theorem 1 im-
plies the existence of a subsequence N C N, Ny < Ny < ..., such that the
sequence {L£(Xn,)}ren converges in Mp(C([0,T], Mp(R?))) to some limit
L(X), which is the distribution of some process X = {X(¢), ¢t € [0,T]},
with trajectories in C([0, 7], Mp(R%)). We discuss the uniqueness of the limit
later on. By now we assume uniqueness, so that we may take {N;} = N;
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by Skorokhod theorem [4] we may assert that, corresponding to the possible
unique limit law, we can also have an almost sure convergence, i.e.

lim supdpr(Xn(t),X(t)) =0 P—a.s. (35)
N —oo t<T

Regularity Properties of the Limit Measure
Tt is possible to show that there exists a positive (random) function h defined

on [0, 7] x R? such that

lim E

N—oo

/ " (et - h(x,t)|2dxdt] ~0. (36)
0 R4

The equation (36) shows that the limit measure X € Mp([0,7] x RY) has
P-a.s. a density
he L?([0,T] x RY) (37)

withrespect tothe Lebesguemeasureon [0, T x R% i.e. forany f € C ([0, T]xR9)

T T
/ F(t2) X (da, dt) = / F(t2) h(t o) (de,dt).  (38)
0 R4 0 Rd

By now, we do not know neither whether the measure X (¢) has a density
for any fixed ¢ € [0,T] nor that the density is deterministic. The next step is
the identification of the limit by acquiring information on the limit dynamics.
We have proven the following;:

Proposition 1. Let us suppose that a law of large numbers holds at initial
time
Jim £(Xw(0) =6y in Mp(Mp(RY), (39)

where o has a density po in L*(R?). Then, almost surely, for any f €
CP'RYRy), 0<t<T,

(X F0) = (o, F0) + [ (he5). 507 A1 Cs)+ 5,9
+ [(VGq * h(-,5))(-) + VU(-) = Vh(-,8)] - Vf(-,8))ds.  (40)

This means that any limit measure X € C([0, T], Mp(R%)) is a solution of
the equation (40), with k € L? ([0,7T] x R?), satisfying the relation (38).

So we have proven that for any ¢ € [0, 7], the measure X (¢) is absolutely
continuous with respect to the Lebesgue measure, so that it admits a density
for each ¢t. We prove it by showing that the Fourier transform of the measure
X (t) is in L? for any ¢ € [0, 7T, so that a density exists and the latter is also in
L?(R%) and we prove that it is also L? uniformly bounded. So we have shown
the following result:
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Theorem 2. Under the hypotheses of Theorem 1, let us suppose that a law of
large numbers applies at initial time

lim L£(Xn(0)) =0, in Mp(Mp(RY)), (41)

N—oo

where o has a density po in L2(R%) N C2(R?). Then, almost surely, the se-
quence X converges in law to a deterministic measure X. For any t € [0,T]
the measure Xy (t) has a density h(-,t) such that, for any f € C’g’l(Rd,R+),
0<t<T,

(1) = (oo PO + [ (B 5) 50 AFC5) + 519
H[(VGa = b)) + VUC) = Vh(s 8)] - T FC,8)ds. (42)

One can easily see that the equation (42) is the weak form of the following
partial differential equation:

0.2
& ol 1) = T8l 1) + V- (pla, )TV )
+ V- [plz,t)V(p(x,t) — G * p(-,1))(x)], xcRLt>0, (43)

p(x,0) = po(z), = €R%

Regularity Properties of the Limit Measure

The uniqueness of the limit h derives from the uniqueness of the weak solution
of the viscous equation (43), which can be achieved by classical arguments [12].

Hybrid Model

The equation (43) describes a mean field due to the large number of individ-
uals. As far as the individual dynamics is concerned, for any k, we have that
the typical particle X*(t) ~ Y*(#), follows the SDE:

dY*(t) = = [VUYH(1) + VGa x p(- )(YH(1) = Vp(Y*(1))
—VU(Yk ()] dt + odW*(t),
subject to the initial condition Y*(0) = X*(0). While the Brownian stochas-

ticity of the movement of each particle is preserved, the drift is now the same
for each particle and depends on the mean field p in the equation (43).

5.2 The Branching and Growth Process

As discussed in [7], in the case of the branching and growth process described
in Section 4, we may only give an heuristic convergence result. Starting from
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the system (23), if, formally, we take Qn(t)(d(z,v)) — Qoo(t)(d(z,v)) =
p(t, x,v)dzdv, then
t o2
/g(m,v)p(t,x,v)dwdv:/ /p(s,m,v)dsdajdv [—Avg(x,v)
B o JB 2
+ Vag(z,v)v + g(z,v)a1(s, 2)014,) (v)

— Vug(z,v) [kv -F (é(t, x))” (44)

%é(t,x) = c104(2) + i AC(t, x) — né(t,x)/Rd p(t, z,v)dv.
(45)

The equation (44) may be seen as the weak form of the following partial
differential equation for the density p(t, z,v):

& plt,a,0) = —v- Vaplt, ) + KV, - (oplt,,0) + 0 1, 2)p(t, 2, 0)

-V, - [F (C’(t,x)) p(t,x,v)} + %2Avp(t,x,v). (46)

The individual processes (Y(t),v%(t)); obey to the following stochastic
system: ‘ ‘
dY*(t) = v*(t)dt,

A , ~ , , (47)
dvi(t) = (—kv’(t) + F(C(t, Y’(t)))) dt + odWi(t),
coupled with a branching process with intensity
N(t7)
a(t,z) = ah(C(t,z)) > Sy (). (48)
i=1

Note that both (47) and (48) depend on the mean field C(t,z) in the
equation (45).

6 Long Time Behavior

In this section we investigate the long time behavior of the particle system
described in Section 3, for a fixed number N of particles.

6.1 Interacting—Diffusing Particles

First of all, let us consider the system (16) with v; = 0, i.e. the case in which
the advection is due only to interactions among particles. Following [17], from
(16) it follows that the location of the center of mass Xy of the N particles,



Stochastic Modelling of Interacting Populations 7
TNUEES vt
" N k=1 A
evolves according the following equation:

N
> V(KN - G)(XK(t) — X (1)dt + odW (L),  (49)

- 1
dXn(t) = -3
N k

J=1

where W (t) = 4 32, W¥(t) is still a Brownian motion; by the symmetry of
the kernels K7 and G, the first term on the right-hand side vanishes and we
get

dXn(t) = odW (1), (50)

i.e. the stochastic process Xy is a Wiener process. Hence, its law, conditional
upon the initial state, is

L(Xn#)|XNn(0) =L (Xn(0),0*W(t) =N <XN(O),%2t> ;

with variance U—]\jt, which, for any fixed N, increases as t tends to infinity.
Consequently, we may claim that the probability law of the system does not
converge to any non trivial probability law, since otherwise the same would
happen for the law of the center of mass.

6.2 Complete System

Let us now consider the complete system of SDEs (16) with ~; > 0. This
means that particles are also subject to a confining potential U. Equations of
the type

dXt = —VP(Xt) + O'th (51)

have been thoroughly analyzed in literature; under the sufficient condition of
strict convexity of the symmetric potential U [8,9,17,18], it has been shown
that (51) does admit a nontrivial invariant distribution. From a biological
point of view a strictly convex confining potential is difficult to explain; it
would mean an infinite range of attraction of the force which becomes infinitely
strong at infinity, with an at least constant drift even far from origin.

A weaker sufficient condition for the existence of a unique invariant mea-
sure has been more recently suggested by Veretennikov [34, 35], following
Has’minski [15]. This condition states that there exist constants My > 0 and
r > 0 such that for |z| > My

r

(-vPe@.5) <1

o (52)

It is ease to prove that without any further condition on the interaction
kernels Ky and G, by considering the condition (15) on U, we may apply the
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results by Veretennikov and prove the existence of an invariant measure for
the joint law of the particles locations. The condition (15) means that VU
may decay to zero as |z| tends to infinity, provided that its tails are sufficiently
“fat”.

Proposition 2. Under the hypotheses for the existence and uniqueness (hy-
potheses stated in Section 3) and the condition (15), the system (16) admits
a unique mvariant measure.

Let now Py’ (t) denote the joint distribution of the N particles at time ¢,
conditional upon a non random initial condition zg, and let Ps denote the
invariant distribution. As far as the convergence of Py (t) is concerned, for ¢
tending to infinity, as in [34], one can prove the following result.

Proposition 3. Under the same assumptions of Proposition 2, for any k,
O<k<r— % — 1 with m € (2k + 2,27 — Nd) and 7 = 1 Nr, there exists a
positive constant ¢ such that

’Pﬁo(t) - P]€7| < C(l + ‘xo‘m)(l + t)*(k+1)7

where |ij,° (t) — P;\g,| denotes the total variation distance of the two measures,
i.e.
|PR(t) = Py = sup [PR(t)(A) — Py(A)],
AGB]Rd

and xq the initial data.

So Proposition 2 states a polynomial convergence rate to invariant mea-
sure. To improve the rate of convergence, one has to consider more restricted
assumptions on U [35].
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Summary. This paper is devoted to present a review of recent results concerning
the controllability of some (linear and nonlinear) parabolic systems. Among oth-
ers, we will consider the classical heat equation, the Burgers, Navier-Stokes and
Boussinesq equations, etc.

1 Introduction: Controllability and Observability

Let us first recall some general ideas. Suppose that we are considering an
abstract state equation of the form

(1)

Yt — A(y) = BU’ te (O’T)a
y(0) =y,

which governs the behavior of a physical system. It is assumed that

e y:[0,T] — H is the state, i.e. the variable that serves to identify the
physical properties of the system.

e v:[0,7]— U is the control, i.e. the variable we can choose (for simplicity,
we assume that U and H are Hilbert spaces).

e A:D(A) C H+— H is a (generally nonlinear) operator with A(0) = 0,
Be L(U;H) and y° € H.

Suppose that (1) is well-posed in the sense that, for each y° € H and each
v € L?(0,T;U), it possesses exactly one solution. Then the null controllability
problem for (1) can be stated as follows:

For each y° € H, find v € L*(0,T;U) such that the corresponding
solution of (1) satisfies y(T) = 0.

W. Fitzgibbon et al. (eds.), Applied and Numerical Partial Differential Equations, 81
Computational Methods in Applied Sciences 15, DOI 10.1007/978-90-481-3239-3_7,
(© Springer Science+Business Media B.V. 2010
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More generally, the ezact controllability to the trajectories problem for (1) is
the following:

For each free trajectory 3 : [0,T] — H and each y° € H, find v €
L%(0,T;U) such that the corresponding solution of (1) satisfies y(T) =

y(T).
Here, by a free or uncontrolled trajectory we mean any (sufficiently regular)
function 7 : [0,T] — H satistying §(t) € D(A) for all ¢ and

y,— A() =0, te(0,T).

Notice that exact controllability to the trajectories is a very useful property
from the viewpoint of applications: if we can find such a control, then after
time 7" we can switch off the control and the system will follow the “ideal”
trajectory .

For each system of the form (1), these problems lead to several interesting
questions. Among them, let us mention the following;:

First, are there controls v such that y(T') = 0 and/or y(T') = 5(T)?
Then, if this is the case, which is the cost we have to pay to drive y to
zero and/or F(T')? In other words, which is the minimal norm of a control
v € L?(0,T;U) satisfying these properties?

e How can these controls be computed?

The controllability of differential systems is a very relevant area of research
and has been the subject of many papers the last years. In particular, in the
context of partial differential equations, the null controllability problem was
first analyzed in [26,29-31, 33, 34]. For semilinear systems of this kind, the
first contributions have been given in [9, 19, 35].

In this paper, we will be mainly concerned with the case of parabolic
partial differential systems. The typical situation corresponds to the classi-
cal heat equation in a bounded N-dimensional domain, complemented with
appropriate initial and boundary-value conditions; see Section 2.

The paper is organized as follows. In Section 2, we consider the heat
equation and some linear variants. We explain the role of observability and
Carleman estimates in control theory, we recall the main results in this frame-
work and we mention some open problems. Section 3 deals with the viscous
Burgers equation. We show that, for this equation, the null controllability
problem (with distributed and locally supported control) is well understood.*
In Sections 4 and 5, we consider the Navier—Stokes and Boussinesq equations
and some other systems from mechanics. We recall several results concerning
the local exact controllability to the trajectories and we explain how to deal
with a reduced number of controls. Several open problems are also indicated.

! More precisely, if we denote by T*(r) the minimal time needed to drive any
initial state with L? norm < r to zero, we show that T*(r) > 0, with explicit
sharp estimates from above and from below.
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2 The Classical Heat Equation: Observability
and Carleman Estimates

Let us consider the following control system for the heat equation:

Yt — Ay = 'U]-u.u (xvt) € 2 x (OvT)v
y(z,t) =0, (z,t) € 002 x (0,T), (2)
y(z,0) = 4% (z), T € .

Here (and also in the following sections), £2 C RY is a nonempty regular
and bounded domain, w CC {2 is a (small) nonempty open subset (1, is the
characteristic function of w) and y° € L?($2).

It is well known that, for every y° € L%(£2) and every v € L%*(w x
(0,7)), there exists a unique solution y to (2), with y € L?(0,T; H}(£2)) N
(0,7 L2(2)).

In this context, the null controllability problem reads:

For each y° € L*(2), find v € L?(w x (0,T)) such that the associated
solution of (2) satisfies y(x,T) = 0 in {2.

Since the state equation (2) is linear, null controllability is equivalent in
this case to exact controllability to the trajectories. This means that, for any
uncontrolled solution 7 and any y° € L?({2), there exists v € L?(w x (0,7T))
such that the associated state y satisfies

y(z,T) =7y(z,T) in 2.

A related notion is approzimate controllability. It is said that (2) is ap-
proximately controllable in L?(£2) at time T if, for any y°,y' € L%(£2) and
any € > 0, there exist controls v € L?(w x (0,T)) such that the solutions to (2)
associated to these v and the initial state y° satisfy

ly(-,T) = y'll 2 <e. (3)

It is not difficult to prove that this is weaker notion: the null controllability
of (2) at any time T implies the approximate controllability of (2) in L?(£2)
at any 7. On the other hand, since w CC {2, in view of the regularizing ef-
fect of the heat equation, exact controllability, i.e. approximate controllability
with € = 0, does not hold.

Together with (2), for each ! € L?(£2), we can introduce the associated
adjoint system

—pr — Ap =0, (z,t) € 2% (0,T),
p(z,t) =0, (z,t) € 02 x (0,T), (4)
o(z,T) = gol(x), T € (2.
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Then, it is well known that the null controllability of (2) is equivalent to the
following property:
There exists C > 0 such that

o0 < f[ lelarar vel e 1) o)
wx (0,

This is called an observability estimate for the solutions of (4). We thus find
that, in order to solve the null controllability problem for (2), it suffices to
prove (5).

The estimate (5) is implied by the so called global Carleman inequalities.
These have been introduced in the context of the controllability of PDEs by
Fursikov and Imanuvilov, see [19,26]. When they are applied to the solutions
of the adjoint system (4), they take the form

[[  plladsk [[ Pl wer@, ©
2x(0,T) wx(0,T)

where p = p(z,t) is an appropriate weight depending on 2, w and T and the
constant K only depends on {2 and w.?
Combining (6) and the dissipativity of the backwards heat equation (4),
it is not difficult to deduce (5) for some C only depending on {2, w and T
As a consequence, we have:

Theorem 1. The linear system (2) is null controllable. In other words, for
each y° € L2(02), there exists v € L?(w x (0,T)) such that the corresponding
solution of (2) satisfies

y(x,T)=0 in (2. (7)

Remark 1. Notice that Theorem 1 ensures the null controllability of (2) for
any w and T'. This is a consequence of the fact that, in a parabolic equation,
the transmission of information is instantaneous. For instance, this is not the
case for the transport equation. Thus, let us consider the control system

Y + Yo = vl (z,t) € (0,L) x (0,7,
y(0,t) =0, t€(0,7), (8)
y(x,O) = yo(x)v T € (OaL)a

with w = (a,b) CC (0,L). Then, if 0 < T' < a, null controllability does not
hold, since the solution always satisfies

y(z,T) = yo(x —-T) Vze(T, a),

independently of the choice of v; see [7] for more details and similar results
concerning other control systems for the wave, Schrédinger and Korteweg—
De Vries equations. [ ]

2 In order to prove (6), we have to use a weight p decreasing to zero, as t — 0 and
also as t — T, for instance, exponentially.
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There are many generalizations and variants of Theorem 1 that provide
the null controllability of other similar linear (parabolic) state equations:

e Time-space dependent (and sufficiently regular) coefficients can appear in
the equation, other boundary conditions can be used, boundary control
(instead of distributed control) can be imposed, etc.; see [19]. For a review
of recent applications of Carleman inequalities to the controllability of
parabolic systems, see [11].

e The null controllability of Stokes-like systems can also be analyzed with
these techniques. This includes systems of the form

yr— Ay +(a-V)y+(y-V)b+Vp=ol,, V-y=0, 9)

where a and b are regular enough. See, for instance, [14]; see also [8] for
other controllability properties.
e Other linear parabolic (non-scalar) systems can also be considered, etc.

However, there are several interesting problems related to the controlla-
bility of linear parabolic systems that still remain open. Let us mention two
of them.

First, let us consider the controlled system

vly, (z,t) € 2x(0,T),
y(z,t) =0, (z,t) € 002 x (0,T), (10)
y(x,O) = yO(x)’ x € {2,

where y° and v are as before and the coefficient a is assumed to satisfy
a€L®(2), 0<a<a(r)<a <+oo ae. (11)

It is natural to consider the null controllability problem for (10). Of course,
this is equivalent to the observability of the associated adjoint system

—pr — V- (a(x)Vp) =0, (z,t) € 2x(0,T),
p(z,t) =0, (x,t) € 002 x (0,T), (12)
yo(x,T) = ¢'(z), z€,

that is to say, to the fact that an inequality like (5) holds for the solutions
to (12).

To our knowledge, it is at present unknown whether (10) is null control-
lable. In fact, it is also unknown whether approximate controllability holds.

Remark 2. Recently, some partial results have been obtained in this context.
Thus, when N = 1, the null controllability of (10) has been established in [1].
When N > 2, the best known result up to now is that this property holds
under the following assumption:

3 smooth open set £y CC 2 such that a is C* in 2y and 2\ 2.  (13)
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This has been proved in [28]. In both cases, the proofs use that a is independent
of t in an essential way. In fact, it is an open question whether a Carleman
estimate like (6) holds for the solutions to (12) even if N =1 or (13) holds. m

Our second open problem concerns the system

y — DAy = Ay + Bul, (z,t) € 2x(0,T),

y(z,t) =0, (z,t) € 002 x (0,T), (14)
y(@,0) =y°(x), z €,
where y = (y1, ..., Yn) is the state, v = (v1, ..., vs,) is the control and D, A

and B are constant matrices, with D, A € L(R™®;R") and B € L(R™;R"). It
is assumed that D is definite positive, that is,

DE-€ > dolé]> VEER™, dy > 0. (15)

When D is diagonal (or similar to a diagonal matrix), the null controlla-
bility problem for (14) is well understood. In view of the results in [2], (14) is
null controllable if and only if

rank[(=\;D + A); Bl =n Vi >1, (16)

where the \; are the eigenvalues of the Dirichlet—Laplace operator and, for
any matrix H € L(R™;R™), [H; B] stands for the n x nm matrix

[H;B]:=[B|HB|---|H" 'B].

Therefore, it is natural to search for (algebraic) conditions on D, A and
B that ensure the null controllability of (14) in the general case. But, to our
knowledge, this is unknown.

Remark 8. The results in [2] have been extended recently to the case of any
D having no eigenvalue of geometric multiplicity > 3; see [10]. ]

Remark 4. As we have said, global Carleman estimates are the main tool we
can use to establish the observability property (5). These two open questions
can be viewed as consequences of the limitations of Carleman estimates: first,
they need regular coefficients; then, they are, in fact, a tool proper of scalar
equations. ]

As mentioned above, an interesting question related to Theorem 1 concerns
the cost of null controllability. One has the following result from [16]:

Theorem 2. For each y° € L*(12), let us denote by C(y°) the minimal norm
in L?(w x (0,T)) of a control v such that the associated solution of (2) satis-
fies (7). Then, for some C only depending on 2 and w, the following estimate
holds:

e < ew|e (142 )] 1l a7)
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Remark 5. We can be more explicit on the way C' depends on (2 and w: there
exist “universal” constants Cy > 0 and m > 1 such that C can be taken of
the form

C = exp (Co||¥[| &) ,

where ¢ € CZ(Q) is any function satisfying ¢» > 0 in {2, v = 0 on 912
and Vi # 0 in (2 \ w. All this is a consequence of the particular form that
must have p in order to ensure (6); see [16] for more details. |

3 Positive and Negative Controllability Results
for the One-Dimensional Burgers Equation

In this section, we will be concerned with the null controllability of the fol-
lowing system for the viscous Burgers equation:

Yt — Yoo T YYo = vy, (xvt) € (07 1) X (OvT)v
y(0,t) =y(1,t) =0, te€(0,T), (18)
y(z,0) = y% (), z € (0,1).

Recall that some controllability properties of (18) have been studied in [19,
Chapter 1, Theorems 6.3 and 6.4]. There, it is shown that, in general, a sta-
tionary solution of (18) with large L?>-norm cannot be reached (not even ap-
proximately) at any time 7. In other words, with the help of one control, the
solutions of the Burgers equation cannot go anywhere at any time.

For each y° € L?(0,1), let us introduce

T(y°) = inf{T > 0: (18) is null controllable at time T'}.
Then, for each r > 0, let us define the quantity
T*(r) = sup{T'(y°) : ly°llz> < 7}
Our main purpose is to show that T*(r) > 0, with explicit sharp estimates
from above and from below. In particular, this will imply that (global) null
controllability at any positive time does not hold for (18).

More precisely, let us set ¢(r) = (log %)*1. We have the following result
from [13]:

Theorem 3. One has
Coop(r) <T*(r) <Ci¢(r) asr — 0, (19)

for some positive constants Cy and C1 not depending of r.
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Remark 6. The same estimates hold when the control v acts on system (18)
through the boundary only at x = 1 (or only at x = 0). Indeed, it is easy to
transform the boundary controlled system

Yt — Yz + YYz = 07 (.’E,t) € (07 1) X (OvT)v
y(0,1) =0, y(1,t) =w(t), te(0,T), (20)
y(xa O) = yo('r)’ T € (O’ 1)

into a system of the kind (18). The boundary controllability of the Burgers
equation with two controls (at x = 0 and « = 1) has been analyzed in [23].
There, it is shown that even in this more favorable situation null controlla-
bility does not hold for small time. It is also proved in that paper that exact
controllability does not hold for large time.? [ |

The proof of the estimate from above in (19) can be obtained by solving
the null controllability problem for (18) via a (more or less) standard fixed
point argument, using global Carleman inequalities to estimate the control
and energy inequalities to estimate the state and being very careful with the
role of T' in these inequalities.

The proof of the estimate from below is inspired by the arguments in [3]
and is implied by the following property: there exist positive constants Cy and
C}) such that, for any sufficiently small r > 0, we can find initial data y° and
associated states y satisfying ||y°| 2 < r and

ly(z,t)| > Cir for some x € (0,1) and any ¢ : 0 < t < Co(r).

For more details, see [13].

4 The Navier—Stokes and Boussinesq Systems

There are a lot of more realistic nonlinear equations and systems from me-
chanics that can also be considered in this context. First, we have the well
known Navier—Stokes equations:

y+(y-Vy—Ay+Vp=vl,, V-y=0, (zt)€qQ,
y =0, (z,t) € X, (21)
y(z,0) =" (), x € (.

Here and below, @ and X respectively stand for the sets Q@ = 2 x (0,T)
and X = 982 x (0,T), where 2 C R" is a nonempty regular and bounded
domain, N = 2 or N = 3 and (again) w CC {2 is a nonempty open set.

3 Let us remark that the results in [23] do not allow to estimate T'(r); in fact, the
proofs are based in contradiction arguments.
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In (21), (y,p) is the state (the velocity field and the pressure distribution)
and v is the control (a field of external forces applied to the fluid particles
located at w). To our knowledge, the best results concerning the controlla-
bility of this system have been given in [14,15].* Essentially, these results
establish the local exact controllability of the solutions of (21) to uncontrolled
trajectories.

In order to be more specific, let us recall the definition of some usual spaces
in the context of Navier—Stokes equations:

V={yeH)(2)N:V -y=0in 2}

and
H={yeLl*(2)"Y:V-y=0in 2, y-n=0on 9N}

Of course, it will be said that (21) is ezactly controllable to the trajectories if,
for any trajectory (y,p), i.e. any solution of the uncontrolled Navier—Stokes
system

(22)

?t‘i‘@v)l_/—A§+Vﬁ=07 VZ_/:Oa (Jf,t)EQ,
7 =0, (z,t) e X

and any y° € H, there exist controls v € L?(w x (0,T))"Y and associated
solutions (y, p) such that

y(x, T) =g(z,T) in §2. (23)

At present, we do not know any global result concerning exact controlla-
bility to the trajectories for (21). However, the following local result holds:

Theorem 4. Let (7,D) be a strong solution of (22), with

Then, there exists 6 > 0 such that, for any y° € H N L*N=2(2)N satisfying
4% —5°|| 2v—2 < 6, we can find a controlv € L?(wx(0,T))N and an associated
solution (y,p) to (21) such that (23) holds.

In other words, the local exact controllability to the trajectories holds for
(21) in the space X = L2N=2(2)N N H; see [14] for a slightly stronger result.
Similar questions were addressed (and solved) in [17,18]. The fact that we
consider here Dirichlet boundary conditions and locally supported distributed
control increases a lot the mathematical difficulty of the control problem.

Remark 7.1t is clear that we cannot expect exact controllability for the
Navier—Stokes equations with an arbitrary target function, because of the
dissipative and non reversible properties of the system. On the other hand,

4 The main ideas come from [20,27]; some additional results will appear soon in [21].
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approximate controllability is still an open question for this system. Some
results in this direction have been obtained in [6] for different boundary con-
ditions (Navier slip boundary conditions) and in [8] for a different nonlinearity.
However, the notion of approximate controllability does not appear to be op-
timal from a practical viewpoint. Indeed, even if we could reach an arbitrary
neighborhood of a given target y' at time T by the action of a control, the
question of what to do after time T to stay in the same neighbourhood would
remain open. ]

The proof of Theorem 4 can be obtained as an application of Liusternik’s
inverse mapping theorem in an appropriate framework.

A key point in the proof is a related null controllability result for the
linearized Navier—Stokes system at (g, ), that is to say

v+ @-Vy+(y-V)y—AQy+Vp=vl,, (z,t) €,
Vy:()v (ZL',t) S Q7 (25)
y=0, (z,t) € X,

y(x,0) = y°(x), zeN

This control result is a consequence of a global Carleman inequality of the
kind (6) that can be established for the solutions to the adjoint of (25), which
is the following:

_Sot_(v%@*‘th)@—A‘P“‘VW:gv (xvt)er
L= t
¢ =0, (z,t) € X,
o(T) = ¢, x €0
The details can be found in [14].
Similar results have been given in [22] for the Boussinesq equations

Yo+ (y-V)y—Ay+Vp=vl, +ben, V-y=0 (2,1)€Q
0 +y-VO— A0 =hl,, (z,t) € Q, (27)
y=0, 6=0, (z,t) € X,
y(z,0) =y°(z), 0(z,0) = 0%=x), x € (.

Here, the state is the triplet (y,p,6) (6 is interpreted as a temperature
distribution) and the control is (v, h) (as before, v is a field of external forces;
h is an external heat source).

An interesting question concerning both (21) and (27) is whether we can
still get local exact controllability to the trajectories with a reduced number of
scalar controls. This is partially answered in [15], where the following results
are proved:
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Theorem 5. Assume that the following property is satisfied:
320 € 902, e > 0 such that N 82 D B(x;¢) N aLn. (28)

Here, B(z;¢) is the ball centered at 2° of radius €. Then, for any T > 0, (21)
is locally exactly controllable at time T to the trajectories satisfying (24) with
controls v € L*(w x (0,T))N having one component identically zero.

Theorem 6. Assume that w satisfies (28) with ng(x°) # 0 for some k < N.
Then, for any T > 0, (27) is locally exactly controllable at time T to the
trajectories (g, p,0) satisfying (24) and

GeL>Q), 8(,0)e H(R). (29)

with controls v € L*(w x (0,T))N and h € L*(w x (0,T)) such that vy =
vy = 0. In particular, if N = 2, we have local exact controllability to these
trajectories with controls v =0 and h € L*(w x (0,7)).

The proofs of Theorems 5 and 6 are similar to the proof of Theorem 4. We
have again to rewrite the controllability property as a nonlinear equation in
a Hilbert space. Then, we have to check that the hypotheses of Liusternik’s
theorem are fulfilled.

Again, a crucial point is to prove the null controllability of certain lin-
earized systems, this time with reduced controls. For instance, when dealing
with (21), the task is reduced to prove that, for some p = p(x,t) and K > 0,
the solutions to (25) satisfy the following Carleman-like estimates:

// Pl dz dt < K// P2+ Q) dudt Vol € LA(92). (30)
2x%(0,T) wx(0,T)

This inequality can be proved using the assumption (28) and the incom-
pressibility identity V - ¢ = 0; see [15].

5 Some Other Nonlinear Systems from Mechanics

The previous arguments can be applied to other similar partial differential
systems arising in mechanics. For instance, this is made in [12] in the context
of micro-polar fluids.

To fix ideas, let us assume that N = 3. The behavior of a micro-polar
three-dimensional fluid is governed by the following system:

y—Ay+ (y-Vy+Vp=Vxw+uvl,, V-y=0, (z,t)€Q,
we+ (y-Vw— Aw —V(V-w) =V xy+ul,, (x,t) € Q, (31)
y=0, w=0 (z,t) € X,

y(z,0) =% (z), w(z,0)=uw’(x) x € (2.
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Here, the state is (y, p, w) and the control is (v, u). As usual, y and p stand
for the velocity field and pressure and w is the microscopic velocity of rotation
of the fluid particles. Then, the following result holds:

Theorem 7. Let (y,p,w) be such that
7, € L*(Q) N L0, T; H*(R2)), Ty, Wi € L*(Q) (32)
and

ﬂf—Aﬂ—F@V)@—!—Vﬁ:VXE, V@ZO, (l‘,t)EQ,
wy + (G- V)w — Aw - V(V-w) =V x 7, (z,t) € Q, (33)

Then, for each T > 0, (31) is locally exactly controllable to (§,p,w) at time T'.
In other words, there exists 6 > 0 such that, for any initial data (y°,w°) €
(H2(2)NV) x H} () satisfying

||(y0aw0) - (§(~,O),E(~,O))||Hszé < 57 (34)
there exist L? controls u and v and associated solutions (y,p,w) satisfying
y(@,T) =y, T), wxT)=w(xT) inf (35)

Notice that this case involves a nontrivial difficulty. Indeed, w is a non-
scalar variable and the equations satisfied by its components w; are coupled
through the second-order terms 9;(V - w). This is a serious inconvenient. An
appropriate strategy has to be applied in order to deduce the required Carle-
man estimates.

Let us also mention [4,24,25], where the controllability of the MHD and
other related equations has been analyzed.

For all these systems, the proof of the controllability can be achieved argu-
ing as in the first part of the proof of Theorem 4. This is the general structure
of the argument:

e First, rewrite the original controllability problem as a nonlinear equation
in a space of admissible “state-control” pairs.

e Then, prove an appropriate global Carleman inequality and a regularity
result and deduce that the linearized equation possesses at least one solu-
tion. This provides a controllability result for a related linear problem.

e Check that the hypotheses of a suitable implicit function theorem are
satisfied and deduce a local result.

Remark 8. Recall that an alternative strategy was introduced in [35] in the
context of the semilinear wave equation: first, consider a linearized similar
problem and rewrite the original controllability problem in terms of a fixed
point equation; then, prove a global Carleman inequality and deduce an ob-
servability estimate for the adjoint system and a controllability result for the
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linearized problem; finally, prove appropriate estimates for the control and
the state (this usually needs some kind of smaliness of the data), prove an
appropriate compactness property of the state and deduce that there exists
at least one fixed point. This method has been used in [21] to prove a result
similar to Theorem 4.

Remark 9. Observe that all these results are positive, in the sense that they
provide local controllability properties. At present, no negative result is known
to hold for these nonlinear systems (except for the already considered one-
dimensional Burgers equation).

To end this section, let us mention another system from fluid mechanics,
apparently not much more complex than (21), for which local exact control-
lability (and even local null controllability) is an open question:

v+ (y-V)y— V- (v(|Dy|)Dy) + Vp =vly,, (2,t) €@,
V-y=0, (z,t) € Q,

y=0, wnes, @9
y(z,0) = y°(x), x €.

Here, Dy = %(Vy—i—Vyt) and v : Ry — Ry is a regular function (for example,
we can take v(s) = a + bs" ! for some a, b, > 0).

This system models the behavior of a quasi-Newtonian fluid; for a math-
ematical analysis, see [5,32]. In view of the new nonlinear diffusion term
V- (v(|Dy|)Dy), its control properties are much more difficult to analyze than
for (21).
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1 Introduction

Adaptive finite element methods for the numerical solution of partial differ-
ential equations consist of successive cycles of the loop

SOLVE = ESTIMATE = MARK = REFINE.

Here, SOLVE stands for the finite element solution of the problem with re-
spect to a given triangulation of the computational domain. The following
step ESTIMATE is devoted to the estimation of the global discretization er-
ror in some appropriate norm or a user specified quantity of interest by a
cheaply computable a posteriori error estimator. The estimator is assumed
to consist of local contributions whose actual magnitude is then used in the
step MARK to specify elements of the triangulation for refinement. The fi-
nal step REFINE deals with the generation of a new triangulation based on
the refinement of the elements selected in the previous step according to spe-
cific refinement rules. Adaptive finite elements are by now well established.
There are various approaches such as residual-type a posteriori error esti-
mators which rely on the proper evaluation of the residuals with respect to
a computed approximation in the norm of the dual space and hierarchical
type estimators where the equation satisfied by the error is suitably localized
along with a solution of the local problems by higher order finite elements (cf.,
e.g. [1,3,35]). Averaging-type estimators typically use some sort of gradient
recovery on element-related patches (cf., e.g. [1,35]), whereas the theory of
guaranteed error majorants provides reliable upper bounds for the error (see
[31]). Finally, the goal oriented weighted dual approach extracts information
on the error via the dual problem (cf. [4,12]).
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As far as the optimal control of PDEs are concerned, the goal oriented
dual weighted approach has been applied to unconstrained problems in [4, 5],
to control constrained ones in [17,36] and to state constrained problems in
[16, 19]. Residual-type a posteriori error estimators for control constrained
problems have been developed and analyzed in [13,14,18,20,23,26,27]. State
constrained optimal control problems are more difficult to handle than con-
trol constrained ones, since the Lagrange multiplier for the state constraints
typically lives in a measure space. An appropriate way to cope with this prob-
lem is to use a regularization of the state constrained problems by means
of mixed control-state constraints (Lavrentiev regularization). With regard
to numerical solution techniques the regularized problems can be formally
treated as in the case of control constraints (cf., e.g. [2,9,29,32-34]).

In this paper, we will develop, analyze and implement the goal oriented
weighted dual approach to mixed control-state constrained distributed opti-
mal control problems for linear second order elliptic boundary value problems.
The paper is organized as follows: In Section 2, we consider a model distributed
optimal control problem for a two-dimensional, second order elliptic PDE with
a quadratic objective functional and mixed unilateral constraints on the state
and on the control. The finite element discretization is based on standard
P1 conforming finite elements with respect to simplicial triangulations of the
computational domain and gives rise to a finite dimensional constrained mini-
mization problem. In both the continuous and discrete regime, the optimality
conditions are stated in terms of the associated Lagrangians. Section 3 is
devoted to a representation of the error in the quantity of interest which is
chosen as the objective functional. The error representation involves primal—
dual residuals, a primal-dual mismatch in complementarity due to a possible
mismatch between the continuous and discrete active and non-active sets, and
data oscillation terms. In Section 4, we derive the goal oriented a posteriori
error estimator based on appropriate upper bounds both for the primal-dual
residuals and the primal-dual mismatch in complementarity. The final section,
Section 5 contains a brief description of the marking and refinement strategy
as well as numerical results for an example illustrating the performance of the
error estimator.

2 The Mixed Control-State Elliptic Optimal Control
Problem and Its Finite Element Approximation

We assume {2 to be a bounded domain in R? with boundary I := I'p U Ty,
I'b N I'y = (). We use standard notation from Lebesgue and Sobolev space
theory. In particular, we refer to L2({2) as the Hilbert space with inner product
(-,")o.2 and norm || - |lo. and to H*(£2), k € N, as the Sobolev space with
norm ||||x,. The set L2 (£2) stands for the positive cone in L?(£2) with respect
to the canonical ordering.
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Given a desired state y? € L2(§2), a shift control u? € L?(£2), regula-
rization parameters & > 0, € > 0, and a function ¥ € L°({2), we consider the
mixed control-state constrained distributed optimal control problem:

Find (y,u) € V x L*(£2), where V := {v € H' () | v|r, = 0}, such that
inf J Ly a2 X d)2 1
Lnu (y,u) == 2||?J Yoo+ 2||“ w15, (1a)
subject to  a(y,v) = (u,v)o,2, vEYV, (1b)
ceuty€ K :={veL*(2)|v() <) faa ze R} (o)

Here, a(-,-) : V x V — R stands for the bounded, V-elliptic bilinear form
a(u,v) = / (Vu - Vo + cuv) de, c€Ry.
2

Denoting by A : V' — V* the operator associated with a(-,-), we introduce
the Lagrangian £: V x L?(£2) x V x L% (£2) — R according to

L(y,u,p,0) = J(y,u) + (Ay —u,p) + (eu +y —¥,0)0,0, (2)

where (-, -) denotes the dual pairing between V* and V. Then, the minimiza-
tion problem (1a)—(1c) can be equivalently stated as the saddle point problem

inf sup L(y, u, p, o). (3)

YU po

Setting z := (y,u,p) € X :=V x L?(2) x V, the optimality conditions read
as follows:
V.L(z,0) =0, (4a)
VoL(,0)n—0) <0, peL3(Q), (1)
where V,L(z,0) and V,L(z, o) stand for the derivatives of £ with respect to
z and o in (z,0). The multiplier p is referred to as the adjoint state. We note
that (4a) gives rise to the state equation (1b), the adjoint state equation
a(p,v) = (Y =y —o,0)o,0, vEV, (5)

and the equation
p=a(u—u?) +eo, (6)

whereas the variational inequality (4b) can be equivalently written in terms
of the complementarity conditions

ceLi(2), ¢Y—(cuty)€Li(2), (sut+y—1,0)00=0  (7)
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We define the active set A as the maximal open set A C {2 such that su(z) +
y(z) = Y(z) fa.a. x € A and the inactive set Z according to Z := |J,...q B«
where By is the maximal open set B C {2 such that eu(z) + y(z) < ¥(z) — K
for almost all z € B.

For the finite element discretization of (la)—(lc) we consider a family
{Ty(£2)} of shape-regular simplicial triangulations of {2 which align with I'p,
I'y on I'. We denote by Ny(D) and &(D), D C §2, the sets of vertices and
edges of Ty(£2) in D C (2, and we refer to hy and |T| as the diameter and the
area of an element T € 7;({2), whereas hg stands for the length of an edge
E € &(D). For E € &(£2) such that E =T, NT_, Ty € T;(12), we define
wg := T4 UT_. Further, we denote by Sy := {v; € Co(2) | ve|r € Pi(T), T €
7¢(£2)} the finite element space of continuous, piecewise linear finite elements
and we refer to Vp as its subspace V4 := {vg € Sp | ve|r, = 0}. We will also use
the following notation: If A and B are two quantities, then A < B means that
there exists a positive constant C' such that A < C'B, where C only depends
on the shape regularity of the triangulations, but not on their granularities.

Then, given approximations y}f € Sy, u‘,? € Sy and 9y € Sy of y?, u and
1, the finite element approximation of (la)—(1c) is given by
Find (y¢, u¢) € Vg x Sy such that

. 1 1o
inf Jo(ye,ue) = =llye — yi 5.0+ < llue — uf I3 o (8a)

Yo, Up 2 2
subject to  a(ye,ve) = (ue,ve)o.2, Ve € Vi, (8b)
eup+ye € Kp:={vp € Sp | vg <y in 2}. (8¢)

We proceed as in the continuous regime and introduce the Lagrangian L, :
Ve x Sy x Vp x (S@ﬂLi(Q)) by

Lo(Ye, we,pe,00) = Jo(Ye, ue) + (Aye — we, pe) + (Ewe + Yo — Ve, 00)0,0 (9)
such that (8a)—(8c) is equivalent to the saddle point problem

inf sup Le(ye, e, pe, o¢). (10)

YUt py,og
The optimality conditions turn out to be

VaLo(xe,00) =0, (11a)
VoLi(we,00)(pe — 0¢) <0, g € SeN L3 (1), (11b)

where zp := (ye,ue,pr) € Xp := Vi x Sp x Vp. Again, (11a) comprises the
discrete state equation (8b), the discrete adjoint state equation

a(pe,ve) = (y§ — ye — o0,v)0.02, ve € Vi, (12)

and the equation
pe = a(uy —ud) + eoy. (13)
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On the other hand, (11b) represents the discrete complementarity conditions

op € SeNLA(92), we— (ewe+ye) € SeNLA(R2), (eue+ye — e, 0¢)0,0 = 0.
(14)

We define the discrete active set A, according to A, := {z € Q| eup(x) +
ye(z) = e(z)} and refer to Z, := §2\ Ay as the discrete inactive set.

3 Error Representation in the Quantity of Interest

We derive an error representation in the quantity of interest which involves
the second derivative of the Lagrangian £ with respect to x. Since this second
derivative does depend neither on = nor on o, we simply write V.. L(z,2'),
2,2 € X, instead of V. L(x,0)(z,2"). We will use the same simplifying no-
tation for the second derivative of Lj,.

Theorem 1. Let (z,0) € X x L3 (£2) and (x4, 04) € X x (S¢NLA(12)) be the
solutions of (3) and (10), respectively. Then there holds

1
J(y,u) = Je(ye, we) = _iva:a:»cl(xf —z,20—x)+ (cue +ye —1,0)0,0 +OSC§1),

(15)
where oscy) stands for the data oscillations
oscy) = Z oscg}), (16)
TeTy(52)
OSC(Tl) = (ye — y?, y? - yd)o,T + a(ug — UZi, u‘} - ud)o,T
1 o
+ <[y — ¢ |8,T + o ut - U?”%,T-
2 2
Proof. We note that for zy = (dy¢, due, dpe) € X, there holds
L(Jj,o'g) =C(x,0)+(€u+y—¢,ae—0)079, (173‘)
Vzﬁ(.rg, U@)(Zg) = Vmﬁ(l‘g, O’g)(Zg) + (85’&[ + 5yg, oy — 0')07_(). (17b)

Using the optimality conditions (4a), (4b) and (11a), (11b) as well as (17a),
(17b), Taylor expansion yields

J(y,w) — Jo(ye, we)L(x,0) — L(xg, 00)

1
=L(x,0) — Lo(x,00) — Vo Ly(x,00)(p — ) — Evmﬁg(u —x,xp — )
= J(y,u) = Je(y,u) — (eu+y — e, 00)0,0

1
— VaLo(x,00)(xp — ) — §Vm£g(xg —z,xp — T)
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= —V.L(z,00)(xp — x) — %ngﬁg(x( —T,xp — )

— (eu+y — e, 00)0,0 + OSCEU

1
= —5VaeLle(we — 2,20 — @) = (eu+y = (cue +ye), 0t)o.
+ (eug+ye — (eu+y),0 —o0)o,0 + oscy)
1 (1)

= —ivmﬁz(w —x,x¢ — ) + (Eug + Yo — Y, 0)0,0 +0sc; 7,

from which we conclude. O

Remark 1. We note that the error representation (15) reduces to the result
from [5] in the unconstrained case, i.e. when o = o, = 0.

For a further evaluation of the error, we introduce interpolation operators
iV =V iV =V iy LA(02) — Se, i L2(02) — Se,  (18)
such that for all y,p € V and u € L?(§2) there holds

. 1/2¢ -
1% — gl + hil 1%y — yll2 o7 < Prllylli, e,
. 1/2 -
12 — pli2 7 + 1 *[lip — pllZ o7 < hrlpll1,De
ligw —ullor, |lifo —ollor =0 ashpy — 0.

where Dp := {T" € To(22) | Ne(T")NN¢(T) # 0}. We may choose, for instance,
Clément-type quasi-interpolation operators (cf., e.g. [35]) or the Scott—Zhang
interpolation operators (cf., e.g. [8]).

Theorem 2. In addition to the assumptions of Theorem 1, let if = (i}, i}, %))
be the interpolation operators as given by (18). Then there holds

I (y, 1) = Je(ye, ue) = —r(ily —y) — (ip — p) + pe(w, 0) +osci™ +oscl”, (19)

where r(ijy —y) and r(iYp — p) stand for the primal-dual residuals

r(ify —y) == = ((ye =y + 00,10y — y)o,2 + (Voe, V(ijy — y))o,2) , (20a)

((Vye, V(ihp —p))o,2 — (ue, i — p)o,2), (20b)

N = DN =

r(iyp —p) ==

Moreover, py(z, o) is the primal-dual mismatch in complementarity and oscf)

a further data oscillation term given by

1
pe(z,0) = 3 ((eue +ye —,0)0,0 + (Ve — (eu+y),0¢)0,2), (21a)
9 1 . 1 )
osci?) = S = vty —igyoo+ 5" = vl ity — v)oo
! » ! »
+ E(ud —uf, up — ifu)o.0 + E(ud —ud,ifu—u)oo. (21b)
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Proof. Using (11a) and (17b), for z¢ = (dy, dug, ope) € X, we find
0=V.,L(x,0)(z)
= VaoL(xe,00)(20) + Vaa £L(x — T4, 20) + (6ug + 0ye, 0 — 00)0.02
= Voo L(x — x4, 20) + (€6us + Sy, 0 — 00)o,2 + (Wi — y*, 6ye)o.
+ a(ud —u?, Sug)o.0,

from which we deduce

Val(ze,0)(x —xp — 20) = Vau £(x0 — T, 2 — T4 — 240), (22a)
Veal(xg — 2,20 — ) = Vo L(xg — 2,00 — . + 20)
— (85’&2 + 5y£, o — 0’2)079. (22b)

Taking advantage of (22a),(22b) in (15), it follows that
J(y, u) = Je(ye, ue)
1
= ivmﬁ(x, o)z —xp, 20 — T+ 20)
1

2
d_ . d _ (D
(ug —u®, dug)o,0 + (edug +ye — ¥, 0)0,0 + 0sc,

1
+ §(€5W +0ye, 0 — 00)o.0 + = (YL — vy, dye)o.e

+ «

2
1 1

= —szﬁ(W,Uz)(xe —x+z) + §(€W +ye— (eu+ty),00 +0)o,0

1 «
+ 5" =yl ye = yoo + 5 (uf — u, dur)oo + oscy!.
We conclude by choosing z¢ = (iJy — ye,%p — pe, i} — ue) and observing (7)
and (14). O

Remark 2. The primal-dual residuals (i} y — y) and (i) p — p) will be further
estimated in the following section and will be made fully a posteriori in a
standard way (cf., e.g. [4]). The term p(x,0) as given by (21a) represents
the primal-dual mismatch in complementarity due to a possible mismatch in
the approximation of the active and inactive sets A and Z by their discrete
counterparts Ay and Z,. In its present form it is not yet a posteriori. In the
subsequent section, we will show how us(x,0) can be made fully a posteriori
and thus be included in the refinement strategy. A similar remark applies
to the term oscf) which is essentially a data oscillation term, but as given
by (21b) not a posteriori due to the occurrence of y. It will be made fully a
posteriori as well.

4 Weighted Primal-Dual A Posteriori Error Estimator

By straightforward estimation of the right-hand sides in the representations
(20a), (20b) of the primal-dual residuals the following result can be easily
established.
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Theorem 3. The primal-dual residuals can be estimated according to

r(iy =yl = Y Wil (23a)
TeT,(£2)

r(ifp—p) = > whoh. (23b)
TeT,(£2)

Here, p%. and pt. are the L*-norms of the residuals associated with the state
and the adjoint state equation

1/2
1
= (ol + 1 g olBar ) (240
1 1/2
o= (e = s = ol + ' g VpdlBor) - (24

The corresponding dual weights w¥ and wh. are given by

. . 1/2

wh.:= ([lifp = plI§. 2 + hrllifp — pl§ or) " (25a)
. ) 1/2

Wi o= (lify — yllg 7 + hrllify —ylg.or) (25b)

Remark 3. If the state y of the purely state constrained problem (i.e. ¢ = 0)
is in W1 (£2) for some r > 2 and hence represents a continuous function, the
adjoint state p lives in W*(£2) with s being conjugate to r. The multiplier
o turns out to be a bounded Borel measure, and the discrete multipliers oy
are chosen as a linear combination of Dirac delta functionals associated with
the nodal points of the triangulation. In this case, the primal-dual residuals
have to be estimated in the respective L"- and L°-norms and the multipliers
have to be treated separately (cf. [19]).

There are several ways to provide approximations of the weights w¥ and
wh, T € T;(£2). We refer to [4] for a detailed discussion. Here, we use piecewise
quadratic interpolations i ,y¢ and iy ,pe of the computed P1 approximations
ye and py of the state y and the adjoint state p with respect to the coarser
triangulation 7p_1(£2). This results in the computable weights

) . . 1/2
O = (szgpz —pellgr+ hrl|i} ope — peH&m) . (26a)
~D .Y 2 Y 2 1/2
o = (H%,zyﬁ = yello,r + hrllif oy — yeHo,aT) . (26b)

We now concentrate on the primal-dual mismatch in complementarity
we(x, o) where for notational simplicity we drop the argument (z, o). Taking
the complementarity conditions (7) and (14) into account, we find
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telznz, = 0, (27a)
el anz, = %((Eue +ye —,i70)o,AnT,
+ (ewe +ye — 0,0 — iga)o,mﬂ), (27Dh)
pelrna, = 5 (e — (eut 1), 0000
= 2 (e — i) +ve — 9,000,204,
+ (e(ifu — u) +ipy — y,00)0,704,) (27c)
tiel ana, = % ((ewe + ye — ¥, 0)0,4n4, + (e — (eu+y),00)0,404,)
= (e =170+ o0)o.ana, + (W — 0 — iFoYo.ana,). (27)

We further need to provide computable approximations of the sets A and Z.
We use a modification of the approximation of the indicator function x(.A) of
the continuous coincidence set A from [26] (cf. also [17]) according to

AL W — (eif gue + g 5ye) (28)
Xe yhy 4+ — (52’2211@ + ’ngyg) ’

where 0 < v < 1 and r > 0 are fixed and izzug is defined in the same way as
i{ oye. Indeed, for T C A we find

IX(A) = xlo,r < min(| TV, v~ hy " lew+ y — (eif yue + if 5y¢) lo.1)

which converges to zero whenever [leu +y — (€if yue + i yy0)llo,7 = O(h7),
q > r. By the same arguments, for T'C Z one can show as well that ||x(A) —
X24||0,T — 0 as hy — 0. Now, for fixed 0 < k < 1 and 0 < s < r we provide
approximations A, of A and Z; of Z according to

A= J{T € T.(2) | x{* (=) > 1 — khj for all z € T}, (29a)
Iy = J{T € To(2) | xi'(z) < 1 — Kk for some x € T'}. (29D)

We define approximations 7a4n4,, 7204, and 7anz, of AN Ay I N Ay and
AN7Z; by means of

Tana, = AN Ay, Tzna, =LiN Ay, Tanz, = AiNI.

We further define

@iy = lig 2ye — yello,T,
@ = [|ig oue — wello, 7,

w7 = [|ig 200 — ollo, 7
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where 7 50 is also given by piecewise quadratic interpolation. Then, we can
estimate the contributions to the primal-dual mismatch in complementarity
n (27b)—(27d) according to

|/~LZ|AI’WI£‘ < Z ﬂ’g})v (30&)
TeTanz,
—y _ 1 - .
pr = g lleue +ye = dllor(ligz0elor +o7),
—(2)
elznal < > B, (30b)
T€TznA,
—(2) . _ ~u ~Y
fp’ = |loello,r (e + @7),
—(3)
pelanal < 30 B, (30¢)
Te€Tana,

1 . ~
i) = e — vllo (1200 + oellor +TF).

This leads to the following upper bound for the primal-dual mismatch in
complementarity:

ez, o) < > fr, (31)

TeT,(£2)
where

0 T e EﬂIzv
)

ﬂ L /jf’(j} ) T S TAﬂIga
T -—
/J"(I‘z)y T S %ﬁAza
(3)

/j’T ’ T e TAO.A('

The oscillation term oscf) as given by (21b) is treated analogously which

results in
\osce Y4 osc 2)| < Z oscr, OsCy = oscgﬂ) + osc(2) (32)
TeTy(92)

where osc(T1 ) is given by (16) and osc§~2 ) by

2 ~ ~
osc®) == ¥[ly? — ydllo.r + D% ud — udlor-

Hence, we end up with the computable upper bound

[Ty, u) = Je(ye,ue)| = D (@404 + @hph + fir + oser) . (33)
TeT(82)
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5 Numerical Results

The marking strategy for selection of elements of the triangulation for refine-
ment is based on a bulk criterion (cf. [11,30]) where we select a set My C Ty(£2)
of elements such that with respect to a given constant 0 < © < 1 there holds

O S (@Yol + Bl 4 fir +oser) < Y (@ph + @0k + fir + oscr).
TeTy(2) TeMm

The bulk criterion is realized by a greedy algorithm (cf., e.g. [23]). The refine-
ment is realized by newest vertex bisection.

We conclude this section with the results for an example which was chosen
as a test case in [28]. The data of the problem are as follows:

2:=B(0,1), Ip=0, «a:=10, c=1.0,

1 1 1
d 2
SR S|
y*(r) + i + o n(r),
1 1
d 2
=4+ —7r° — —1 = 4.
u®(r) + 47r7‘ 5 n(r), ¥(r):=r+

The optimal solution in the pure state constrained case is given by

— _ 1 2 1
y(’/‘) = 4v p(r) - 47T7“ o7 hl(?“),
u(r) = 4, o = dop.

As regularization parameter € for the Lavrentiev regularization we have chosen
¢ = 107%. The finite element discretized optimal control problem has been
solved by the Moreau—Yosida based active set strategy from [6]. Moreover,
© = 0.4 has been used for the bulk criterion in the step MARK of the adaptive
loop.

Figure 1 shows the computed optimal state (left) and optimal control
(right). We note that the peaks at the origin are numerical artefacts due

Cells Cells
Z-Coords Z-Coords
4 4.02
[ 4 [3.93
- 4 -3.85
- 4 -3.76 !
~ 4 -3.67
H— 4 - 3.59
- 4 ~-3.5
- 4 - 3.41 '
- 4 -3.33
l 4 [3.24
4 3.15

Fig. 1. Optimal state (left) and optimal control (right).
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Cells z
Z-Coords

1.01
[0.921

—0.827

—-0.734

—0.64

‘ }‘0.547

—0.453

—0.36

-0.266
[0.173

0.0795
Fig. 2. Optimal adjoint state (left) and adaptively refined triangulation after 14
refinement steps of the adaptive loop (right).

¢

o adaptive
104 +. + uniform

10°  Npor

Fig. 3. Decrease of the quantity of interest d; := |J(y,u) — Je(ye, ue)| as a function
of the total number of degrees of freedom for adaptive and uniform refinement.

to the singularity of the optimal adjoint state in the origin (see Figure 2
(left)). Figure 2 (right) displays the computed adaptively refined mesh after
14 refinement steps of the adaptive loop. Finally, Figure 3 shows the decrease
of the error dy := |J(y,u) — Je(ye, u¢)| measured in the quantity of interest as
a function of the total number of degrees of freedom on a logarithmic scale
both for adaptive and uniform refinement.
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Summary. Control of quantum systems described by the linear Schrédinger equa-
tion are considered. Control inputs enter through coupling operators and results in
a bilinear control system. Feedback control laws are developed for the orbit tracking
and the performance of the feedback control laws is demonstrated by the stable and
accurate numerical integrations of the closed-loop system. The receding horizon con-
trol synthesis is applied to improve the performance of the feedback law. The second
order accurate numerical integrations via time-splitting and the monotone conver-
gent iterative scheme are combined to solve the optimality system, i.e., the two-pint
boundary value problem on a given time horizon. The feasibility of the proposed syn-
thesis is demonstrated by numerical tests and the performance is greatly improved
if we apply the receding horizon control.

1 Introduction

Consider a quantum system with internal Hamiltonian H, prepared in the
initial state Yo (z), where = denotes the relevant spatial coordinate. The state
VU (x,t) satisfies the time-dependent Schrodinger equation. In the presence of
an external interaction taken as an electric field modeled by a coupling opera-
tor with amplitude £(t) € R and a time independent dipole moment operator
p results in the controlled Hamiltonian H = Ho + ¢(¢)p and the following
dynamical system:
i%&fl(x,t) = (Ho +e(t)p)¥(z,t), ¥(z,0)=Y(z). (1)

where Hj is a positive, closed, self-adjoint operator in the Hilbert space H,
w € L(H) is self-adjoint, and ¢ € L1(0,00) is the control input.

We consider the control problem of driving the state ¥(t) of (1) to an orbit
O(t) of the uncontrolled dynamics

i %O(t) — HoO(t), @)

W. Fitzgibbon et al. (eds.), Applied and Numerical Partial Differential Equations, 113
Computational Methods in Applied Sciences 15, DOI 10.1007/978-90-481-3239-3_9,
(© Springer Science+Business Media B.V. 2010
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specifically to the one that corresponds to an eigen-state or the manifold
spanned by finite many eigen-states, in general. An element ¢ € dom(Hy) is
an eigen-state of Hy if Hoy = M for A > 0. Then, the corresponding orbit is
given by

O(t) = e= X9y, (3)

where 0 € [0, 27) is the phase factor. We have |O(¢)|g = 1 if ¢ is normalized
as |[¢|g = 1. We consider the discrete spectrum case: i.e. assume Hy only
has discrete eigenvalues {\x}, the family of eigenfunctions {11}, forms an
orthonormal basis of H and that {\;} are arranged in increasing order.

We employ a variational approach based on the Lyapunov functional

V(t) =V (¥(t),0) = %Ilf/(t) - O0(t)[%- (4)

The variational approaches were previously discussed in [1,4,8], for example.

We shall see in Sections 2 and 3 that | (¢t)|g = 1 for all ¢ > 0. Together
with |O(t)|g = 1 this implies that the functional V' can equivalently be ex-
pressed as

V(¥(t),0(t)) =1 —Re(O(t), ¥(t))u- (5)
It will be shown that
%V(!T/(t), O(t)) = e(t) Im(O(t), p& (1)) - (6)

et) = —é(u(t) + Bsign(u(t)V (1)) = F(&(1),O(1)),

(7)
u(t) =Im(O(t), pl(t))x, V(t) =V (¥(t),0()),
for >0, 8 >0, v € (0,1]. The case 8 = 0 is analyzed in [4]. From (6)
Dy w(n),00) =~ =(u(®)l? + BV, 0

Note that u(t) is a linear in ¥(¢). It will be shown in Section 5 that the perfor-
mance of feedback laws significantly increases by incorporating the switching
control term with 8 > 0.

The well-posedness of the closed loop system with the feedback law (7) is
established in [5]. For the asymptotic tracking V(¥ (¢), O(t)) — 0 as t — oo,
note that from (8) we have

T
/ lu(t +s)|*ds — 0, ast— oo.
0

Our analysis of the asymptotic tracking is based on the LaSalle invariance
principle, i.e. suppose
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U r) = lim ¥(t, +7) ZAke

t, —00

be a w-orbit of (1)—(7), we have the invariant set

T
/ u(r)[2dr =0 forall T > 0
0
. L
U(T) = Im(ooo(T), ,ngoo (7')) = Im (Z Akel(()\k—)\ko)‘l'—gk-‘t-eko))
k=1

for the w limit. Based on this and the Ingham theorem [2], one can prove a
sufficient condition for the asymptotic tracking by a single control [4]:

Theorem 1. Assume that all moments are non-vanishing:

Py = ko, pb) # 0.

If there exits a constant 6 > 0 such that |\ + Ae — 2Ag,| > 6 for all k, £ > 1
with £ # ko, and |Ap — Ae| > 6 for all k # £, then lim;_ o V(Lp(t),(’)(t)) =0,
for the feedback law (7).

For example, consider the harmonic oscillator case:

How_——¢+x2w, reER=10N.

Then the eigen-pairs {(Ax, ¥r) 52, are given by

22

Ak =2k—1, r(z) =CcHp1(x)e” =

where Hj, is the Hermite polynomial of degree k and ¢ is a normalizing factor.
In this case we have

Moo=t — Ay = —(Mkgtt — Akp)y 1<l <ko—1,

and the gap condition |A\g + A — 2Ag,| > 0 is not satisfied. The invariant set
(9) implies

Im (Ako+eei()\g779ko+g+0ko)Nllzg-&-@ + Akreefi(,\ﬂfeko_ﬁeko)uzg—z) —0
for 1 < ¢ < ko. That is, Ay,—¢ and Ay,_, are not necessary zero and thus

VU () is distributed over energy levels 1 < £ < 2ky — 1.
Consider the multiple control potentials of the form

)= ei(t)u;. (10)
j=1
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The corresponding feedback law is given by

1 .
e;(t) = —a(uj(t) + Bsign(u;(t)V (1)), u;i(t) =Im(O(t), u¥(t))x-
Assume pairs (k;, ¢;) are degenerated:

with ¢; # ko. It is shown in [4] that if the rank condition
ks ’
rank (Ml)k‘? (Ml)k_o =2 (11)
(n2); ;

holds for each ¢, then Ay, = A, = 0, and in particular A; = 0 for all &, i.e.,
lim; oo V(¥(t), O(t)) = 0.

The nonlinear feedback method out-performs the linear one (5 = 0) sig-
nificantly (see Section 5). In our numerical tests numerical integrations of (1)
and (7) via the Strang operator-splitting method is used and its convergence
property is analyzed in Section 5. It is very efficient, second order accurate
and unconditionally stable. The other contribution of this paper is to apply
the receding control synthesis to further improve the tracking performance
of the feedback law. Our implementation of the receding control uses the
monotone convergent iterative scheme to solve the optimality system on a
given time horizon. It is an iterative scheme for the two-pint boundary value
problem and the monotone convergence property of fully discretized scheme is
established. The effectiveness of the receding control synthesis is demonstrated
via numerical tests in Section 5.

2 Control Formulation

Associated to the closed, positive, self-adjoint operator Hy densely defined in
the Hilbert space H, we define the closed linear operator Ap in H x H by

0 H
Ag = ’
-Ho O
with dom(A4p) = dom(Hp) x dom(Hy). Here ¥ = (¥, %) € H x H is identified
with ¥ =7 4+ iW¥, € X. We note that
(U, %) |luxn = [¥|x and (D,¥)uxn = Re(®,¥)x

and that Ag is skew-adjoint, i.e.

(Aogf, Lﬁ)HXH = _(AO@,W)HXH for all LD,@ € dOIn(Ao)
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Thus by the Stone theorem [9], Ay generates Co-group on X and |S(t)¥|x =
[Wo|x-
Associated to the self-adjoint operator pu € L(H) we define the skew-

adjoint operator
_(0 n
b= (—u 0)

Then for e € L?(0,T) there exists a unique mild solution ¥(t) € C(0,T; X)
to

U(t) =St + /Ot S(t—s)e(s)B¥(s)ds, tel0,T], (12)

and
%q/ = Ao (t) + e(t)BU(t) in (dom(Ap))* (13)

[3, Chapter 2], [9, Chapter 4]. Equivalently

%q/(t) — i (HoW(t) + e(t)u(t)).

Since O(t) € C(0,T;dom(A4g)) N C*(0,T; X), we have

ThLlS,
— Re(O(t),¥(t X

— Re (=i HoO(t), U(t)) x + (O(t), —i( Mol () + ()b (1)) )
= Re (i<(t)(O(t), w (1)) x = —=(t) Im(O(2), (1)) x.

which proves (6). Thus, we obtain the closed loop system of the form

W(t) = S(t)% +/0 St — s)F(¥(s), O(s))BY(s) ds. (15)

3 Operator Splitting Method

Since the Hamiltonian is the sum of Hy and () it is very natural to consider
time integration based on the operator splitting method. For the stepsize h > 0
consider the Strang splitting method:

D1 — Wy, _ U+, - _ h
A —EkB 5 s Wk—S< )Wk,

2

h ~
U1 =8 <§> Yri1,
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where
1 [O4DR

S

For time integration of the controlled Hamiltonian we employ the Crank—
Nicholson scheme since it is a norm preserving scheme. In fact, since B is
skew adjoint

€k e(s) ds.

Tpyy — Uy,
h

’Wk,—‘rl +¢k‘> = 07
X

and thus |[W1|3% = |¢k\§( The Strang splitting is of second order as time-
integration. We have the convergence of (16).

Theorem 2. If we define Wy (t) = ¥y, on [kh, (k+ 1)h), then
[@,(t) =¥ (t)|x — 0 wuniformly int € [0,T],

where ¥U(t), t > 0, satisfies
wwzsuwwﬁﬁsu—@dgam@m.
0

Proof. Define the one step transition operator

U1 = Th(t) s

no=s(2) (1-25) " (14 22) s (2)

Then, |Th(t)¥|x = |¥|x and

o Th(t)LZ/—LZ/ . h Jh/g(c‘ka)—I h S(h)!p—!p
i () D ()

by

where
exh -1
s = (1 %5) "

Since for ¥ € X
. Inpa(erB) =1
lim ———
h—0t+ h/2

and for ¥ € dom(A)

W = e(t)BU

S -
1 — = A
b0 h 0=

we have for ¥ € dom(A) and € € C(0,T)

|Ap ()& — (Ag¥ +e(t)BY)|x — 0 as h— 0r.
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It thus follows from the Chernoff theorem [3] that |¥,(t) — ¥(t)|x — O uni-
formly in ¢ € [0, T7.
Note that

h h
U1 = S(h)¥ + hS <5> erJny2(exB)S <§> ¥,
and thus

" m h h
Thus, letting » — 0 in this expression, ¥(t) € C(0,T; X) satisfies (12).
For (16) there exists an e on [kh, (k 4 1)h) [5] such that for Oy =
S(5)0x

1 .
ek = F(Wry1/2, Orgry2) = a(uk+1/2 + Bsign(ugy1/2)Vy)),

. . (17)
U1 + 9
U172 = (Okg1/2, B¥t1/2)s VYigi/2 = %’c
Then ¥, satisfies closed loop system
py1 — W, 17 /N h
—k+1h k = EkB—k+12+ k, Wk = S <§> g/k;,
(18)

h\ -
ek = F(Wry1/2, Orgr/2)s W1 =8 (§> Vyt1.
Since
R\ - h .
VIS5 ) U185 ) Oriryz | = V%1, Orgaa),
the discrete analog of (8)
1
Vi1, Or41) = V(&, Ok) + — (lunl” + Blux|V (%, Or)")

holds for the closed loop (18).

4 Receding Horizon Control Synthesis

In this section we consider the receding horizon control synthesis [6]. The
receding horizon method is the time-decomposition technique for the longer
horizon [0,7y]. Consider the sequence of the finite horizon problem on
[T, T; + T

A 1
min/T_ S(0(0) = O + ale(t) ) di + [ (T; +T) = O(T; + T)? (19)
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subject to (13). We have the two types

(I) (Instantaneous Receding Horizon) Given ¥ (T;) we compute the optimal
control €; on the horizon [T}, T; + kAT], k > 1 and then execute the
control on [T}, T; + A], where AT > 0 is small and denotes the execution
duration.

(IT) (Regular Receding Horizon) Given ¥ (T;) we compute the optimal control
¢; on the horizon [T}, T; + T and the execute the control on [T}, T; + T7,
where T is relative large.

In any case the receding horizon synthesis is a feedback control in the sense
that e; on [T}, T;+ 7] is a function of ¥ (T;). It is shown in [3] that the necessary
optimality condition for € = ¢; is given by

it = A+ B0, (1) = ~ (BU(), x(1),
w ; (20
X = (A+e®B)x(t) - 0@),  x(Ti+T)=0(L+T).

Consider the following iterative method to solve the two-point boundary value
problem (20):

%!I/k“ = (A + M Bywhtt

bl = (1 —§)ek + é(Bu'/’““, "),
(21)

d
_Exk+1 (A +8k+lB)* k+1 + O( ) Xk+1 — O(TZ + T),

ERHL — (1 = )kt 4 g(Bwk+1’Xk+l)’
where d,n € (0,2) are the relaxation parameters. We let for k =1
&= F((t),0()).

It can be proved [7] that

T
J(EFY) — J(ek) = g/ (2 - 1> e — & 12 + (2 - 1> ekt — gk=112 gt
2 Jo 0 n

That is, one can improve the performance index as the number of iterates
increases and (21) is called the monotone scheme.

4.1 Time-Discretization

In this section we discuss the time-discretization of (19) using the splitting
method (16). Consider the problem

T(E) = L0 Atz( &5+ Sy — j+1/22+¢j—oj+1/22>),

(22)
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subject to (16);

~

. h Uiy — U Ty + h\ -
WJ:S(E) ij, #:SjBQ, Wj+1=S 5 ij+1.

Define the Lagrangian

m—1 . p p p -
L, W,x) = Jule) + 3 X +2X”“ ( =Y gl Tt J) At.
j=0

Then, we obtain the necessary optimality condition

. h\" Xj — Xj+1 X+ Xj+1

2 Al 2
R\" 1%+ un Y+
- o ) o B )
X 5(2) Xir & a( 2 2

The corresponding monotone scheme is given by

G+l gpktl G+l | gk+1
ghtl — g h wht+1 Visi — Y — Ek+1BQ/j+1 ¥
J 2)°7 7 At J 2 ’

h\ -
k+1 __ k+1
!ijrl - S (5) ij+1 s

7k+1 pk+1 ok ok
J (B I A X X >
2 2 ’

k41 ~k
€ ( )ES + 5

Xj+1o At 2

AN
k+1 ~k+1
X5 = S (§> X5

@]f‘/-‘rl + !ﬁk’""l A/?-‘rl + A/?-‘rl
~k k n +1 Xj+1 T X
EjH:(l_")EjHJFE(B B

ak4+1 k1 Akl | ~ktl
. h\" X X . G HXG
ktl — S (— ktl B s €§+1B*—j / + Oj+1/27

where U5 = W and x5 = O,

Theorem 3
J(k—l)_J(k)_aAti 2_1 ‘k_~k71|2_|_ 2_1 |k71_~k712
n(e n(e®) = 5 - 5 €j—¢&; ; £; &; .

Jj=1
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Proof. Since \ij’“\ =1, |0;|] =1, we have

M) = J(F) = (0 = 75, On)
k+1 k+1 k 7k
Znni ek L

_Atz<3+1 _ 5 j,(’) 2) TAmE: k+12 kz].
§=0

Note that ¥, LDkH ¥y and we use the following equality:
m—1 = N ~ = =~ ~
Vi =% XX ), (Gt Xin =X

= At 2 2 A

B %) — (B0, R0)) = = (Frns xom) — (T, X0)-

1
E(( At

Thus, we have

m—1 k+1 T k+1 k Tk
GE k4
- (g,::l-‘rl - Lpﬁfm Om) — At Z ( I+ . It ] ’OjJré)

= 2 2
m—1
Y (
Jj=

Tk+1 | Tk+1 ok 1 Tk ok 4 ok
% Hn Y Y X +Xj+1>}

Tk+1 Tk+1 ey Tk
% T Y

2 J 2

’ 2

56\5 + )A(?H >

+ 2 2 T 2
m—1
1 1
:—aAtZ 5( f“ 5?6?“ —(1—5)5?)+5(6?—%@?—(1—77)6?)
7=0

and hence we have

m—1
T = J(E) = —adt Y- (=2 - (1 - 9)Fh)

=0

(k= 8,8~ (1)) — Sl 4 e

A A mej) = 5185 €
m—1

oAt 2 % k12, (2 _

- 2 1) gk et 2 _F2 <

5 ;(‘5 >|EJ e+ ; \5 5| 0.

5 Numerical Tests

In this section we demonstrate the feasibility of our proposed feedback laws
using a test example. We set H = L?(0,1) and
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Hoy = > M, 90n) 5bn,

k=1

where
¢k(x) = \/§Sln(k7rl') and )\k = k’/T

The control Hamiltonians are given by
(1)) = bi(@)0(z), =€ (0,1),

with 4 = 1, 2. For computations we truncated the expansion of Hg at N = 99,
so that

N
Sn(h)¥y = Z eI (W, i ).
k=1

To integrate the control Hamiltonian term, the collocation method was used
in the form

(BY ) (@) = bi(z) )0 (x)), i=1,2,

where ¥ = %, 1 < n < N—1. Thus, we implemented the feedback law based

n —

on the Strang splitting method in the form

-1
!Pk+1:SN ﬁ Fn I—skEBN—EkaN I—&-skEBN-‘,-akEBN SN E
2 12 1 22 2 12 1 22 2 2

ef = M2, 02, i= 12,

where Fy and }"X,l are the discrete Fourier sine transform and its inverse
transform, respectively and B is the diagonal matrix with diagonal

bi(x), - bi(zX_,) foreachi=1,2.

This is an implicit method and its well-posedness is discussed in Section 3
for given 8 > 0 and v € [0,1]. The numerical tests that we report on are
computed with h = 0.01, & = 1/500 and

bi(z) = (x — .5) + 1.75(x — .5)2,  bo(x) = 2.5(x — .5)% — 2.5(x — .5)%.

These control potentials satisfy the rank condition in Section 1 and are selected
by minimizing the tracking time by trial and error tests. Figure 1 shows the
orbit tracking performance V = ¥ (t)— O(t)|% comparison between different
( and different power v of V. As [ increases, the performance V is significantly
improved and the 10 % performance level is achieved in much shorter horizon.
By decreasing the power of V, the performance V improves also and more
rapidly in the beginning of the time horizon.

Figure 2 shows the tracked state (real and imaginary parts) after 50 time
units compared to the desired orbit. The imaginary part of the desired state
is zero at T and there remains some tracking error. On the right the tracking
error in terms of V3 (&%, O%) is shown.
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Implicit scheme with different beta

Implicit scheme with different power of V

0.7 0.7
—pB=0 —p=0.1 with V
06 —p=0.1 06 — B=0.1 with V'
= 05 —— b=t = 05
8 8
S 0.4 5 0.4
£ £
g 0.3 g 0.3
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Time T Time T
Fig. 1. Performance comparison for implicit scheme.
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Fig. 2.

over-relaxation.

improves the performance of the tracking feedback law significantly.

increasing receding step k.

20

In Section 4.1, we describe applying the monotone scheme with relaxation
constant 0,7 € (0,2) for the receding horizon control synthesis. As shown
in Figure 3, we observe that the under-relaxation performs better than the

In Figure 4 we show numerical results for the instantaneous receding hori-
zon method with AT = .01. We observe that the receding horizon synthesis

The end performance at Ty = 200 for the instantaneous receding hori-
zon control is V(Tf) = 6.95 - 10~* compared with V(Tf) = 1.49 - 1073 for
original feedback law. Also it is observed that the performance improves with
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monotone scheme for J(a(k)) by relaxation

0.48

0.47

0.46

0.45

0.44

0.43

T T T T T T T
—&=11=1
—8=15n=1.5
—5=0.5,1=0.5

20

30 40 50 60 70 80 90 100
number of iteration k

Fig. 3. J(¢®) of monotone scheme with different relaxations (6, 7).
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— with receding step k=1
—— with receding step k=3

0 5 10 15 20

Time T

Fig. 4. Performance of instantaneous receding horizon control.

Table 1. Performance of regular receding horizon control, Ty = 200, 8 = 0.1

T m  |¥(Ty) —O(Ty)
1 1 1.60-107*
1 2 8.66-107°
05 1 3.14-1074

125

In Table 1 we show numerical results for the regular receding horizon for
different numbers of iteration m for the monotone scheme in Section 4.1. It is
observed that the performance increases with m as we expected. A larger hori-
zon T = 1 performs much better than a shorter horizon T' = .5 as should be.
The regular receding horizon control performs better than the instantaneous
receding horizon control but has more computational cost.
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Summary. The velocity field of binary mixture of incompressible miscible liquids
is non-solenoidal when the densities of the two liquids are different. If the mixture
density is linear in the volume fraction, as is the case of liquids which satisfy the
law of additive volumes, then the velocity can be decomposed into a solenoidal
and expansion part. Here we propose a theory for liquids which do not satisfy the
law of additive volumes. In this theory the mixture density is again given by a
linear form but the densities of the liquids are scaled by the factor expressing the
change of the volume of the mixture upon mixing. The dynamical theory of simple
mixtures of incompressible liquids can be formed as the correct form of the Navier—
Stokes equations in which the compressibility of the mixture is recognized. A rigorous
form of the diffusion equation, different than the usual one, is also derived from
first principles. The diffusion equation is based a non-linear form of Fick’s law,
expressed in terms of gradients of the chemical potential. It is argued that the
diffusion of species (of heat and in general) is impossible; signals must move with a
finite speed though they may rapidly decay to diffusion. The underlying equation for
the evolution of species and heat in the linear case is a damped wave equation rather
than the conventional diffusion equation. The Navier—Stokes theory can be identified
as a mass transport theory. The solenoidal part of the velocity satisfies an equation
which can be shown to govern the transport of volume; it differs from the mass
transport velocity by an irrotational expansion velocity associated with the dilitation
of the mixture. The equations governing the transport of mass and volume differ
from one another by well-defined mathematical transformations; the choice of one
or the other is a matter of convenience. However, a genuine difference is associated
with boundary conditions. The conventional assumption that the mass transport
velocity vanishes is supported by calculations from molecular dynamics but these
calculations employ entirely different assumptions and, hence, lack authority. The
idea that gradients of composition ought to induce stresses and not just diffusion has
been considered and is modeled by a second-order theory introduced by Korteweg
1901. There is not strong evidence that these stresses are important except in regions
of strong gradients where a relaxation theory rather than a second-order theory
ought to apply. A relaxation theory for stresses due to gradients of composition
which relaxes into the second-order theory when the gradients are small is proposed
and applied to explain observations of a transient interfacial tension which may be
traced to a difference between the relaxation times for diffusion and stresses.

W. Fitzgibbon et al. (eds.), Applied and Numerical Partial Differential Equations, 127
Computational Methods in Applied Sciences 15, DOI 10.1007/978-90-481-3239-3_10,
(© Springer Science+Business Media B.V. 2010
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1 Introduction

Joseph [18], Galdi et al. [13], Hu and Joseph [16], Joseph et al. [19,22] and
Camacho and Brenner [6] developed a theory of non-solenoidal velocity effects
and Korteweg stresses in simple mixtures of incompressible liquids. The theory
may be framed in terms of a mass transport velocity u, which is not solenoidal;
and a volume transport velocity w, which is solenoidal. The equations which
govern the mass transport are appropriately described as Navier—Stokes equa-
tions for the mixture; they may also be described in terms of molecular mod-
eling as mass averaged whilst the velocity w is volume averaged.

The effects of diffusion in miscible liquids are believed to be well under-
stood. It is not so well known but obvious that diffusion is impossible; the
propagation of changes of composition, heat and other diffusing scalars must
initially occur as a wave, which typically rapidly decays to diffusion. These
kinds of effects can be modeled (Section 7) by assuming that the flux of
species depends on the time rate of change of flux as well as the gradients of
the concentration of species.

The possibility that motions can be driven by additional stresses associ-
ated with gradients of composition can also be considered. Dynamical effects
can arise in thin mixing layers where the gradients of composition are large.
This possibility was already recognized in discussions given by Korteweg [25]
following earlier work by Van der Waals [45] in which he proposes a consti-
tutive equation includes the stresses induced by gradients of density and by
gradients of composition which could give rise to effects which mimic surface
tension in regions where the gradients are large. Various theories based on
thermodynamic arguments in which the consequences of the assumption that
density gradients give rise to stresses, even when these stresses are induced
in single component liquids by temperature gradients have been put forward
by Brenner (see [4] and the references there). Serrin [43] has considered the
form of interfacial surfaces produced by density variations in Korteweg’s the-
ory of phase equilibria. He shows “...that, unless rather special conditions
are satisfied, the only geometric phase boundaries which are consistent with
Korteweg’s theory are spherical, cylindrical, or planar”.

A review of literature about effects which mimic interfacial tension be-
tween diffusing liquids is given by Joseph [18] and Joseph and Renardy [22].
Experiments show that the shape of sharp interfaces in the presence of slow
diffusion resemble familiar shapes which can be seen in immiscible liquids with
real interfacial tension.

Attempts to model the aforementioned effects with Korteweg stresses
use the fact that these stresses are large when and where the gradients are
large and they are infinitely large at surfaces of discontinuity. These models
are very difficult to evaluate since the model parameters are not known and
even when the parameters are chosen to fit, the fits are far from perfect.
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One flaw of the theory is that higher tensions at the early times when
diffusion starts are destroyed rapidly by diffusion, even when diffusion is slow.
The Korteweg stresses arise from the simplest constitutive assumption in
which the compositional stress is determined by the present value of com-
positional gradients. A properly invariant theory of this kind leads to the
quadratic expression (23); in the sense and in analogy with facts well known
in rheological modeling, this can be called a second order model. Relaxation
effects which may be expected for discontinuous initial data are not present
in Korteweg’s theory.

The modeling of interfacial stresses for miscible liquids should be framed
as a small part of the general problem of modeling stresses which arise from
gradients of composition. The Korteweg model is one among possibly many.
It is not yet clear what may be the observable consequences of such stresses.

2 Simple Mixtures and the Law of Additive Volume

Suppose there are two species, for example, glycerin and water, designated
with subscripts g and w. If the volume V' of a mixture of the two liquids does
not change, then V' = V,, + V, and the mixture density can be expressed in
terms of the volume fraction of one of them, say ¢ = V,,/V,

p(@) = puwd + pg(1 — &), (1)
where p,, and p, are the handbook values of water and glycerin and
My i PwVaws (2)
Mg = pgVy

are the mass of water and the mass of glycerin in the mixture. The equation
V = Vi + V; which states that the total volume is the sum of the volumes of
the two constituents is called the law of additive volumes.

In general, the volume of the mixture is not the same as the volume of the
mixture. The new volume

U=Vf() (3)

is more or less than the original one and the dilation factor f depends on ¢
with

fO)=f(1) =1 (4)
The dilation factor is nearly one for glycerin and water with a maximum near
f(1/2) =1.01.

The maximum deviation of ethanol and water solutions is about 3%.
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Noting now that in the mixtures the masses m,, and mg, do not change,
we may assume that the same dilation f(¢) of V, applies also to V,, and V,
so that

Uy = wa(¢)7 (5)
Uy = ng(qS)
Hence
My = p:)Uwv
. (6)
mg = pyUg
and
U=U,+U, (7)

is a restatement of the “law of additive volumes”. The new volume fraction
¢*:Uw/U:Vw/V:¢ (8)

is the same as the old one.
The new mixture density is the same as the old mixture density

P*(0) = pu® + pg(1 = @) = p(9)/ f($) (9)

with the caveat that p, = p./f(¢) and p; = p,/f(#) given by (2), (5) and
(6) are no longer table values.
The continuity equation is

dp* _dp*do ., .
i Aot —p*divu, (10)
where
dp* d
7= () (1)
and
p(¢) = dlp(¢)/ f(¢)l/do (12)
is not zero. If A 06

the flow cannot be solenoidal.

Volume changes due to mixing require that distances between molecules
change; such molecular rearrangements produce work and energy in the form
of exothermic reactions. Thermodynamics of miscible mixtures which do not
satisfy the law of additive volumes should be considered.
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3 Mass Transport Equations for Simple Mixtures
of Incompressible Miscible Liquids

The governing equations ([22, Vol. 2, Chapter X], [19, 28]) expressing the
diffusion of species, balance of mass and momentum for simple incompressible
binary mixtures can be formulated as

¢ - D
E+V-(¢u)—V~<1_C¢V¢>, (14)

¢D _
V~<u—1_<¢v¢>—0, (15)

—_

p<@+(u-v)u) =pg—Vp+u{§V(V'u)+VQU}

2

~(Vi)(V - u) +2Vyu- Dlul, (16)

where ¢ is the volume fraction, u is the mass averaged velocity, ( = 1 —
p~/pv > 0 is the normalized density difference, D is the diffusion coefficient,
p is the density and p is the viscosity. Note that D, p and p are functions of
¢. Equation (16) is the Navier—Stokes equation for a compressible mixture of
two miscible incompressible liquids in which the acceleration and viscous stress
are expressed in terms of the mass averaged velocity and the bulk viscosity
is chosen according to Stokes hypothesis which forces the stress deviator to
have a zero trace.
The expansion velocity u,

def ¢D
u. = Vh = Vo 17
e (17)
and the solenoidal velocity w
w & u— Ue. (18)

The expansion velocity u. has a zero curl and a non-zero divergence and
V Au =V Aw. The function

¢ ¢D
h=h(o)= [ oo (19)
is a chemical potential derived in [22, eq. (4e.7)] using the theory presented in
[26, p. 357]. The equation (15) is derived (see [13]) from manipulations using
the continuity equation (10) written for simple mixtures satisfying the law of
additive volumes and the diffusion equation (14). The decomposition of the
velocity into a solenoidal part and a gradient is a realization the Helmholtz
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decomposition. The same manipulations do not lead to a similar decomposi-

tion when the theory (5) of volume changes due to mixing is applied. Here ¢

is a primary parameter. The expansion velocity u. is proportional to ( and

D, the diffusion coefficient, and is zero for two species with the same density.
If D is constant, then

h = —Dlog[l — ¢]. (20)

The viscosity pu = u(¢) is a rapidly varying function, in general. We could
think of ¢ as the water fraction of glycerin—water mixture, then empirically
[42] p(¢) may be approximated by ug explaig + az¢? + azé?] and, for ex-
ample, at 60°C, the coefficients are vy = —10.8, as = 9.47, and az = —3.83.
And, according to the simple mixture assumption, the density is given by
p = pc(l — (). In the case of glycerin-water mixtures, the model gives
less than 1% error with the maximum error near ¢ = 0.5. Values of D(¢)
for glycerin—water mixtures may be obtained from the paper on miscible dis-
placement in capillary tubes by Petitjeans and Maxworthy [37, Table 1]. (They
measured D(Cy), where Cy is the percentage of glycerin by weight, over the
whole range 0 < Cy < 1.) Their paper and the companion papers on numer-
ical simulation of miscible displacement by Chen and Meiburg [9, 10] make
some comparisons between the usual solenoidal theories in which the weight
difference is neglected and the non-solenoidal theory under study here. They
appear to have neglected the effects of the dilatational stress which is impor-
tant when div u does not vanish and the viscosity and viscosity gradients are
large as in glycerin—water mixtures.

4 Volume Transport Equations for Simple Mixtures
of Incompressible Miscible Liquids

In terms of w, h and ¢, the governing equations (14), (15), (16) can be written
as

% + (w-V)h = DV?h —Vh-Vh, (21)
%i’ +(w-V)p=V-(DVg), (22)

V-w=0 (23)

and

P (%—Vtv + (W V)W + (Yw) - Vh — Vh - (vW)> LoV {Dv2h - %(Vh - Vh)}

1 2
= pg—Vp+puViw+ §w(v%) — g(w)vthr 2V e D[w]+2V e D[VA].
(24)
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5 Boundary Conditions at a Solid Wall

The diffusive flux of any species across an impermeable, bounding surface
vanishes. If n is the outward at such a surface (from the fluid to solid), we
have

n-Vo=0 (25)

at an impermeable boundary.

The nature of the boundary condition for the velocity at a solid wall can
be considered [28]. For miscible liquids, like glycerin and water, the mixture
looks and feels like any other liquid and it is natural to think that the no-slip
condition u = 0 which applies to solutions of the Navier—Stokes equation, like
(3) ought to apply. This is the point of view adopted by Landau and Lifshitz
[27], by Camacho and Brenner [6] and in our earlier work (see [22]) and here.
However, in mixtures we do not know, at present, what is the appropriate
average of the species velocities to insert in the viscous stress terms in the
momentum balance, or in the no-slip condition at a solid boundary.

Gases are different than liquids, because the molecules between species
of different types are not held together by short range forces at a distance;
collisions are the dominating dynamical process. It is perhaps more natural
to consider averages over the two species of a binary mixture of gases, which
unlike the constituents of miscible liquids, are not tied together in lock step by
molecular fields of force. When viewed in this way, we may identify u with the
mass averaged velocity and the solenoidal part w with the volume averaged
velocity. We may then consider whether w, u or some combination of these
ought to vanish at a solid wall.

Careful experiments on isobaric interdiffusion of binary gases in porous
plugs by Graham [15] and others lead to the conclusion that the total mass
flux does not vanish even though the pressure is the same at either end of
a capillary tube. Jackson [17] has shown that Graham’s law which implies
the existence of a mass flux in isobaric conditions holds from free molecule to
continuum flow. Jackson [17, pp. 25-33] generalized a kinetic theory argument
of Maxwell for a pure gas to a gas consisting of a mixture of two substances
to show that a weighted mass averaged velocity, which is neither the mass or
volume averaged velocity ought to vanish at a solid wall.

Mo and Rosenberger [34] did molecular-dynamics simulations of flow of
gases with binary diffusion in a two-dimensional channel with atomically rough
walls. They found that the no-slip condition for the mass averaged velocity
arises when the mean free path in the gas mixture is of the same order of
magnitude or smaller than the atomic-wall-roughness amplitude. However,
if there are concentration gradients along the wall, the component veloci-
ties at the wall do not vanish. Thus, the no-slip condition is established via
the mutual cancellation of the non-vanishing, opposing slip velocities of the
components. Mo and Rosenberger note that their work does not settle the ap-
parent contradiction between the results of isobaric interdiffusion experiments
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and the expected vanishing of the mass averaged velocity at all locations; they
speculate about possible reasons for the discrepancy.

On the other hand, Koplick and Banavar [24] did molecular dynamic simu-
lations of the flow of liquids with binary diffusion in a two-dimensional channel
with atomically rough walls. Their simulations indicate that the velocity of
each individual liquid species satisfies the no-slip condition and, therefore, so
do mass and volume averages. Certain mathematical problems are associated
with this approach; if the velocity of each species of a binary mixture vanishes,
then the second order diffusion equation is well-posed with one boundary con-
dition, (25), but not with two.

The sidewall effects, would disappear if the volume averaged velocity were
to vanish at solid wall. This possibility seems to have been rejected by all
workers in this subject, but the nature of the boundary conditions at a solid
wall still needs clarification.

6 Korteweg Stresses

Korteweg [25], following his teacher Van der Waals [45], gave a theory of equi-
librium surface tension in which the surface of discontinuity between a liquid
and its vapor is replaced by a transition layer. He proposed that the stress
in a compressible fluid is the usual one plus another stress which depends
on gradients dp/0x of the density. Van der Waals reduced the form of the
added stress to a quadratic form by requiring that the relation between the
density gradient and the stress be form invariant under rigid body transforma-
tions. Korteweg suggested in [25, footnote] that his theory could be adapted
for miscible mixtures using ¢ instead of p. This theory is different than his
equilibrium theory because it is tied to diffusion and ultimately to motion.
The stress is given by

T =T 4T, (26)
where
T = —p1 + 24D[u] — 21 divu (27)
and
T® = §Vp® Vo + 4V @ Vo, (28)
7@ 50000 ¢ (29)

i 31‘1 ij WBxinj

is the Korteweg stress. Invariance requires that Tijz) is invariant to a change
from Ox to —Ox. This symmetry means those linear terms in V¢ cannot
appear. The coefficients § and 4 are unknown and experiments in which they
may be measured are also not known.

Here is a simple way to think about the Korteweg stresses. Since terms
linear in V¢ are excluded, we suppose that
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@ _ 0?F(¢) _ i 9099, o 82
Y 6]}26Z‘J 63:1 ij 6]}26Z‘J ’

(30)

The Navier—Stokes equation for simple mixtures of incompressible miscible
liquids with the Korteweg stresses are given in Section 2 and

pd—ltl = —Vp+ div(T® + T®), (31)

7 Relaxation Effects

Diffusion of initially discontinuous data is impossible. This data must propa-
gate as a damped wave governed by a damped wave equation rather than a
diffusion equation. If the damping is rapid as is usually true for heat conduc-
tion; this is just as true for the propagation of species concentration; a change
of concentration at some point cannot be felt instantly at distant points.

A simple model for the propagation of heat by damped waves was first
given by Cattaneo [8] who assumed that the temperature gradient depends
on the rate of change of the heat flux as well as its present value. A similar
assumption was made for gases, but not pursued, by Maxwell [32]. The litera-
ture on heat waves was reviewed and evaluated by Joseph and Preziosi [20,21].
These reviews have stimulated a topic of heat transfer research called hyper-
bolic heat conduction. The goals of research on hyperbolic heat conduction
are to identify the applications in which relaxation effects are important, to
study different models relating the heat flux to the temperature gradient, to
investigate effects of a spectrum of relaxation times rather than a single one, to
determine the conditions which lead to the smoothing of waves and to develop
analytic and numerical methods to solve outstanding problems. Some of these
research directions are discussed in papers by Joseph and Preziosi and others
are readily found in internet search. Maddox [30] commented on issues raised
in the papers by Joseph and Preziosi in the “News and Views” section of Na-
ture; he wrote “Heat conduction is a can of worms”. In commenting on Fick’s
law, Malone and Wheatley [31] have written a similar note “A bigger can of
worms”. Heat conduction satisfying Fourier’s law has the same problems and
possibly the same remedies as the diffusion of species following Fick’s law.

The basic idea is to replace Fourier’s law q = —kVT with a relaxation law
d
Ad—‘tl +q=—kVT, (32)

where q is the heat flux, k is the conductivity, T" the temperature, and \ a
relaxation time. The energy equation is
dT

PGy = —diva (33)
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if q = —kVT, then

— = —VT 34
dt  pCy (34)
giving rise to diffusion.
On the other hand, using the relaxation equation (32), we get

¢T ATk

+ — = —V°T. (35)
dez2 ~ dt  pC,y

The equation (35) is a damped wave equation. When A is small (35) reduces
to diffusion. When A is large (35) reduces to a wave equation. Waves of the
form T'(z — ct) propagate with a speed

c=1/k/pCpA. (36)

Suppose that the temperature T'(0, ¢) of a semi-infinite solid, initially at a uni-
form temperature, is suddenly raised to Ty > 0. In the classical case, the news
of this change is felt immediately at infinitely distant points; the temperature
distribution is self similar and is described by an error function of argument
proportional z/v/f (see [7, p. 94]). In the hyperbolic case (35), the speed of
the wave (36) is finite and the temperature in front of the wave is identically
zero with a diffusion like profile behind. A dimensionless formulation of the
initial value problem just described is

06 N %0 %0

ot o2 0%
where 0 is bounded as # — 0o, & = x+/pCp/\k, t = t/\.

The solution (see Figure 1) of this problem is well known [36].

The diffusion of species is typically modeled in the same way as the diffu-
sion of heat. In the classical case of diffusion we have

_ 90(#,0)

0= T/T07 9(0,%) = H(t)v 9(‘%70) af

:0,

N =o
SRS

8, B8,
([l

~+>

' \ c=1/k/PCpA

Fig. 1. Heat conduction into a semi-infinite region Z > 0 initially at a temperature
0 = 0. At t = 04, the temperature at & = 0 is raised to 1 and, therefore, propagates
as a decaying wave, with @ = 0 in front and diffusion behind.
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0
8_73 = —div qy, diffusion equation (37)
g = —DV ¢, Fick’s law (38)
0
a_f = DV?%¢. parabolic equation (39)
Suppose now that we have relaxation instead of Fick’s law. Then
0
N2 4+ gy = —DV9, (40)
ot
and
¢ 0o 2
Mg T TPV 4D

A typical problem is the smoothing an initial discontinuity of composition as
studied by Liao and Joseph [28] but with effects of sidewalls neglected. The
composition for > 0 is initially, ¢ = 1 (all water) and ¢ = 0 for z < 0
(all glycerin). Then, the species mix so that the final composition tends to %
Of course, the uniform concentration cannot be established on the infinite
domain but more and more of the fluid comes under the influence of diffusion
in the region around x = 0 behind the waves composition propagating to
the left and right. In a bounded domain we eventually get complete mixing,
by diffusion alone when A3 = 0 and, in principle, by repeated reflection of
waves of composition off the bounding walls. In practice, the decay of the
wave amplitude may be so rapid that the waves could not be observed (see
Figure 2).

The modeling of the relaxation between the species flux q4 and the species
concentration ¢ in the nonlinear case is complicated and, in fact, there are
many different models which satisfy the requirement of form invariance. For
example,

A3y + oy = — D (6) V6, (42)

where cvl is an invariant derivative of a vector discussed in [18, pp. 13-44].

0
1 .
o ty to
c?=D/ig
1/2 X
to

Fig. 2. Mixing of initial discontinuity by a damped wave. The discontinuity prop-
agates as wave; faraway there is no mixing. Diffusion acts behind the wave. The
amplitude of the wave decays. After some time the wave collapses to diffusion.
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8 Relaxation Effects in the Modeling
of Gradient Stresses

The Korteweg stress (28) is large where and when the gradient of composition
is large. The stresses are infinite across surfaces of discontinuity such as when
fresh water is put into contact with pure glycerin. The discontinuity is im-
mediately smoothed by diffusion; this smoothing occurs so rapidly that the
molecular rearrangement of glycerin and water could not occur. As in other
problems eventually governed by diffusion, the initial response is momentarily
elastic, the glycerin and water relax into diffusion.

A template for modeling relaxation effects is provided by the vast liter-
ature modeling the relation of stress and deformation in fluids. Many mod-
els are possible, these models are required to be form invariant under rigid
body motions. This kind of invariance was established by Van der Waals for
the Korteweg stresses depending on the gradients of density. His analysis is
rigorous and modern. The modeling of relaxation effects satisfying the re-
quirements of invariance is more complicated than the simple theory given
in section. The modeling of relaxation effects for heat and temperature was
treated in a comprehensive manner by Joseph and Preziosi [20, 21].

To describe the relaxation of stresses due to gradients of composition to
the Korteweg stresses a templet leading to an upper converted Maxwell model
can be considered. The mass transport equations for this model are (14) and
(15) and

du

P =P8 Vp + div[r® 4 73], (43)

where
v 2

7D 470 = 2,D[u] - ldivu (44)

for the stresses due to motion and
v ~
XA7® 473 =iV 0 Vo + Vo Vo (45)

for the Korteweg stress where

v T

T=—+(u-V)r —2L7 —27L (46)
and L = Vu?. If the relaxation time \; for stresses is different than the

relaxation time Ay for composition, very interesting short time effects can be
expected.
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9 Transient Interfacial Tension

The possibility that forces associated with steep gradient of composition can
lead to transient effects mimicking interfacial tension has been considered.
It is necessary to recognize the difference between liquids which mix in all
proportions and those which only partially mix. Liquids which partially mix
are immiscible, but the partially mixed fluids are not pure. Interfacial tension
in the classical sense applies to them but the tension between the pure liquids
will be greater than the final tension between the partially mixed liquids.
Dynamic tension describes the reduction in tension during mixing.
Freundlich [12] says that

We have only to remember here we are in the end always dealing with
solutions. For the one liquid will always be soluble in the other to
some degree, however small. Hence the dynamic tension of liquids,
when first brought into contact, is to be distinguished from the static
tension, when the two liquids are mutually saturated. Not only do
liquids which are not miscible in all proportions have a mutual surface
tension; even two completely miscible liquids, before they have united
to form one phase, exhibit a dynamic interfacial tension. For we get by
careful overlaying of any two liquids a definite meniscus, a jet of one
liquid may be generated in another, and so on. The tension decreases
rapidly during the process of solution, and becomes zero as soon as
the two liquids have mixed completely.

A few attempts were made to measure the tension at early times t. Quinke
[40] got 0.8-3.0dyn/cm for ethyl alcohol/salt water. Smith et al. [44] got
1dyn/cm for 1¢s/2,000 of silicone oil.

Davis [11] used the Irving—Kirkwood pressure tensor to evaluate the jump
of pressure across a plane mixing layer. The Irving—Kirkwood pressure tensor
gives the pressure in terms of the square of the concentration, something like
the Korteweg stresses. The tension is expressed as a jump of pressure across
the layer; it is a function of time due to the diffusive spreading of the front. He
concludes that the tension of a diffusing mixing zone between miscible liquids
while small, is nevertheless not zero.

Joseph [18] and Joseph et al. [19] used the full set of basic equations
for mixing liquids to study transient tension. They found that the Korteweg
stresses do not enter into the jump of the normal stress AP at a plane layer.
At a spherical layer centered on rg

AP = z 2 (164_—5 — 429) .
To t D

To get positive tension
5
—164— — 429 > 0.
D
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Lowengrub and Truskinovsky [29] presented a model for a binary miscible
mixture in a narrow transition layer in which Korteweg-like dynamics involv-
ing motion and diffusion determine the internal structure of the layer. The
effects of surface tension are determined by the pressure drop across the layer.

Pojman et al. [38] and Zoltowski et al. [46] presented evidence for the
existence of effective interfacial tension between several binary mixtures of
miscible fluids. These liquids mix in certain properties at one temperature
and in all proportions at another. They used a spinning drop tensionmeter to
measure the tension after erasing the solubility threshold. A rather complete
review of the literature on this topic is given in these papers.

The effects of relaxation on transient tension have not been systematically
studied. The effects of different rates of relaxation for stresses due to motion
and stresses due to composition are of interest. These effects would be mag-
nified in binary mixtures of fluids with high viscosity and low diffusion, as in
the experiments of Mungall [35] and Runge and Frischat [41].

Mungall [35] developed a relaxation theory for gradient stresses between
silicate melts. He models these fluids as viscoelastic compressible solids in
which the compressibility may be induced by density gradients of heat or
composition. His viscoelastic compressible Maxwell solid presumably reduces
to a viscous fluid after the stress relaxes but a description of the reduction to
diffusion is not presented. His model does not relax to Korteweg’s and may not
be an appropriate description of mixtures of incompressible miscible liquids.
The diffusion of species in Mungall’s theory is classical without relaxation
effects. He gets interfacial effects by comparing the classical diffusion time
with the Maxwell relaxation time. He says that

I present observations of interfacial tension between miscible pairs
of silicate liquid and propose a theoretical model that quantitatively
accounts for them. Viscoelastic rheology of the liquids permits the es-
tablishment of gradient stress completely analogous to thermal stress
in the Maxwell solids; this is expected whenever the time scale of dif-
fusion is shorter than the Maxwell relaxation time. The existence of
gradient stress may profoundly affect interface processed during the
mixing of miscible fluids.

He presents data from an experiment which appears to support his ideas
about transient interfacial tension (see Figure 3):

I observed interfacial tension in molten silicates at 1300°C and 1 bar
pressure ... they correspond to the natural lava types trachyte (P16a)
and basalt (146). Each experiment consisted of a block of basaltic
glass situated underneath a block of trachytic glass, in contact at a
polished planar horizontal interface, in an open Pt crucible. The fin-
ished assembly was hung with Pt wire within the hotspot of the 1 atm
tube furnace and brought to temperature within 2min. One experi-
ment was quenched immediately upon reaching the run temperature
of 1300°C whereas the others had durations of 17 and 84 min after
reaching 1300°C...
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Back-scattered Electron Micrographs of Results of Experiments

c
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Ibulbitiles, but the shape of the meniscus
‘is still visible, and is noticeably flatter
‘than it was imitially.
C) The imterface after 84 min. is nearly flat, reflecting a Em‘&wwﬂlﬂﬁ“ﬂ.
radical decrease in imterfacial tension. d sufficienty to allow
Iy S Aipap e ﬂmhhu“:k;?:::‘
Mi—l-—h\l.h&h‘em
that completely wets the Pt wall along the right. The mf“whmm
right side is also completely wetted. although it is less iy,
Avviaas b e 9 ﬁmmﬂﬂw#hy"mpﬂlm

LE Miumgall. Physical Review Lemmers, THZ), 1994 e o

Fig. 3. Back-scattered electron micrographs of results of experiments.

Backscattered scanning electron micrographs of vertical sections
through the run products are shown in Figure 1 [in the next slide].
...At the time of first melting of the glasses the interface was perfectly
planar. The interface as it appeared after quench is clearly visible
and in all four experiments forms a meniscus (see figure caption).
In the reversed experiment the sense of curvature of the meniscus is
also reversed [our emphasis|. Since basaltic and trachytic liquids are
completely miscible, the classic concept of a surface tension cannot be
applied to this case.

Runge and Frischat [41] presented data on glass melts containing AlyO3
which can be interpreted as giving rise to strong effects of transient tension
(see Figures 4 and 5). Their binary system is high viscosity, slow diffusion and
surely viscoelastic:

Al;O3-containing droplets (“model cords”) were placed on an AlsO3-
free matrix glass of the system Na;O-CaO-SiO; and were allowed
to sink in and react with the glass melt. From a comparison using
Al;Og3-free substances it could be shown that the Al,Os-containing
droplets achieved only by assuming an acting interfacial energy in the
contact zone between the two glass melts. From the droplet contours
an effective interfacial tension between 0.4 and 1.1 mNm~! could be
calculated. The interdiffusion profiles in the contact zone showed that
although Al,O3 and SiOs equilibriated slowly by diffusion, both NasO
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d

Fig. 4. Droplets after nearly totally dipped cord performs at vmax = 1,045°C,
cylindric droplet performs of 3mm in height and 3 mm in diameter, matrix AloOs-
free glass, droplet AlpOs-containing glass (left column) and AlyOs-free glass (right
column), respectively. Before dipping the matrix melt was held at vmax. (a) tp = 15,
(b) 30, (c) 45, and (d) 60 min, respectively. Bar = 1 mm [41].

c —_—

Fig. 5. Droplets after sink-in experiments at umax = 996°C, similar conditions
as in [their] Figure 2; (a) ¢, = 0, (b) 7.5, (¢) 15, (d) 30, (e) 45, and (f) 60 min,
respectively. Bar = 1 mm [41].
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and CaO withstand equilibriation by uphill diffusion. In conclusion,
both the effective interfacial energy and the uphill diffusion prevent a
rapid dissolution of Alp Oz-containing cords [our emphasis].

10 Discussion

A brief summary of the issues raised in generalizing the Navier—Stokes
equations for mixtures of incompressible miscible liquids to accommodate
for the effects of a nonzero irrotational expansion and diffusion is given in
the abstract to this paper. We have argued that diffusion is impossible be-
cause the news of a finite change of composition cannot be felt everywhere
instantly; the news of such a change must travel to distant places with a
finite speed. Typically the amplitude of the wave front decays to zero, and
the species profile behind the wave decays to diffusion. In the linear case,
the diffusion of species is governed by a damped wave equation. Elements of
a theory of mixtures which do not satisfy the law of additive volumes were
proposed; the energy equation for non-simple mixtures ought to considered
because changing the distance between molecules will generate large amounts
of heat. Gradients of composition do not only enter into diffusion but they can
be expected to generate stresses which may be modeled by the second-order
theory of Korteweg [25]. The central question is the nature of stresses induced
by gradients of composition. Korteweg’s model is one constitutive assumption
relating stresses to gradients of composition. Other constitutive assumptions
could be considered. The effects of the Korteweg stresses seem to be negligible
except when the gradients are large and then the effects of stress relaxation
should be considered. We introduced a viscoelastic model which reduces to
Korteweg’s after stress relaxation and a Cattaneo type of diffusion model
which reduces to Fick’s law and has a different time of relaxation. It remains
to see if this model can be tuned to explain the pseudo-transient interfacial
effects observed in experiments.
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Summary. Demand forecasting problems frequently arise in logistics and supply
chain management. The Newsboy Problem is one such problem. In this paper, we
present an improved solution method using application of the Black—Scholes model
incorporating stochastic processes used in financial engineering for option pricing.
Through numerical experiments using real-world data, the proposed model is demon-
strated to be effective.

1 Introduction

In demand forecasting problems, the quantity of expected demand and the
most suitable wholesale quantity are sought. They are important problems
in Effective Demand Management; the problems often appear in the fields of
logistics and supply chain management. Demand forecasting systems are ex-
pected to support the purchasing/procurement and sales departments of com-
panies. They are intended to reduce differences between sales and demand.
In recent years, various means have been adopted to determine quantities of
demand and optimal wholesale size. Makridakis and Wheelwright [3] clas-
sified forecast methods into quantitative forecasting, judgment forecasting,
and technological forecasting. Sekine [6] presented a forecasting system used
by KAO Corp., which includes forecasting according to season, daily goods,
new products, commodity switching, and similar goods. Munakata and Saito
[5] proposed a forecast technique for new products based on short-term time
series data, quantities of accumulated aggregate demand, and product life
cycles. In contrast, few studies have examined Newsboy Problems (NBPs).
Some commodities become worthless after a certain time passes: newspapers,
perishable foods, etc. For stock control of such commodities, the daily deci-
sion for wholesale quantity becomes an important problem. Such problems are

W. Fitzgibbon et al. (eds.), Applied and Numerical Partial Differential Equations, 147
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(© Springer Science+Business Media B.V. 2010



148 Y. Zheng et al.

designated simply as Problems herein. Masui [4] proposed a method of finding
optimal wholesale size that minimizes expected values of the loss and maxi-
mizes expected profit for various wholesale quantities. Kawarada and Hachiya
[2] reformulated it using the Martingale theory and the Black—Scholes model.
In this formulation, the Black—Scholes model, which is widely used in finan-
cial engineering, is adopted. The opportunity and disposal losses correspond
respectively to call and put options.

In this study, we present practical methods of finding an optimal wholesale
quantity and evaluate it through numerical experiments using time series data
in a retail shop. In Section 2, the Newsboy Problem is described. Section 3
presents an outline of the formulation of Kawarada and Hachiya. Section 4
describes validation data. Section 5 shows the verification method and a result
obtained using real-world data. Section 6 explains our salient conclusions.

2 Outline of the Newsboy Problem

We respectively denote the wholesale price and profit margin of the commodity
as «, and 3, so the retail price of the commodity is

7:(a+ﬁ)x(1+rc)7 (1)

where r. is a consumption tax rate.
Variables v and u respectively represent demand and wholesale quantities.
In the case where a commodity remains unsold, i.e. v < u, a disposal loss of

lav,u) =alu—v): (v,u € Z) (2)

is incurred, where

0, =<0,

(@)1 = {”C T ®

and Z, represents the set of positive integers.
For a sold out condition, i.e. v > u, the firm realizes an opportunity loss of

lo(v,u) :ﬁ(v_u)—i-a v,u € Z-‘r' (4)
Consequently, the total loss (v, u) is expressed as
l(v,u) =lg(v,u) +lo(v,u), v,u€ Zy. (5)

Figure 1 portrays this relation.

We regard v as a random variable that represents a demand quantity
distribution subject to a probability density function f(v), v > 0. Therefore,
we can define the expected value E(I(-,u)) of loss function {(v,u). An optimal
wholesale value is defined as the wholesale value u* that gives the minimum
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of the expected loss. The demand quantity distribution f(v) is assumed to be
a continuous type. The expected value L(u) of the loss is written as

L(u) = E(I(-;u)) =a/ou(u—v)+f(v)dv+ﬂ/oo(v—U)+f(v)dv~ (6)

The derivative of the equation (6) with respect to w is

j—i:a/ouf(v)dv—ﬁ/umf(v)dv- (7)

Then, by setting (7) to zero, the optimal wholesale quantity u* is character-
ized as
p

3 Black—Scholes Models

Black and Scholes described an uncertain time-variation of stock value by
Brownian motion [1]. They obtained an equation representing the valuation
of option prices using the probability process theory. Ito’s Lemma played an
important role in this procedure.

The Black—Scholes equation for the value of the call option ¢(t,.5) is writ-
ten as

dc dc 1 5 50%
—_— —_— —_— —— = <
Bt+TSBS+205652 re=0, 0<S<oo0, 0<t<T, 9)
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where t, S, r, T, and o respectively signify time, the current price of a stock,
the current continuously compounded risk-free interest rate, the end of a time
period, and the standard deviation of the continuously compounded annual
rate of return P.(¢), which is defined as

_ Surny —Sw _ ASw

P.(t . 10
(t) So S (10)
Boundary and initial conditions are
c(t,0) =0, 0<t<T, (11)
c(t,S) — S, S—o00, 0<t<T, (12)
o(T,8)=(S—X)y, 0<85< o0, (13)

where X indicates the strike price of the option. The equation (13) denotes
the payoff of a European call option at ¢t = T'.

In the model, the call option price ¢(t,.5) depends on the volatility, which
describes a random characteristic of the asset price. The volatility influences
the distribution of the asset price at the end of a time period. Consequently,
it influences the expected earnings from the option.

In fact, the equation (9) can be transformed to a heat equation through
variable redefinitions. Then, using the solution of the heat equation, the solu-
tion of the equation (9) at time ¢ = 0 is obtained as

c(0,8)=S-N(dy) — X -e "' N(dy), (14)
where
N@) = —— [ %4 (15)
- \/% e ya
n(2)+(r+2)T
dy = G+ (%) , (16)
oV'T

(17)

Here N(d) is the standard normal cumulative distribution function.
Then, we set the current value of the call option C' = ¢(0, S) as a function
of strike price X

C(X) =S N(di)— X -e ""N(dy). (18)
On the other hand, the current value of a put option can be derived as
P(X)=—-S-N(~d1)+ X -e ""'N(~dy), (19)

similarly.
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By combining the call (18) and put (19) options, we obtain the put-call
parity formula as
C(X)=PX)+S-X-e . (20)

By differentiating the equation (18) with respect to X, we obtain

dC _ —rT

In [2], the option pricing theory is related to demand forecasting as follows:

e The payoff in option pricing theory is replaced by the loss function of
the Newsboy problem. Then, the option prices are corresponding to the
current price of the loss in demand forecasting.

e Strike prices X in option pricing correspond to optimal wholesale v* in
demand forecasting.

Hypotheses in the correspondence between the option pricing theory (OP)
and demand forecasting (DF) are as follows:

(H1) OP: The option price follows the Ito process.
DF: The time series of demand quantity follows the Ito process.
(H2) OP: The option can be exercised only at the end of the period (European
option).
DF: Profit margin and losses of the commodities are calculable at the
pull date.
(H3) OP: It is possible to sell short.
DF: A deposit is charged before the reservation would be accepted.
(H4) OP: The dealing cost is not necessary.
DF': Extra costs other than the wholesale price are unnecessary.
(H5) OP: Riskless arbitrage does not exist.
DF: Disposal and opportunity losses always exist.
(H6) OP: Dealings are done continuously.
DF: Commodities are sold continuously.
(H7) OP: A risk-free interest rate is constant and equal at any expiration
period.
DF': The rate of natural increase of demand is constant and the same in
any forecasting period.

By letting opportunity and disposal losses correspond to call and put options,
respectively, the expected value of the loss function can be represented as

B(I(,X)) = a-P(X)+8-C(X). (22)
By substituting (20) into (22), we obtain

E(l(X)=7-CX)-a-S+a-X-e ", (23)



152 Y. Zheng et al.

where we regard r as the natural demand increasing rate corresponding to the
risk-free interest rate in the option pricing theory. By differentiating the equa-
tion (23) with respect to X, setting it to zero, and substituting the equation
(21) and the equation (1), we obtain

[e%

v/ (L tre)

By transforming the equation (24) using the equations (15), (16) and (17),
and replacing strike price X with optimal wholesale quantity u*, we obtain

u* :eXp{<r— %ﬁ) T - N~ (ﬁ) \/T} S. (25)

This is the optimal wholesale quantity, by which the loss at T is expected to
be minimal.

N (d2) = (24)

4 Validation Data

4.1 Original Data

For this study, the quantity of wholesale and retail sales of rice balls and
sandwiches, and the number of customers that passed the checkout counter
at each time period were provided by the Okayama University Co-operative,
which manages a retail shop located on the Okayama University campus.
Details of the data are as follows:

(a) “Tuna and mayonnaise rice balls” are adopted among the various brands

of rice balls and sandwiches because that commodity was sold throughout

the target period duration.

Shop hours are 8:00 to 23:00.

The wholesale price of the commodity = 70 (JPY), the profit margin is

8 =30 (JPY) and the retail price v = 105 (JPY).

The commodities remaining unsold are disposed at the end of shop hours.

In case 1, we prepare the sequential dataset “Monday, Tuesday,

Wednesday, Thursday, Friday, Monday, Tuesday, Wednesday, Thursday,

Friday, ..., Monday, Tuesday, Wednesday, Thursday, Friday” excluding

Saturdays, Sundays, and holidays.

In case 2, for comparison, we prepare five sequential datasets consist-

ing of the same days of the week, “Monday, ..., Monday”, “Tuesday,

..., Tuesday”, “Wednesday, ... Wednesday”, “Thursday, ..., Thursday”,

“Friday, ..., Friday”, and excluding Saturdays, Sundays, and holidays.

(f) The target period was 30 weeks (147 days) during 21 May 2007-28 March
2008.

7 N
o o
NN

—
o~
NN
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Table 1. Number of customers in each time period

Time period (h)

Date (d) 8 9 10 --- 20 21 22
21/05/07 11 64 163 --- 106 71 2
22/05/07 15 63 205 --- 92 56 1
27/03/08 0 1 43 ... 50 66 8
28/03/08 0 2 43 ... 75 78 8

Table 2. Wholesale/retail quantities and final sales time

Date (d) Retail sale (v;) Wholesale (u) Final sales time (7T5)

21/05/07 25 25 21:09
22/05/07 20 20 12:21
27/03/08 26 26 17:26
28,/03,/08 28 30 17:20

(g) Table 1 presents an example of the number of customers A(d,h) that
passed the checkout counter during each time period of each day. Therein,
d is the date and h is time period from 8 to 22.

Table 2 portrays an example of data for quantity of retail sales v,., the
quantity of wholesale u, and the final sales time T on each day.

(h) If a part of the commodity remains unsold, regard the quantity of sales v,
itself as the quantity of the demand v. If the commodity is sold out and
the final sales time is earlier than the end of the shop hours, the amount
of the demand vy is estimated as

Ur X 2?12:8 A(d’ h)
T
>l Ald, h)
where T, is the integer portion of Tj.
This procedure is used for inferring the likely quantity of the net demand

on the day using the fraction of customers who have purchasing intentions
for “Tuna and mayonnaise rice ball” among all customers.

Vg = s (26)

4.2 Calculation and Loss Evaluation

We compare three techniques, the Black—Scholes model, simple linear extrap-
olation, and the decision by a real expert buyer who makes decisions of whole-
sale quantity every day at an actual retail shop.
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Black—Scholes Model

Step 1. We construct the datasets of D days long s(d,z), 1 < d < D, 1 <
z < Z. Parameter D denotes the segment length. The total number
of evaluation data is Z = 147 — D, where 147 is the total number of
days of the data included in the target period of this study.

Step 2. Compute P, (s(d,-), k) from (10) and volatility ¢ as follows:

= D—2 2
0(3(d7)) = m Z (PT (5 (da)ak))z - (Z Pr (5 (da)ak)> .
k=1 k=1

(27)

Step 3. In the expression (25), T = 1 and the data of (D — 1)th day is used
as S. The forecast value is rounded off and the integer is taken.

Linear Extrapolation

Step 1. Compute a and b that minimize

D—1
lv, — (ad + b)|*.
d=1

Step 2. Compute vp = aD+b using a and b obtained in Step 1. vp is rounded
off and the integer is taken.

Ezpert Buyer

The wholesale quantity u decided by the expert buyer working in the actual
retail shop is used.

5 Numerical Experiments and Result

5.1 Aspects of the Techniques

In fact, Figure 2 portrays an example of the forecasted wholesale quantity
using the three techniques to view their aspects. In this example, D is set at
6 for B-S model and linear extrapolation and r is set at 0.2 for B-S model.
The days from the 47th to 56th are the sales campaign period, during which
the price of a certain commodity is set at lower price for sales promotion.

It is apparent that the Black—Scholes model and linear extrapolation lag
a few days after the change of the real demand and can not react to a rapid
change in the demand at the sales campaign period. This is not so strange
because the real expert buyer knows when the sales campaign starts. Fur-
thermore, the forecasted value by B-S model drops down to zero because the
volatility o in (25) becomes very large. Such a sales campaign period is beyond
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the scope of the demand forecasting model examined in this study. Therefore,
we exclude the sales campaign periods from our numerical experiments. Con-
sequently, the total days of data become 119.

Respectively, Figures 3 and 4 show time histories of disposal and opportu-
nity losses over an interval excluding sales campaign period. Results show that
the occurrence frequency of disposal losses is lower than that of opportunity
losses and that the expert buyer makes decisions that bring about disposal
losses only rarely.

5.2 Selection of Parameters

Black—Scholes Model

In the Black—Scholes model, unknown parameters are the natural demand
increase rate r and segment length D. To fix these parameters, an iterative
procedure is adopted as follows:

Step 1. Provide segment length D between 5 and 99.

Step 2. For each D, the optimal r is sought by testing various values between
0.01 and 1.00. In this test, the demand on (D — 1)th day is forecasted
using the demand on (D — 2)th day. Finally, the optimal r, which
minimizes the loss on (D — 1)th day, is obtained.

Step 3. Using r fixed at Step 2 and the real demand of the (D — 1)th day,
compute the loss [(v,u) on the Dth day.
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Step 4. Compute the averaged loss of the last m days of the total data, where
m is the average number of business days in one month:

o ZZZ:Z—m+1 L (vz, uz)

I =
m

(28)
Linear Extrapolation

In linear extrapolation, the parameter is segment length D only, which is
provided same as Step 1 of the previous subsection. The average loss is also
computed over the same m days.

5.3 Result of Case 1

Actually, Figure 5 shows the dependence of the total loss on segment length
D in the case that all days through the weeks are used sequentially. Because
the expert buyer does not possess the parameter of the segment length, the
loss takes a constant value in this figure. The following have been read from
Figure 5:

1. In linear extrapolation, the total loss [(v,u) grows as D increases and
approaches a constant value. In forecasting using linear extrapolation,
smaller D seems to be appropriate to reflect tendency changes adequately.
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Fig. 7. Dependence of total loss on the segment length of friday and weeks average.

2. For the B-S model, the total loss [(v,u) becomes smaller as D increases,
which indicates that the B-S model, as a method based on stochastic
processes, seems to need longer D to use more appropriate o.

5.4 Result of Case 2

Figures 6 and 7 show the total losses obtained using the data divided into
each day of the week. By this treatment, the performance of B-S model is
considerably improved. For Tuesdays, Wednesdays, and Thursdays, it can do
better than the expert buyer by taking the sufficient segment length. The
reason might be that the target retail shop is located on a university campus
and the trend of customers must be strongly dependent on the day of the
week.

6 Conclusion

This study evaluated the performance of a demand forecasting strategy based
on stochastic processes using real-world data. Results show that the B-S model
proposed by Kawarada and Hachiya can reduce the total loss by taking the
appropriate segment length. Unfortunately, regarding the data used for this
study, the proposed methods were not always superior to the predictions by
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the expert buyer. The reason might be that the expert buyer incorporates
much information into forecasts and tries to make the disposal loss as low
as possible. Nevertheless, the methods described herein can be very useful in
retail shops that have no expert buyers.

As a technical problem, the method of presuming the quantity of demand
using final sales time data is expected to be improved in the future.

Acknowledgement. The authors thank the Okayama University Co-operative, which
kindly provided sales data for their retail shop.

References

1. F. Black and M. Scholes. The pricing of options and corporate liabilities. Journal
of Political Economy, 81(3):637-654, 1973.

2. H. Kawarada and H. Hachiya. Optimal stock control strategy based on stochastic
process. Journal of Logistics and Informatics, 1(1):39-47, 2004.

3. S. G. Makridakis and S. C. Wheelwright. Forecasting methods for management.
John Wiley & Sons, New York, 5th edition, 1989.

4. T. Masui, S. Yurimoto, and N. Katayama. OR in Logistics. Makisyoten, Tokyo,
1998.

5. S. Munakata and K. Saito. A new demand forecasting method for newly-launched
consumer products based on estimated market parameters. Hitachi Tohoku Soft-
ware Technical Report, 11:34-39, 2005.

6. F. Sekine. Supply chain management in Kao. MH Journal, 238(summer issue):
10-14, 2004.



Analytic Bounds for Diagonal Elements
of Functions of Matrices

Gérard Meurant
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Summary. This paper is concerned with computing analytic lower and upper
bounds for diagonal elements of f(A) where A is a real symmetric matrix and f
is a smooth function. The mathematical tools to be used are Riemann—Stieltjes
integrals, orthogonal polynomials, Gauss quadrature and the Lanczos algorithm.

1 Introduction

In this paper we are concerned with computing analytic lower and upper
bounds for diagonal elements of f(A) where A is a real symmetric matrix and
f is a smooth function. Typical examples are f(x) = 1/z or f(x) = exp(x).
This leads to compute bounds for (e?)? f(A)e’ where e’ is the ith column of
the identity matrix. This problem was considered in Golub and Meurant [3]
for f(A) = A=L. This idea developed in this paper is to write the quadratic
form as a Riemann—Stieltjes integral and to approximate this integral by a
2-point Gauss or Gauss—Radau quadrature rule. When the derivatives of the
function f have a constant sign over the interval of integration this will lead
to lower and upper bounds for the quadratic form. The nodes and weights of
the quadrature formulas are obtained by doing two iterations of the Lanczos
algorithm. This can be done analytically and it provides formulas for these
lower and upper bounds. Of course, except in very special cases, the bounds
are not sharp since doing more Lanczos iterations (that is to say increasing
the number of points of the quadrature rule) will improve the bounds.

The contents of the paper are the following. In Section 2 we review how
the elements of f(A) can be written as a Riemann—Stieltjes integral and how
the nodes and weights of the Gauss quadrature rules are obtained. Section 3
describes how results were obtained in [3] for the inverse of the matrix A.
Section 4 generalizes these results to the case of a general function f with an
application to the exponential function.
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2 Quadratic Forms and Gauss Quadrature Rules

Since the matrix A is assumed to be symmetric we have A = QAQ” where Q
is the orthonormal matrix whose columns are the normalized eigenvectors of
A and A is a diagonal matrix whose diagonal elements are the eigenvalues \;
of A which we order as

AL <A <<

By definition of a function of a symmetric matrix, we have
f(A) = QF(NHQ".
Therefore, if u is a given vector, we have

ul f(Ayu = u"Qf(A)Q u,
=BT f(A)8,

n

= Zf()‘i)ﬂiz'

i=1

This last sum can be considered as a Riemann—Stieltjes integral,

b
1] =" f(yu = [ £0) da(), 1)
where the measure « is piecewise constant and defined by
0 if A <a= A,
B2 if A <A< N,

o - {2

DB b= <A

j=1

We remark that « is an increasing positive function. The integral in the equa-
tion (1) can be approximated by Gauss quadrature rules. A general rule is
written as

b N M
1] = / FOda) = S wif ) + S et + R, (2)
@ j=1 k=1

where the weights [w;]%_,, [vx];Z, and the nodes [t;]}L, are unknowns and the

nodes [2;]2 | are prescribed, see [1,2,5]. We are interested in the case where

we have two nodes. That is the 2-point Gauss rule (with no prescribed node)
for which N =2 and M = 0 and the Gauss—Radau rule (with one prescribed
node) for which N =1, M = 1. The prescribed node is either a or b, the ends
of the integration interval.
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The remainder term is written as

2
N
f(2N+M)
2N+M A—z) [[TA=t)| da(n), a<n<b. (3)
j=1

R[f] =

Therefore, if the sign of the derivative is constant on the integration interval,
we know the sign of the remainder.

How are the nodes and weights obtained? The nodes are the eigenvalues
of the tridiagonal matrix J constructed with the coefficients of the three-term
recurrence relation satisfied by the orthogonal polynomial associated with the
measure «. The weights are the squares of the first elements of the normalized
eigenvectors, see [5]. It can be also shown (see [3]) that

I[f] = (e f(J)e' + RIf].

The matrix J is obtained by running the Lanczos algorithm (see, for instance,
[4]) with the matrix A and a starting vector u/|ul|. In the cases we are inter-
ested in J is a 2 x 2 matrix. The last diagonal element of this matrix has to
be modified for the Gauss—Radau rule to obtain the prescribed eigenvalue.

3 Analytic Bounds for the Diagonal Elements
of the Inverse

We consider obtaining analytical bounds for the entries of the inverse of A
by doing two iterations of the Lanczos algorithm. This is obtained from the
general framework of Section 2 by considering the function

1
f()\):X’ 0<a< A<,
for which the derivatives are
FERFDN) = —(2k + D)IA"CRF2 0 fCR () = (2k)1 A=,

Therefore, the even derivatives are positive on [a, b] when a > 0 and the odd
derivatives are negative which implies that the Gauss rule gives a lower bound
and the Gauss—Radau rule gives lower and upper bounds depending on the
prescribed node. We obtain the following bounds, see [3].

Theorem 1. Let A be a symmetric positive definite matriz with elements a; ;.

Let
:Zaii, t=1,...,n.
j#i
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We have the following bounds for the diagonal entries of the inverse given
respectively by the Gauss and Gauss—Radau quadrature rules:

Zk;ﬁi Zz# Ak, A, 1AL

@i Zk;ﬁi Zz;& Ok, i Ok, 101 — (Zk;ﬁi a%,i)

2
a; ;i —b+

21’2 b b 2 S (A_l)i,i S
ai; — @ib+ 85

D) S (A_l)i,i7

2
i —a+ >k
ai; — aiia+ s}
Proof. We choose the initial vector v* = e’ and we apply the Lanczos algo-

rithm computing the elements of the symmetric tridiagonal matrix J and the
Lanczos vectors v*. The first step of the Lanczos algorithm (see [4]) gives

ar = (e Ae = ay;,
mov? = (A — ayD)e’.

Let s; be defined by

2 _ 2
S = § i,
J#i
and
i T
d*=(a1,i,- -5 4i=1,i,0, it 1,5y - - Ang)
Then

1 .
m = Si, v? = =d".
Si

From this, we have
— (A 2 2y 1
Qo = ( v, ) = 3_2 Ak Ak, 1A ;-
U Lty 144

We can now compute the Gauss rule and obtain a lower bound on the diagonal
element by considering the matrix

Jy = (0‘1 771) ,
mn a2

Jol = 1 Q2 —M1 .
2 alag—nf —m o

The lower bound is given by (eM)T.J;'e!, the (1,1) entry of the inverse

and its inverse

P Zk;ﬁi Zl;ﬁi Ok, i Ak, 101,

aton —mp 2 )
Qi Zk;éi Zl;éi Ok,iQk,1 AL, — (Zk;ﬁi ak,i)

(el)Tngel —
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Note that this bound does not depend on the extreme eigenvalues of A. To
obtain an upper bound we consider the Gauss—Radau rule. Then, we have to
modify the (2,2) element of the Lanczos matrix as

= a1 m
Jo = ,
2 (771 § )
to obtain the prescribed node. The eigenvalues A of jg are the roots of (ag —\)

(€ —X) —n? =0, which gives the relation

n
Oq—/\.

=X+

To obtain an upper bound, we impose to have an eigenvalue equal to the lower
bound of the eigenvalues of A, A = a. The solution is

2

§=8=a+ i )
a1 —a

from which we can compute the (1,1) element of the inverse of .J,

T 1l &
()2 € —ni

Using b as a prescribed node gives a lower bound.

Of course, as we said before these bounds are not sharp since they can be
improved by doing more Lanczos iterations, except if the Lanczos algorithm
converges in two iterations. Using more iterations can eventually be done
analytically by using a symbolic calculation software.

4 Analytic Bounds for Elements of Other Functions

If we would like to obtain analytical bounds of diagonal elements for other
functions, we see from the derivation of Section 3 for the inverse that all
we have to do is to compute f(J) (and, in fact, only the (1,1) element) for a
symmetric matrix J of order 2 whose coefficients are known or the eigenvalues
and eigenvectors if f(J) is not available. Let

an
J= .
(77 5)
If we are interested in the exponential function we have to compute exp(J).
This can be done using a symbolic mathematics package. For instance, in the

Matlab symbolic toolbox (from MathWorks) there is a function giving the
exponential of a symbolic matrix. The result is the following.
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Theorem 2. Let o = a;;, 1 = s; using the notations of the previous section.
The element £ is either as or &, (or &) and let

§=(a—&)%+41?,
s o (b))
w:exp(%(a+g+\/5)>.

Then, the (1,1) element of the exponential of J is

1 w—"
2[’Y+w+ \/S(a 5)]

Although these expressions are quite complicated, if we substitute the val-
ues of the parameters as functions of the elements of A we obtain analytically
a lower bound of [exp(A)];; from the Gauss rule and an upper bound (with
&,) from the Gauss-Radau rule.

For other functions which are not available in symbolic packages we can
compute analytically the eigenvalues and eigenvectors of J. In fact, we just
need the first components of the eigenvectors. The eigenvalues are

)\+:%(a+£+\/5), A= %(a+g—ﬁ).

The matrix of the unnormalized eigenvectors is
0

1 1
9:—%(a—§+\/5), uz—%(a—f—\/g).

where

The first components of the normalized eigenvectors are 6/v/1+ 6% and
11/\/1+ p2. Then we have to compute the (1,1) element of Qf(A)QT where
A is the diagonal matrix of the eigenvalues A, and A_ and Q is the matrix of
the normalized eigenvectors. We need the values 82/(1 + 62) and p2/(1 + p?).

Lemma 1. We have

62 a—E+V0 12 a—E—V06

1+62 25 0 1+p2 2/

From this lemma we obtain the (1,1) element of f(.J).

Theorem 3. Using the notations of Theorem 2, the (1,1) element of f(J) is

1
57 (@ =005 = FO) + Vo0 + FO))]
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Proof. Clearly the (1,1) element is

92 MZ
H_—egf()ur) + mf()\f)

Using the expressions of Lemma 1 and simplifying, we obtain the result.

We see that if f is the exponential function we recover the results of
Theorem 2. From the last theorem we can obtain analytic bounds for the
(,7) element of f(A) for any function for which the integral exists and for
which we can compute f(A) and f(A_). Wether we obtain lower and upper
bounds depend on the sign of the third and fourth derivatives of f.

Bounds for off diagonal elements of f(A) can be obtained by using the
nonsymmetric Lanczos algorithm, see [3].
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1 Introduction

We present two numerical methods for the simulation of ferromagnetic
phenomenons in a metallic plate, with or without holes. First we briefly recall
the physical model we use for describing the ferromagnetic phenomenon. This
model is based on the use of a scalar potential while other models rather
use a vector potential as in [1] or [2]. Next we present the discretization
methods we use. We then apply these methods on the simple test-case of a
thin ferromagnetic plate placed in front of a rectilineal electric conductor. We
show the various obtained results: magnetic field on a line perpendicular to
the plate and relative permeability on a given line in the plate. Finally we
illustrate our results with an industrial device.

2 Modeling of Ferromagnetism

Let A C R? be a domain with boundary 0/ occupied by a ferromagnetic
material with relative magnetic permeability u,(|H||) > 1 depending on the
Euclidean norm of the magnetic field H, denoted by ||H]|. In the following,
we suppose that A is a bounded open, possibly non simply connected set,
surrounded by known stationary electric currents denoted by jo. We denote
by n the unit normal on 9A, external to A. Moreover, we assume that all the
external currents are not modified by the presence of the ferromagnetic mate-
rial and no electric current flows in the domain A. The goal of this paragraph
is to establish a modeling of the screen effect due to the presence of A on the
magnetic fields.

Without the ferromagnetic material, it is possible to explicit the magnetic
induction field Bg due to jo by using Biot—Savart law:

Bo(x) = Mo/ V.G(x,y) No(y)dy, Vx € R®, (1)
RS
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where pg is the magnetic permeability of the void, G(x,y) is the Green kernel
given by

1

G(x,y) = EHX——YH

with x,y € R®, x £y, (2)
and V, denotes the gradient with respect to the variable x.

Let us remark that if Hy is the magnetic field corresponding to Bg, we
have in the whole space R? without ferromagnetic materials

BO = /JoHo, (3)
divBy =0, (4)
curl Hyp = jo. (5)

Due to the presence of the ferromagnetic domain A, the magnetic field H
and the induction field B cannot be explicitly given in function of jg, but they
are governed by the following relationships (the Maxwell equations), true in
the whole space R?:

B = /.tourH, (6)
divB =0, (7)
curl H = jo. (8)

We note that outside the domain A we have u,, = 1. Since the magnetiza-
tion field M is defined by M = g (1 — 1) H, we will be able to compute M
if we are able to calculate H. In the following, we are looking for the field H.

2.1 A Scalar Potential Model
By subtracting (5) and (8) we obtain the existence of a continuous function
1 satisfying
H(x) — Ho(x) = —Vi(x) Vx € R (9)
By using the equalities (3), (4) and (6), (7) together with (9), we easily verify
that
—div (1, V) = —div (p, — 1) Hy  in R3. (10)

In order to obtain a finite energy, we assume that
1 . .
P(x)=0 I when ||x|| tends to infinity. (11)
X
Let A’ be the exterior open domain A’ = R3\ A. Since y,. = 1 in A/, we obtain

Ap=0 in A, (12)

where A is the Laplace operator.
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In fact, the equation (10) is non-linear and it is necessary to precise what is
-, which is a discontinuous function since p, = 1 in A" and p, = p,-(J|HJ|) in
A. In order to write correctly the model, we define the mapping fi : R xRt —
R* by

(13)

(x, 5) = 1 ifxe A, seRT,
6= ur(s) ifxeA, seR",

where p,.(s) is the relative magnetic permeability of the ferromagnetic material
occupying A given in function of s = ||H||. Since H = Hy — V1, it follows
that the model consists to find ¢ : R? — R satisfying

— div(a(-, [[Ho — V¥ [) V) = —div(i(-, [Ho — V¥[)) - Hy in R®, (14)

with
PY(x)=0 <||1T||> when ||x|| — oo. (15)

In order to simplify the notation, we will leave out in the following the argu-
ment of the mapping i, knowing that it depends on x € R? and ||[Ho — V||,
in order to write

—div (aVv) = —div (i — 1)Hy  in R3,

= L whnen |(X|| — o0 (16)

Remark that Hy need not be known in R? but only on A because i = 1
outside A.

3 Two Formulations of the Scalar Potential Problem

Let us now focus on two weak formulations of this scalar potential model. The
main difficulty with the problem (16) is that we seek a function ¢ defined in
the whole space R3.

We will use two different ways to overcome this problem: the first one uses
an integral formulation on 0/ to replace the so-called “exterior” problem by
a relation valid on the boundary of A; the numerical approximation leads in
practice to a big non sparse matrix to “invert”.

The other way uses a Schwarz decomposition method with overlapping
technique. By introducing a ball containing the ferromagnetic object A, we
solve the problem exterior to that ball by means of the Poisson representation
formula.

We have seen that the scalar potential model leads to find a mapping
satisfying (16). Since div Hy = 0 in R?, we can write this problem in the form

div (@(Hy — V#)) =0 in R? (17)
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with ¢ (x) = O(ﬁ) when [|x|| — oco. If W!(R3) is the Beppo Levi space given
by
v(x)

Wl(R3):{u:R3—>R:—
1+ x|

€ L*(R?), Vo € LQ(]R3)} . (18)
it is proven in [8] that there exists a unique ¢ € W1(R?) satisfying
/ i (Hy — V) - Vodr =0, Vo< WH(R?). (19)
R3

It follows that the problem (16) possesses a unique weak solution ¢ € W1(RR?).
We now present two different approaches to compute the scalar potential .

3.1 Boundary Integral Formulation of the Scalar Potential Model

It is known [7] that if v is a harmonic function in A and in A’ satisfying
v(x) = O([x[|~") when ||x|| — oo, and sufficiently regular (say C' in A and
in A’), then we have for x € 04:

1
S0P () + 01 (x) =

-[ {%MJ Gty dsly) + [ 1o T asty), - (20)

a4 on(y)

where v¥ is the restriction of v to A’, v! is the restriction of v to A and
lv]54 = v — 0! is the jump of v through the boundary 94 of A.

If ¢ is the solution of (17), let w be a harmonic function in AUA’ satisfying
w = 1 on 04, w(x) = O (||x[|7') when [|x|| — oo. Clearly, because ¥ is
harmonic in A’, we have w = 1 in a. Moreover, by using the relationship
(20) with v = w in A and v = ¢ in A’, we obtain for € A

oYF ow’
0= [ (G- Gem) ey, @

which is equivalent to
B oYpF ow!
[ nas—— [ nase) [ (G- G ) Gy asty), (22

for all n € H=1/2(9A).!
By using the fact that divHy = 0 in R3, we have

Hy - Vedr =0, VoeWH(R?), (23)
R3

! We note by H'(A) the classical Sobolev space of order 1, H'/?(9A) the space of
traces on A of mappings belonging to H'(A) and H71/2(3A) its dual space.



Numerical Methods for Ferromagnetic Plates 173

and with the weak formulation (19):

/ ﬂV¢~V<pdx=/ (h—VHy - Vedz, Yo W'R?. (24
R3 R3

Since i = 1 outside A we obtain for all p € W(R3):

/ﬁVi/J—chdx—i—/ V¢~V<pdx:/(ﬂ—1)H0-Vg0dx, (25)
A A A

and, by integrating by parts (n is pointing inside A’ and Ay = 0 in A’), for
all p € WH(R3):

E

/ﬁVQZchpdx—/ %gods:/(ﬁ—l)Ho-chdx. (26)
A on On A

Since w is harmonic in A, we have w € H!(A) satisfying w = v on 94 and
[y Vw-Vvodz =0, for all v € Hj(A).

By using the definition (13) of i, we can replace i in (26) by & = p.(||Ho—
V||) and, by setting A = 8(;!’—: (external Steklov—Poincaré operator) in (22),
(26), we obtain the nonlinear problem:

Find ¢ € H'(A), w € H'(A) and A € H~2(dA) satisfying w = ¢ on 94

and for all o € H'(A), v € HL(A), n € H™2(A):

/urvw.Vgodx—/ )\gods:/(,ur—l)Ho-Vgodx, (27)
A oA A

/ Vw-Vvdr =0, (28)
A

ow
[ nas—— [ aast) [ (2 - Gow) ) ey sy 20

here i, = g, (|Ho — Vo).
3.2 A Domain Decomposition Formulation
for the Scalar Potential Problem

Let us now introduce another way to reduce the “exterior” problem to a
problem expressed in a bounded domain.

Let Bgr be the ball of radius R > 0 and B, be the ball of radius r with
R > r > 0, both centered at the origin, and such that A C B,..

From (16) we obtain

A =0 in R3\ B,, (30)

1
P(x)=0 (TI) when ||x|| — oo (31)



174 M. Fliick et al.

and
—div(aVy) = —div(p — 1)Hy in Bg. (32)

We use the Poisson formula which says that since 1) is a harmonic function
outside the ball B, and radially decreasing at infinity, then for each point x
outside the ball B, we have

I / Y(y)
1%}

PY(x) =
= Lo Ty — P

ds(y). (33)

By using this formula for x € 0Bg, we obtain the formulation: find 9 €
H'(Bg) satisfying for all ¢ € H}(Br),

/ ﬂvw-Vgodx:/ (z—1)Hp - Vpdz, (34)
Br A
 R*—? V)
v = = Ty ) (35)

for all points x € 0Bg; here i = (-, |Ho — V).

4 Discretization and Numerical Methods

Before we describe the methods we derived from the above formulations, let
us introduce some notations of discretization spaces, common for all of them.

Let us assume that the ferromagnetic domain A is a polyhedron. Let us
also consider polyhedra Bg; and B,; approximating the big and the small
balls By, resp. B,.

Definition 1 (Interior and boundary mesh). Let 2 be a polyhedral
domain.

1. Let us denote 1,(§2) the tetrahedral mesh of 2 with conforming tetrahedra,
in the finite-element sense. The tetrahedron K € 11,(12) is understood as a
closed tetrahedron.

2. The set of all internal and external faces of the tetrahedral mesh 1,(§2) is
denoted Fp(2).

3. Let us denote 1,(042) the trace of the mesh 73(f2) on the boundary 0f2.
The boundary mesh 7, (052) is composed of all triangular faces F' € F(12)
such that F' C 092.

Definition 2 (Finite element spaces). Let 2 be a polyhedral domain,
Th(£2) its tetrahedral mesh and 11,(0€2) the corresponding boundary mesh.

1. On the tetrahedral mesh ,(12), we define:
a) The finite element space P1p(§2) of continuous functions which are
piecewise polynomial of degree 1 on K € 1,(2).
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b) The finite element space Plpo(§2) of functions w € P1p(12) such that
w =0 on 0f2.

¢) The finite element space POy (£2) of piecewise constant functions on K €
Th(Q).

2. On the boundary mesh 1,(0(2) we define

a) The finite element space P0,(082) of piecewise constant functions on
the faces F € 1,(012).

b) The finite element space P1,(012) of continuous functions which are
piecewise polynomial of degree 1 on each face F € 1,(012).

4.1 Boundary Integral Method for the Scalar Potential Model

Let us approximate the spaces H'(A), resp. H*%(OA) by the space P1,(A)
of piecewise linear functions, resp. by the space P0,(0A) of piecewise con-
stant functions on the boundary mesh. We can write the discrete formulation
corresponding to the problem (27)—(29):

Find (wh,/\h,wh) S Plh(/l) X POh(BA) X Plh(/l), wp = Y on 0/ such
that

/ iV, - Vop dr — / Ann ds = /(ﬂ —1)Hy - Vo, dz, (36)
A oA A

Owh
[oonmass [ measeo [ () - G ) v asty) =
7
/ Vwy - Vo dz =0, (38)
A

for all (¢n,nn, vn) € Plp(A) X POx(OA) X Plpo(A). The function i € P0x(A)
is the approximation of p, in A defined by

i = pr (|QnHo — Vp|), (39)

where Q, : L?(A)? — PO, (A)3 is the L?-orthogonal projection.

Note that all integrals are done exactly except for the one involving the
Green kernel G which must be numerically approximated.

The nonlinear problem (36)—(38) is solved using a standard fixed point
method, cf. Algorithm 1. The convergence of this fixed point method is proven
in [8].

Algorithm 1 (Boundary integral method for scalar potential)
Let us set ) € P1,(A), ) = 0.
Fork=1,...,J do

1. Evaluate i* =y, (|QnHo — Vi 1]).
2. Find (¢F, A\f wl) € P1,(A) x P0,(OA) x Ply(A), wk = ¥k on 94 such
that
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/ AEVE - Vi di — / Nein ds = / (7" — 1)QuHo - Vo da,
A oA A

wk
[ whemds s [ masto [ ()~ GE) oy dsy) =0,

oA

/ Vw,’fb -Vupdxr =0,
A

for all (p, nn,vp) € Plp(A) X POR(OA) x Plpo(A)
until estimated convergence.

In the applications, the ferromagnetic structures are often thin and their
discretizations contain a lot of triangles on their surfaces. The main drawback
arising from the formulation (36)—(38) is that the second term of the equation
(37) leads in this case to a full matrix with a big order. Consequently, the
formulation (36)—(38) imposes an important restriction on the mesh, which is
not operational in a lot of applications on the presented form.

4.2 Scalar Potential Problem with Poisson Formula
Boundary Condition

Let us now discretize the formulation (34)—(35). We are approximating the
functional space H'(Br) by the space P1j,(Brp) by assuming that 4 and
OB, are made of faces of F(Bgp)-

The discrete formulation for (34)—(35) reads: find ¢, € P1,(Bgrn) such
that for all ¢p, € Plpo(Brn) we have

/ AV - Vi do = / (i — 1)QuHo - Vi da, (40)
Brn A
L RP—? Yr(y)
o) = [ e .

point-wise for all vertices x; of the mesh 7,,(0Bgry,). Here, i € POy (Bgy) is the
piecewise-constant approximation of i defined as in (39) with i = 1 outside A.

Note that all integrals are done exactly except for the one on 05,. In that
case, first recall that the sphere is approximated by a triangular mesh, second
on each of these triangles we use a simple Gauss integration scheme.

The problem (40)—(41) is nonlinear. Moreover, the coupling of (40) and
(41) is non-local, thus filling the matrix of the underlying linear system with
full blocks. This is why we propose in Algorithm 2 a fixed point iteration, com-
bined with a multiplicative Dirichlet—Dirichlet domain decomposition between
the meshed interior and the exterior, represented by the Poisson representa-
tion formula (41) (see [8] for some aspects of convergence).

Algorithm 2 (Domain decomposition for scalar potential)
Let us set ¥9 € P1,(Brp), 19 = 0.
Fork=1,...,J do
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1. Define w:fé € P1,(0Bgrp) such that

Bl R% — 2 / y)
2 (x;) = ds(y), 42
'l/)h ( ) Arr 9B, ||y . XiHS (y) ( )

point-wise on each vertex x; of the mesh 7,(9Brp),
2. Evaluate fi* € POy (Brs) by

1 otherwise,

= {ur (1QnHo — Vi) in 4,

3. Find ¢F € P1,(Brn), ¥f = w:_% on OBgp, such that for all ¢, €
Plro(Bgp) there is

/ AFVE - Vi de = / (i~ )QuHo - Vonde  (43)
Brn A

until estimated convergence.

To solve (43) approximatively, we use several iterations of an algebraic
multigrid AMG [9]. Moreover, let us remark that computation of (42) can be
easily parallelized.

5 Numerical Results

Our aim here is not to give a comprehensive comparison of results obtained by
the above described algorithms. This can be found in [4] where several other
methods are described to approximate this ferromagnetic problem. We just
show a simple example exhibiting the screen effect produced by ferromagnetic
materials.

5.1 A Thin Steel Plate Placed in Front of a Conductor

We consider a simple ferromagnetic rectangular plate which is placed in front
of an idealized infinitely long wire with zero section (see Figure 1). A given
constant electric current runs in the wire. Omitting the plate, this current
would produce an induction field By (suggested in Figure 1) given by Biot—
Savart law. In the presence of the plate, the induction field B will be modified,
due to ferromagnetic response of the steel plate.

We want to simulate the screen effect of the ferromagnetic plate, i.e., the
attenuation of the induction field “behind” the plate. For this, we will compare
B and B along some “observation lines” (see Figure 1): line 1 is orthogonal to
the plate; lines 2 and 3 are located in the plate to measure the magnetization
in it.
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electrix conductor

Fig. 1. Geometry of the test-case: the rectangular plate and current support.

H-8 diagram of ferro ial without hy

Relative permeability as a function of |H|

R | n
,,q_§__§§§§§§§

% 2000 2000 6000 |ﬁ?°° 10000 12000 14000

Fig. 2. Material properties of the ferro-material: the H-B diagram without hystere-

sis (left), relative permeability u,(||HJ|) as a function of |H|| (right).

The nonlinear material behaviour is characterized by the B — H diagram,
or by the relative magnetic permeability function w..(||H||) given in Figure 2.
In order to apply our algorithms, we take the small ball B, near the plate
and we take Br in such a way that the ratio of their radiuses is 1.5. Both balls

have their center at the center of the plate.

We then mesh the whole ball Br in order to obtain a mesh compatible
with the boundary of B, and with the plate as well. We also refine twice
this mesh to get three meshes, so we can check convergence in space of our

approximations.
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x10™ Bx for both methods Bz for both methods
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Line 1: X-coordinates in [m]
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Line 1; X —coordinates in [m]
Fig. 3. Magnetic induction B = (Bg, By, B.) on the observation line, on the

screened side of the plate. Left: component B, right: component B,. Here ‘scal’
stands for Algorithm 2 and ‘bem-fem’ for Algorithm 1.

5.2 Screen Effect Behind the Plate

Let us compare the two presented algorithms on the described plate case. To
demonstrate the screen effect on the plate, we plot in Figure 3 induction By
(in dotted line) and B (in full line) along observation line 1.

The plate is located on the right of each plot, distance to the plate is
given with negative values. The left plot represents the B, component of
induction and the right plot represents the B, component. We first remark
both algorithms give very similar results. It is clear from the right plot that
component B, is attenuated while component B, should be vanishing.

5.3 Magnetization in the Plate

In Figure 4 we see the plots of u, on the observation lines 2 and 3 inside the
plate. The first plot corresponds to the observation line 2 (horizontal line),
the second one corresponds to the observation line 3 (vertical line). Results
for both methods are superposed in one plot. We can see that parts of the
plate which are the nearest of the conductor are magnetically saturated, while
parts of the plate which are the most away from the conductor are not.

5.4 An Industrial Application

Let us finish by presenting an industrial application of our model. On an
industrial scale, aluminum is produced by electrolysis of alumine AloOs. This
process is realized in big cells 10m long, 4m wide and 1m high in which
aluminum as well as the electrolytic bath containing the alumine are liquid.
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= for both methods =_for both methods
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Fig. 4. Relative permeability u, on observation line 2 (horizontal line) and line 3
(vertical line) in the plate. As for previous plot ‘scal’ stands for Algorithm 2 and
‘bem-fem’ for Algorithm 1.

Fig. 5. Contour plot of electric potential for an electrolysis cell: current enters the
cell through red parts and quits the cell through blue parts, steel shell is colored in

gray.

Strong continuous electric currents run vertically through the cell allowing
electrolysis to happen. These currents, coupled to the magnetic induction
field induced by currents in the cell as well as by currents going from one cell
to the other produce an important Lorentz force. This force causes fluids to
move, which can perturb the efficiency of electrolysis. The fact that such cells
are built in a 2cm thick steel shell has an appreciated effect: the ferromag-
netic response of this steel shell, in fact, protects in some extent the fluids
inside the cell from magnetic induction produced by currents feeding the cell.
Thus, modeling ferromagnetic screen effect produced by this steel shell is an
important step in the full modelization of an electrolysis cell. Figure 5 shows
a typical example of a cell colored by electric potential: current enters the cell
through red parts and quits the cell through blue parts, steel shell is colored
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Fig. 6. Same cell as previous with only ferromagnetic parts colored by relative
permeability: low permeability is colored in blue, high permeability is colored in
red.

in gray. Figure 6 shows only the steel container which has been colored by
relative permeability: low permeability is colored in blue, high permeability is
colored in red.

6 Conclusion and Remarks

As a known problem for this approximation, both methods produce spurious
oscillations of the magnetization vector in the plate. These oscillations are
due both to the fact that the plate is thin and to the important jump in
permeability when crossing the plate boundary (see [3]). These oscillations
can be considerably reduced by simply applying a smoothing operator after
computing the induction.

It is clear that the boundary integral formulation leads to a dense matrix
to be solved, which is a severe penalty. However, we think it is possible to
circumvent this difficulty by using some multipole technique. This method
also needs some critical calculations involving a singular kernel which can be
found in [5].

The domain decomposition formulation, on the contrary is very fast, since
we only solve a Laplacian problem outside the ferromagnetic domain. This is
done with best efficiency using an algebraic multigrid algorithm as described
in [9]. However, it is not always a trivial problem to mesh the domain between
the ferromagnetic material and the sphere 0Bg, knowing that this mesh will
also have an influence on the precision of the approximation.

For simplicity, we used the fixed point method to solve the non-linear
problem involved in our formulations, but it is of course possible to use Newton
process as well.

Acknowledgement. The authors are grateful to the Alcan-Péchiney Company for
supporting this work.
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Summary. We consider linear reaction—diffusion problems with mixed Dirichlét—
Neumann—Robin conditions. The diffusion matrix, reaction coefficient, and the coef-
ficient in the Robin boundary condition are defined with an uncertainty which allow
bounded variations around some given mean values. A solution to such a problem
cannot be exactly determined (it is a function in the set of “possible solutions”
formed by generalized solutions related to possible data). The problem is to find
parameters of this set. In this paper, we show that computable lower and upper
bounds of the diameter (or radius) of the set can be expressed throughout problem
data and parameters that regulate the indeterminacy range. Our method is based on
using a posteriori error majorants and minorants of the functional type (see [5,6]),
which explicitly depend on the coefficients and allow to obtain the corresponding
lower and upper bounds by solving the respective extremal problems generated by
indeterminacy of coefficients.

1 Introduction

This paper is concerned with boundary-value problems for partial differential
equations of elliptic type coefficients of which contain an indeterminacy. Such
a situation is quite typical in real-life problems where parameters of mathe-
matical model cannot be determined exactly and instead one knows only that
the coefficients belong to a certain set of “admissible” data A. In view of this
fact, instead of a single exact solution “u”, we have to consider a “set of so-
lutions” (we denote it by S(A4)). As a result, the error control problem comes
in a more complicated form in which approximation errors must be evaluated
together with errors arose due to indeterminant data (various approaches that

can be used for such an analysis are exposed in, e.g. [1,2,8]).

W. Fitzgibbon et al. (eds.), Applied and Numerical Partial Differential Equations, 183
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In this paper, we establish explicit relations between the sets A and S(A)
for the reaction—diffusion problem with mixed Dirichlét—Robin boundary con-
ditions (we call it P) defined by the system

—div(AVu) + pu=f in 2
u=0 onl}

n-AVu=F on Iy
au+n-AVu=G on Ij.

~ o~~~
[\
O O —

Here, 2 € R? is a bounded and connected domain with Lipschitz continuous
boundary It U I3 U I3 and f # 0. We assume that exact A, p, and « are
unknown. Instead, we know that A € A4, p € A4,, and a € A,, where

Ax = {A € Lo(2, M) | A= Ao+ 5,10, |||, (oupaxay < 1}

Api={p € La(£2) | p= po + 62vp, [VpllLo(2) <1}
Ao i ={a € Lao(I3) | a = ag + 63%a, [Yallo ) < 1}

In other words, we assume that the sets of admissible data are formed by
some (limited) variations of some known “mean” data (which are denoted by
subindex 0). The parameters d;, i = 1,2, 3, represent the magnitude of these
variations. Thus, in the case considered,

A=A x Ay x Ay

We note that such a presentation of the data arises in many engineering
problems where data are given in a form mean+error. The solution associated
to non-perturbed data Ay, pg, and «q is denoted by ug.

Our goal is to give computable estimates of the radius of S(A4) (we denote
this quantity by rs). The value of rs has a large significance for practical
applications because it shows an accuracy limit defined by the problem state-
ment. Attempts to find approximate solutions having approximation errors
lesser then rs have no practical sense.

The generalized statement of Problem (P) is as follows: Find u € Vj such
that

a(u,w) =l(w) Yw € Vp, (5)

where space Vp and functionals a : Vj x Vo — R and [ : Vi — R are defined
by the relations

Vo i= {we H'(2) | w,, =0},

a(u, w) ::/ AVu~dex+/ puwdm—i—/ ouw ds,
0] ] I3

I(w) ::/fwdx—i—/ Fwds+ [ Guwds.
0] I I3
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We assume that
alé? < Ag-e<wlé? vEeR!  on g,
Cy < po < C2 on {2,
3 < < ¢ on Iy,

where ¢; > 0. In view of the above-stated conditions, the “mean” problem is
evidently elliptic and has a unique solution ug. The condition

0§51<Qu i:1a273a

guarantees that the perturbed problem remains elliptic and possesses a unique
solution u.

For each A,p,a € A, the corresponding problem of P(A) is natural to
analyze using the (energy) norm

|\|v|\|?4’p’Cy = a(v,v) :/ AVv-Vvdx—l—/ pv? dx—i—/ av?ds.  (6)
n 0 I3

For the sake of simplicity we will also use an abridged notation |Jv| for the
norm [[vf|4,p,«. For the “mean” problem, we use the norm |[v|| ,,p0,a0, Which
is also denoted by [|v]|o. It is easy to see that the norms ||v|lo and [v|| are
equivalent and satisfy the relation

Cllol* < flvli§ < Clloll?, (7)

where

C:= max and C:= min - i (8)
ie{1,2,3} ¢, — 6 i€{1,2,3} ¢; + 0;

These constants C and C depend only on the problem data and indeterminacy
range. They play an important role in our analysis.
Now, we can define the quantity we are interested in
rs := sup |Juo — @o. (9)
acs

A normalized counterpart of rs is defined by the relation

o lwe = allo
Fs 1= sup —————
aes Jluollo

2 Lower Bound of rg

Problem P has a variational statement and the solution « can be considered
as a minimizer of the functional

J(v) = %a(v,v) —1(v)
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on the set Vy. Using this statement, we can easily derive computable lower
bounds of the difference between u and an arbitrary function v € V4 in terms
of the energy norm (see [5] where such bounds have been derived for a wide
class of variational problems).

First, we use the identity

lu—vl? = a(u = v,u —v) = 2(J(v) = J (u)), (10)

which for quadratic functionals is established in [4]. Let w be an arbitrary
function in Vj. Then,

JW) = J(u) > J(v) = J(v + w)
and by (10) we conclude that
lu —v||* > —a(w + 2v,w) + 2(w) Yw € V. (11)

We note that for w = u — v the estimate (11) holds as equality, so that there
is no “gap” between the left- and right-hand sides of (11). The right-hand
side of (11) is explicitly computable. It provides the so-called functional error
minorant, which we denote by Mg’p “*(v,w) (if no confusion may arise, we
also use a simplified notation Mg (v, w)). This functional serves as the main
tool when deriving the lower bound of rs.

Theorem 1. Assume that all the assumptions of Section 1 hold. Then

g > C sup M (ug, w), (12)
weVy

where w is an arbitrary function in Vy and

MZS (ug, w) ::—H|w|\|(2)+51/ Vw + 2V [Veo| da
2

+52/ l(w + 2uo)w|de + 55 | |(w+2u0)w|ds. (13)
0 I

Proof. We have

rs = sup [lug — iflo > C'sup [Jug — al. (14)
ueES weS
On the other hand,

sup [luo — 11\”2 = sup { sup Me(uo,w)}
ueS aeS \(weVy

= sup { sup Mg’p’a(uo,w)}

weVy | A€EAA,pEA,,aEA,
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and we conclude that

r% > C sup { sup Mé’p’a(uo,w)} ) (15)

weVy | A€Aa,pEA,, €A,

Now our goal is to estimate the right-hand side of (15) from below. For this
purpose, we exploit the structure of the minorant, which allows to explicitly
evaluate effects caused by indeterminacy of the coefficients.

It is easy to see that the minorant can be represented as follows:

N@%%mmﬁ:_/kmﬁﬂﬂwvw+2vavww
2

- /Q(Po + 621, ) (w + 2up)w dx
- / (ap + 016 (1 + 2u0)w ds + 20(w).  (16)
Is
Note that

/ (AoVug - Vwdz + pouow) dz +/ apuow ds = l(w).
n I3

Hence,

M‘é’p’a(uo,w) = —/ AoVw - Vw dx — / pow? dx — / agw? ds
n [0} I3
— & / U (Vw + 2Vug) - Vwdz — 52/ Yp(w + 2up)w dz
Q Q

=03 | Yalw+2up)wds (17)
I3

and we obtain

A,p,
sup MEP (ug, w) = —[lw||3
A€da,pedy acda

+ 91 sup / U (Vw + 2Vug) - Vwdx + d2 sup /wp(w—i—Quo)wdx
|w|<1J0 [hp|<1 /02

+d3 sup Yo (w + 2up)wds.  (18)
M"a‘gl Is

The integrand of the first integral in the right-hand side of (18) can be pre-
sented as ¥ : 7, where

T =Vw® (Vw + 2Vuy)
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and ® stands for the diad product. For the first supremum we have

3?5{4“717@} :/Q|T|dx. (19)

Analogously, we find that

sup / Pp(w + 2up)w da < / |(w + 2ug)w| dx, (20)
[¥p|<1J 02 2

sup / Yp(w + 2up)wdr < [(w + 2up)w| ds. (21)
[Yal<1/02 I’

By (18)—(21), we arrive at the relation

sup MA9 (g, w) = —[Jwll? + 61 / (Y + 2Vug) ® Vo dae
Ap,«a 2

+52/ (w4 2ug)w|dx 4+ 63 | |(w+ 2up)w|ds, (22)
n I3

which together with (15) leads to (12).

Theorem 1 gives a general form of the lower bound of rs. Also, it creates
a basis for practical computation of this quantity. Indeed, let Vy, C Vj be a
finite dimensional space. Then

7"% > C sup MZ (ug,w). (23)
weVpp

It is worth noting that the wider set Vj;, we take the better lower bound of
the radius we compute. However, as it is shown below, a meaningful lower
bound can be deduced even analytically.

Corollary 1. Under assumptions of Theorem 1,

re > Crég and 7% > Cigg, (24)
where
2 \Huo\l\f% o2 2
TS = > luoll (25)
7 Juwoll = fluol} = 1-0771
where
luoll3 := 611V uoll% + dalluollE + dsluoll?
5§ =01 ol 2(|Uo|| 3lluoll
and P
©:= min -—.
i€{1,2,3} G;

For the normalized radius, we have

. o?
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Proof. Use (12) and set
w = Aug, (27)

where A\ € R. Then we observe that
1% > C(=N?Jluolly + A + 2)[luoll3) - (28)

The right-hand side of (28) is a quadratic function with respect to A. It attains
its maximal value if
Muolld = A+ 1)[luoll3,

that is, if
2
N U
luolld — luolls

Substituting this A\, we arrive at (25). Note that

loali = [ (AoVuo- T+ pon e+ [ aguods
2 I

2/(91Vu0~Vu0 —|—gzu(2))dx—|—/ csup ds
n I
> 61| Vol + 82lluoll% + dalluollF, = lluoll,  (29)

so that A (and the respective lower bound) is positive. Moreover,

] ] ]
luoll? > _—1/ AoVug - Vug dx + _—2/ poudde + = | agulds
1 Jqo C2 Jn C3 Jry
> Ofuoll3.  (30)

Also,

lluollg — lluoll3

:/(AO—(SlI)VU-Vvdx—F/(00—52)v2dx+/ (g — 83)v? ds
n 0 I3

1) 1) 1)
> (1—_—1>/AOVU-VvdJ:+<1—_—2>/povzdx—|—<1—_—3>/ agv? ds
C1 0 Co 0 C3 s

0
> max (1 - g) luolld = (1 — O)luoll3.  (31)

i=1,2,3

By (30) and (31), we arrive at the relation

2 92 2
Tse 2 mmuo I5, (32)

which implies (25) and (26).
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3 Upper Bound of rg

A computable upper bound of rs can be derived with the help of a posteriori
error majorant of the functional type, which are derived by purely functional
methods without attracting any information on the mesh and method used.
For a wide class of problems they were derived in [5-7] by variational tech-
niques and in [7,9,10] by transformations of integral identities (see also the
papers cited therein). Below we derive functional error majorant for our class
of problems using the latter method based on transformations of the respec-
tive integral identity. After that, we use it’s properties to derive the desired
upper bound in Section 3.2.

3.1 Error Majorant
Let v € V) be an admissible approximation of the exact solution u (generated

by A, ¢, and «). From (5) it follows that for any w € V}

a(u—v,w)z/fwdx+ Fwds+ | Gwds
0 I I3

—/AVU-dex—/pvwdx—/ avw ds
n n I3

—i—/ﬂ(div(y)w—i—gwa) dx—/F2 (y-v)wds, (33)

Uls

where v denotes unit outward normal to I" and
y € H(div, ) :={y € H(div,2) | y-v € L*(IL U I3)}.

We note that the last line is zero for all y € H(£2,div) (in view of the
integration-by-parts formula). We regroup the terms and rewrite the relation
as follows:

a(u —v,w) =11 + Iy + I3 + Iy, (34)
where
him [ rguds = [ (7= po+ diviy)w de,
N 2
b= [ rawgodsi= [ (G-av-y-v)uds
n I
I3 ;:/ (F—y-v)wds,
I
Iy ;:/(y—AVv)-dex.
0
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Now we can estimate each term separately by the Friedrich and trace
inequalities (which holds due to our assumptions concerning {2). We have

lwlle, < C12)[Vwllg Yw € Vo,
lwll3 r, < Co(2, D)|wls,  Vw € Vo,
lwll3.r, < C3(2,Ts)[wlf,  Vw e V.

When estimating the integrands of I; and I, we introduce additional
functions p1 and pg, which have values in [0, 1]:

I :/Q%rl(v,y)\/ﬁwdx-i-/n(l—Nl)rl(vvy)w‘m

1/2
lv/pwlle + o1 (1= p)r (v, )]0 (/ AVw-dex>
0

Jtges],

and
M2
12:/ o,y \/_wdx—l—/ 1 — p2)re (v, y)wdx
[ o (1= pa)rofon)
H\/aw”FS
3

H —=72(v,y)

1/2
+|(1 = p2)ra(v,y)|| o3 (/ AVw - dex) ,
17}

and

1/2
I <||F—y-v|no2 (/ AVw~dex) ) (35)
I7)

/ \/c1 )Ca (2, I) Us:\/clm)cg(n,&)_

We note that a similar approach was used in [9] for the reaction—diffusion
problem and in [10] for the generalized Stokes problem. In these publications
it was shown that splitting of the residual term (performed with the help of a
single function u) allows to obtain error majorants that are insensitive with
respect to small values of the lower term coefficient and at the same time
sharp (i.e. have no irremovable gap between the left- and right-hand sides).
In our case, we have two lower terms, so that we need two functions p; and
12 to split the respective residual terms.
The term I, is estimated as follows:

where

1/2
I4 < D(Vo,y)? </ AVw - Vw da:) ; (36)
17
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where

D(Vu,y) = /Q (y — AVv) - (Vo — A~1y) da. (37)

We collect all the terms and obtain
a(u—v,w) < (D(V0,9)"2 + 01| (1 = ) (v, )l

1/2
T oal(L = pa)raw, )l + 02| F —y- vl (/ va«udx)

H—m o) Ivaulo+ H— v,9)

H\/Ewllrg- (38)

Set w = u — v and use the Cauchy—Schwartz inequality

Then, we arrive at the estimate

flu —vl* < (17(Vv7y)1/2 + o[ = p)ri(v,9)lle

2
+ 03(1 = p2)ra(v,y \|r3+az||F yvin)

H—rl v,Y) H ra(v,y) (40)

I

It is worth remarking that the estimate (40) provides a guaranteed upper
bound of the error for any conforming approximation of the problem (1)—(4).
The estimate has a form typical for all functional a posteriori estimates: it is
presented by the sum of residuals of the basic relations with multipliers that
depend on the constants in the respective functional (embedding) inequalities
for the domain and boundary parts.

However, for our subsequent goals, it is desirable to have the majorant in
a form that involve only quadratic terms. Such a form can be easily derived
from (40) if we square both parts and apply the algebraic inequality (39) to
the first term (with multipliers 7; > 0, ¢ = 1,2, 3,4). Then, we obtain

bu = vl? < k(N D(Vv, ) + 201 = a)rs (0,9)]%
+all(1 = p2)ra(0,9) |3, + 2l F =y vlE,)

2 , (41

2
+ L2t

[
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where ) ) )
1 o o o
71 Y2 V3 Y4

We note that (41) coincides with (40) if

v =71 := D(Vo,y)~1/2 (42)
g

M2 =% m);ll(v,y)lg’ (43)

=% —52>r22<v,y>|r3’ 44)

V4 =Ta = m (45)

Certainly, the estimate (41) looks more complicated with respect to (40).
However, it has an important advantage: the weight functions u; and ps
enter it as quadratic integrands, so that we can easily find their optimal form
adapted to a particular v and the respective error distribution.

In the simplest case, we take py = po = 0, which yields the estimate

lu=vl? < 5 x (mD(Vo,p) + 2l (0,9)1%
+llra (o, ) IF, +ullF =y v ). (46)

Another estimate arises if we set 1 = po = 1. In this case, the terms with
factors o1 and o3 in (40) are equal to zero, so that subsequent relations do
not contain the terms with multipliers formed by 72 and 3. Hence, we arrive
at the estimate

1 0'2>
2 3 2
u—oll* < —4+—=] x D(Vv,y) + F—vy-v
\H H| (’71 v (71 ( Y) + 74 H Yy I Iy )
2

(47)

2
+Hir2<vy>
o Va7

+ S
—=Tr1\v,Yy
VP Is

The estimate (47) involves “free” parameters ; and 74 and a “free” vector-

valued function y (which can be thought of as an image of the true flux).

There exists a combination of these free parameters that makes the left-hand

side of the estimate equal to the right-hand one. Indeed, set y = AVu. Then

r(v,y) =plu—v)  in,
ro(v,y) = alu —v) on I3,
F—-—y-v=0 on Ih
and we find that for v4 tending to infinity and for any 1 > 0 the right-hand

side of (47) coincides with the energy norm of the error. However, the estimate
(47) has a drawback: it is sensitive with respect to p and « and may essentially
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overestimate the error if p or a are small. On the other hand, the right-hand
side of (46) is stable with respect to small values of p and «. Regrettably,
it does not possess the “exactness” (in the above-discussed sense) because it
may have a “gap” between the left- and right-hand sides for any y.

An upper bound of the error that combines positive features of (46) and
(47) can be derived (as in [9,10]) if a certain optimization procedure is used in
order to select optimal functions p1 and ps. If y is given, then optimal p; and
w2 can be found analytically. It is not difficult to see that p; must minimize
the quantity

/Q <I€’)/2(1 —m)*+ %ﬁ) 1 (v, y)? de. (48)

The quantity attains its minimum with

2) = pP () = —— 2 in . 49
(o) = i @) 1= (49)
Similarly, we find that the integrals associated with I attain minimum if
2) = pP(z) = ——% __ on I3 50
pa(w) = (@) = Py on I (50)

Substituting these values to (41) results in the estimate

2

VE2sp +1

= v? < & [ ND(Vo,y) + 7o | Y220 (0,)
ky2p+1
Q
2
K2ysa+ 1 )
_— F—vy- . 51
R e 0] IR LS P
3

Remark 1. For practical computations, it may be easier to use (41) and di-
rectly minimize its right-hand side with respect to pu;, 7;, and y using the
following iteration procedure:

Step 1. Keep 7; and p; fixed in (41) and minimize resulting quadratic func-
tional of y in suitable finite subspace. This task can be reduced to
solving a system of linear equations.

Step 2. Compute ~7*".

Step 3. Compute 15" ¢

We denote the right-hand side of (41) by Mg(v,y,~, p1, p2). This error
majorant provides a guaranteed upper bound of the error, i.e.
mu_U‘HQ < M@(”a%%ﬂh/ﬂ) (52)

It is exact (in the above-discussed sense). Indeed, for y = AVuand p; = pg =1
we obtain

and repeat from Step 1.

inf Mg (v, AV, 7, 1,1) = [lu — ]l (53)
~vi >0

Also, it directly follows from the structure of (51) that the right-hand side is
insensitive to small values of p and «.
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3.2 Upper Bound

In this section, we derive an upper bound of rg. For this purpose, we use the
majorant Mg (v,y,~, 1, t2). Since the majorant nonlinearly depends on A,
p, and «, taking supremum over the respective indeterminacy sets imposes
a more complicated task than that for the minorant. For a class of diffusion
problems this task was solved in [5, 8]. Below, we deduce a simpler estimate,
which can be easily exploited in practical computations and serves as a natural
counterpart for the lower bound derived in Corollary 1.

Proposition 1. Assume that all the assumptions of Section 1 hold. Then

1% < Crgg and 7% < Cigg, (54)
where 9 2 2
e = — [ Vuolld + —2fuold + —2fuolly,  (55)
@ c1 — o1 Cy — 02 c3 — 03 ?
and 52
Fog = max ————. (56)

i€{1,2,3} ¢;(c; — 0;)

Proof. By properties of the majorant, we have

~ A,p,
§HPIIUO—u|2=§up{ nf M0 (uo,y%m,uz)}

= = YsHiyYj
< inf { sup Mg’f”“(uo,y,%ul,uz)} .
ymiYi (A,p,a
Applying (7), we obtain
7‘% <C inf { sup Mg’p’a(uoyy,%ﬂl,ﬂz)}. (57)
YilisYj A,p,a

Our task is to explicitly estimate the term in brackets. For this purpose, we
estimate from above the last two terms of the majorant and represent it in
the form

A,
Mg (uo,y, 7, pa, p2)
2

2
M1
1— 24 M
Yah( p1)? + H(QQ 52) r1(v,y)

e

Now, we find upper bounds with respect to A € A4, p € 4,, and a € A,
separately.

<k (71D(Vv, y) +

9]

2
+ylF —y-v |%2>- (58)

I3
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First, we consider the term D generated by A and A~

sup D(Vug,y) = sup /(A0+51W)_1|(A0+6W)Vu0—y|2d:r
A€Aa |w|<1J 82

sup {\|Aowo—y|\2+251 / Wuo-<Aowo—y)dxw%nwwou?}
¢ — 01 |w|<1 n

1
T —61

(140700 ol + 21 [ 190l [40Tu0 — vl o + 8ol . (59)
For the term related to the error in equilibrium equation, we have

sup |7} (uo, y) || = sup /(f— (po + S2t2)ug + divy)® da
peEA, |[a]l<1J 02

= sup / (divy — div(4AgVug) — 521/)2u0)2 dx
[2]<1

< || le(y — AOVUO)H?} + 2(52/ |d1V(y — AoVUO)| ‘UO‘ dx + (52”’&0”2. (60)
2

Similarly, for the term related to the error in the Robin boundary condition
we have

sup 175 (w0, )17, <

acy

ov

4—253J/
I3

It is clear that for y = yo := AgVug, the estimates (59)—(61) attain minimal
values. In addition, we set in (58) u1 = pe = 1 and find that

H d(y — AgVuo) ?

I
8(y — AoVUo)

SO0 fuo] ds + 8ol (61)

Mgvﬂ»a (an AOVUOa 7> 1? 1)

821 52 52
<f€( IIV 0Hn+ H 0Hn+ =5 |u0|2r3>~ (62)
C — 3

Now we tend 7o, 3 and 4 (which are contained in I€) to infinity. Then, (62)
and (57) imply (55). An upper bound for the normalized radius follows from
the relation

MEP (ug, AgVug, v, 1,1)

62 2
< AVug - Vu, d:r—l—— U 2—1——3 QU
< _51/ - dr + s powollh + s ol

2

o; 2
< max S Uy
T ie{1,2,3} Qi(gi_éi)m ol

which leads to (56).
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Remark 2. The normalized lower bound in Corollary 1 is less than the upper
bound established in Proposition 1. Indeed, using

AN s\ . C;
1 — min — =|max|1l—— = | min —
i G i C; i G —0;
to 7%, we arrive at the following relation between bounds:
5 67
CiZg (m?X i3 > <m?x cilei—8) >
P2 2 _
Crsg (mlln Eﬁth) (miin %2) (mlln Eie_"(si)
(e 250) () (%) () (™)
= ( max max ————— max —— max — max —— .
i — 6 ioci(e — i) @ Ci i 67 @ Ci

Maximums can be estimated from below by setting ¢ = 1 everywhere. The
expression simplifies to

— o o
C?:‘QS@ N a1 (01 +(51) >, (63)
Qrse ¢ \¢ — 0
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Summary. This paper is concerned with computable error estimates for approxi-
mations to a boundary-value problem

curlp teurlu + k*u =3 in 2,

where 4 > 0 and x are bounded functions. We derive a posteriori error estimates
valid for any conforming approximations of the considered problems. For this pur-
pose, we apply a new approach that is based on certain transformations of the basic
integral identity. The consistency of the derived a posteriori error estimates is proved
and the corresponding computational strategies are discussed.

Key words: A posteriori estimates, the Maxwell equation, guaranteed bounds of
approximation errors

1 Introduction

Boundary-value problems related to the Maxwell equation are interesting from
the mathematical viewpoint and arise in numerous applications. Existence and
regularity properties of solutions and viable methods of approximation are well
investigated and presented in the literature. Approximation methods for the
Maxwell equation were investigated in, e.g. [5,6,8,11]. A posteriori estimates
were obtained in [1] in the framework of the residual approach and in [2] with
the help of equilibrated approach. A posteriori estimates for nonconforming
approximations of H (curl)-elliptic partial differential equations were studied
in [7].

In this paper, we derive consistent a posteriori estimates by a different
method, which is based upon purely functional analysis of the problem in
question and do not attract specific properties of approximations or exact
solutions. Earlier, such type of methods were applied to many other classes

W. Fitzgibbon et al. (eds.), Applied and Numerical Partial Differential Equations, 199
Computational Methods in Applied Sciences 15, DOI 10.1007/978-90-481-3239-3_15,
(© Springer Science+Business Media B.V. 2010
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of boundary-value problems (see [10,12,13,16] and the references therein).
The so-called functional error majorants derived by this techniques are able
to estimate the error for any conforming approximation of the exact solution.
We show that for the Maxwell type problem (1) such estimates follow from
the corresponding generalized statement (integral identity), which defines a
weak solution to the problem. The integral identity can be transformed in
various ways. The more sophisticated methods of transforming (3) we apply
the better estimates of the difference between an approximate solution v and
the exact one u we obtain.

The outline of the paper is as follows. Section 2 contains definitions and
the generalized statement of the primal problem. In Section 3, we derive a
posteriori error estimate of the first type using the simple modus operandi. For
problems with £ > 0 the respective estimate is presented in Proposition 1. This
estimate consists of two parts related to errors in the duality relations and in
the differential equation and contains no geometrical constants. An important
property of this estimate is that it gives a guaranteed upper bound of the
error, which is as close to the exact error as it is required provided that the
parameters of the majorant are properly selected. However, as the estimates
derived for the reaction-diffusion problem the estimate looses the efficiency
for small . In Section 4, we derive another upper bound of the error, which
is insensitive with respect to small values of the coefficients. This estimate
contains global constants that depend only on 2. Regrettably, we cannot
prove that error majorants established in Propositions 2 and 3 are equal to
the corresponding error norms if the “free” function y is properly selected.
Thus, the estimates exposed in Sections 3 and 4 has certain drawbacks that
may affect practical efficiency of error estimation. A way out is presented in
Section 5, which is devoted to establishing a more general error majorant. The
latter encompasses majorants derived in the previous sections as special cases.
The majorants defined in Propositions 4 and 5 are also insensitive with respect
to small values of the coefficients and as the estimate obtained in Section 3
have no gap between its right- and left-hand sides (so that a computable upper
bound of the error can be as close to the exact error as it is required).

2 Notation and Basic Relations

We consider the simplest version of the Maxwell equation
curl g~ eurlu + k?u =5 in £, (1)

where {2 is a bounded domain in R?, j is a given current density, and s is the
permeability of a medium (may be a positive constant or a positive bounded
function). The case k = 0 corresponds to stationary transverse magnetic (TM)
or transverse electric (TE) equations that arise if one of the components of
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the electromagnetic field is excluded (e.g., see [8,11]). The equation (1) with
positive k arises in semidiscrete approximations of the evolutionary Maxwell
problem.
On I the condition
nxu=0 (2)

is stated. Here, n denotes the unit outward normal to I". By V({2) we denote
the space H ({2, curl), which is a Hilbert space endowed with the norm

1/2
et == (Jw]]? + || curlw]|2) 2.

Here and later on, the symbol := means ‘equals by definition’ and || - || stands
for L?-norm of scalar- and vector-valued functions.
The generalized solution u € Vj is defined by the integral relation

//flcurlu-curlw—i-/fu-wdx:/j-wdx, (3)
Ie) Ie)

where u - w means scalar product of vector-valued functions v and w and
Vo:={w eV |wxn=0ondNR}.

Henceforth, we assume that j satisfies the condition

/j-ngda::O Vo e HY(Q) (4)
(9]
and
0<ps < @) < pe, (5)
0 < kg < k(x) < Kg. (6)

By scaling arguments, we can set pug = 1 without a loss of generality.

Our goal is to derive computable estimates of the difference v — v where
v € Vp is a function viewed as an approximation of u. Estimates are obtained
for the weighted energy norm defined by the relation

w2, 5 == /Q(’y\ curlw]? + §Jw]?) dx.

The derivation method is based on transformations of the integral relation (3).
It does not use specific properties of the exact solution or its approximation v
(e.g., Galerkin orthogonality). Therefore, the estimates are valid for conform-
ing approximations of all types regardless of the numerical method applied for
their construction. These estimates belong to the class of functional a posteri-
ori error estimates that has been derived for some other elliptic and parabolic
problems (see [10,13,16] and the references therein).
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3 A Posteriori Error Estimates of the First Type

3.1 Upper Bound of the Error

Proposition 1. Assume that k > 0 and v € Vj is an approximation of u. For
any y € H(§2,curl) the following estimate holds:

2
+ [t 2d(v, )1, (7)

1
= s < M) = | 2r000)

where
r(v,y) :=j — curly — kv,

d(v,y) ==y — p~*curlw.
Proof. From (3) it follows that
/ (™" eurl(u —v) - curlw + £*(u —v) - w) da
Q
= / (j-w—p teurlv - curlw — k%0 - w)de.  (8)
Q

Take y € H({2, curl) and use the identity
(curly) - w = div(y x w) + y - curlw. 9)

Since

/Qdiv(yxw)dx:/{mn-(yxw)ds:/ y-(wxn)ds=0,

on

we find that
/(curly~w—y-curlw)daj20 Yw € Vp. (10)
?)
By (8) and (10) we obtain
/ (™" eurl(u —v) - curlw + £*(u — v) - w) dz
2

:/(j—curly—mzv)~wdx+/(y—,u_lcurlv)-curlwdx. (11)
Q 10

Set w = u — v and estimate two integrals in the right-hand side by the Holder
inequality. We have

ls(w =) + a2 (0, ) 12 curl(u - v)

B

1
|[U - UH%}L717K,2) < HEI‘(’va)’

which implies (7).
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The estimate (7) shows that the distance between u and v measured in
terms of the weighted norm |[u—v]|(,-1 2y is bounded from above by the sum
of two residuals r(v, y) and d(v,y) that are associated with the decomposition
of (1), which has the form

curlp + x*u — j = 0,

1

p=p " curlu.

We note that the estimate (7) has no gap between its left- and right-hand
sides. Indeed, if we set y = p~! curlu then

ln'2d(v, y)ll = [~/ curl(u — v)]

and )
ngw,y)H S

so that (7) holds as the equality. However, for small x the estimate becomes
sensitive with respect to r(v,y) and may loose practical efficiency if the value
of this residual is not much smaller than r(v,y).

Remark 1. If k > 0 only in 24 C (2, then (11) can be transformed as follows:
/ (™" eurl(u — v) - curlw + £*(u —v) - w) da
Q
= / (j — curly — %) - wdx —|—/ (y — p~tcurlw) - curlw dz,
24 Q

which implies the estimate

2

+ [l *d(v, ).
24

1
=l < | 1000

3.2 Lower Bound of the Error

A lower bound of the error norm is derived by the following arguments. First,
we note that

sup / (,ul curl(u — v) - curlw
weVy J 2
2 Lo 2
—|—/fw~(u—v)—§(,u curlw - curlw + k“w - w) | dz
—1 Lo
< sup pweurllu —v) T ——pTTeT
) 2

TEL?(02,RY)
weL?(02,R%)

1 1
+ &*w - (u—v) — §ﬁ2w . w> dx = §|[u - v]\%“_1752).
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On the other hand,

sup / (,u_l curl(u — v) - curlw
weVy J R

1
+r2w - (u—v) — 5(,“_1 curlw - curlw + 2w - w)) dx

> /Q <u_ curl(u — v) - curl(u — v)
+ K2 (u—v) - (u—v) — %(,u71| curl(u — v)|* + K?|u — v|2)> dx

1
= 5“’& - ,UH%/L717K,2)'
Thus, we conclude that
1 2 -1
Slu—l[{,-1 42y = sup = curl(u —v) - curlw
2 ’ weVy J 2
1
+ k2w - (u—v) — E(M_l curlw - curlw + 2w - w)) dz.
By (3), we obtain
[u = ][Z, 1 2y = ME (v, w), (12)

where

ME (v, w) == /Q(Qj cw — p Y eurlw|? — K2 w]?
—2u~ teurlw - curlw — 2620 - w) dx.

For any w € Vj the quantity M2 (v, w) provides a lower bound of the error.
Certainly, the sharpest bound is given by the quantity

M2 (v) == sup MZ (v, w).
weVp

It is not difficult to prove that this quantity coincides with the squared error
(to prove that it suffices to set w = u — v).

3.3 Practical Implementation

Practically computable upper (lower) bounds can be determined if minimiza-
tion of the majorant (maximization of the minorant) is performed over a
finite-dimensional subspace Vi, € V, dimVj, = k (Vo,, C Vo, dim Vy,, = m).
Then, finding the quantities

Mie (v) = inf ME(v,y), (13)
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My (v) == sup MZ (v, w) (14)

wWEVom
requires solving quadratic type minimization (maximization) problems what
can be done by standard methods.

We note that conforming approximations in V' (and in Vj) are usually
constructed by the Nédélec elements (see [9]), which are also natural to use
for the construction of Vi (and V). If Vi and Vp,,, are limit dense in V' and
Vb, respectively (for k,m — +00), then it is easy to prove that

Mk@(v) - \[u — 7]”(#717,,@2) and Mm@(v) - |[u - UH(#717H2).

The ratio
Mye(v)

T 1= ————

Mg (U)

is, indeed, computable. It shows the efficiency of the error estimation.

4 A Posteriori Error Estimate of the Second Type

In this section, we derive a posteriori estimates of a more general type as-
suming that k is a positive constant. By the Helmholtz decomposition of a
vector-valued function, we represent the exact solution u

UZUO‘FV%

where ug is a solenoidal vector-valued function and ¢ € H L(£2). Since
curl Vi) = 0, we rewrite (3) as follows:

//uflcurluo-curlw—i—/iz(uo—i—vw)~u)dx:/j~u)dx. (15)
7 f?)

Next, we make the same decomposition for the trial function and set w =
wo + V. Recall that

/j-V¢dx:/u0~V¢dx:/w0~V1/de:0.
Q Q 2
We observe that

/ (p= ! eurlug - curl wy + K2ug - wo + K2V - Vo) do = / jrwodzr. (16)
Q Q
In (16), we set wo = 0 and ¢ = . We find that ||V¢| = 0. Hence, u is a
divergence-free function.

We use this fact to rearrange (11) in a different way. We have

/ 1(0,y) wdz = / 1(0,9) - (w0 + Vo) dz < [c(v,9) | (lwoll + I Vol) . (17)
N

(9]



206 P. Neittaanméki and S. Repin

Note that ¢ satisfies the relation

/ V¢~V(Edmz/w-Vadx:—/(divw)gdx Vo € Ioil(Q), (18)
2 2 2
which implies the estimate

Vo] < C1(2)] divwl, (19)

where C1(£2) is the constant in the Friedrich inequality for the domain (2. For
solenoidal fields we also have the estimate (see, e.g. [4,8,18])

lwol| < Ca2(£2)]] curlwy|| = Co(£2)] curl w]|. (20)

Hence,

/Qr(vvy) wdz < |r(v, y)[| (C1(2)[| div w|| + C2(£2)]| curlw]]) (21)

and we arrive at the estimate

/Q(;fl| curl(u — v) > + &%|u — v|?) dz
< ([d(v,»)ll + C2(2)x(v, y)) || curl(u — v)||
+ CL(2)[lr (v, y) [ div(u —v)|| < % (ld(v, )| + Ca(2)r(v, y)|)?
+ é” curl(u — )| + CL(2)||r(v, y) ||| dive], (22)

where a > p.
Hence, we arrive at the following result:

Proposition 2. If k is a positive constant and v € Vo N H(£2,div) then for
any y € H({2, curl)
[u —o]? < = (v, )| + Co(2) x(w, )]
(3-2)w) = 7 ? ’
+ Cr(Q)r(v,y)[[ divoll. (23)

T =

If dive = 0, then the estimate is simplified and has the form

sy ) < 2 (0] + Co(@ra)l).  (24)

m

We can use a somewhat different way and estimate the first term in the
right-hand side of (11) as follows:

[ xw0) wds < x(wg)| (@) dive] + Ca(@plfn~ 2 curl )
2
(25)
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Set w = u — v and note that div(u — v) = divv. Then we obtain

[ = v][fu1 o2y < CL2) [ div ]l [x(v, )]

+ (Co(2ul* I, ) + a2, )] ) 2 curl(u = v)|
< C1(Q)] div ol r(v,y)|

1/2
+ (oD e, )+ 152, ) [~ el 2y (26)
and arrive at the following result.

Proposition 3. If k is a positive constant and v € Vo N H(£2,div) then for
any y € H(£2,curl)

R R2
I = 0]l um1,02) < Ma(v,y) = 72 + m, (27)

Ry = Ci(Q)| divolfr(v, y)ll

where

and
Ry := Co(Q)p?(|r(v, )| + [|2d(v, )]

If, in addition, divv = 0, then
[u = v][(u=1,62) < Ra. (28)
Remark 2. If k = 0, then (28) has the form
|t curl(u — v)|| < Ra. (29)
For k = 0, this estimate was earlier derived in [14,15].

The estimates (23) and (27) are insensitive with respect to small values of
k (what differs them from (7)). However, we made a certain overestimation of
the right-hand side in the last transformation of (22). Therefore, we cannot
guarantee that this upper bound has no gap (substitution of y = p~! curlu
does not make the respective right-hand sides equal to the error).

5 A Posteriori Estimate of the Third Type

5.1 An Advanced Form of the Error Majorant

To derive upper bounds that possess all positive features of the estimates of
the first and second types we use a more sophisticated method.
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Proposition 4. Let v and y satisfy the assumptions of Proposition 2. Then

[u =235 < ME(N, a1, 02,0, y), (30)
where

M3, 00,0.9) = Ra(Av,y) + S REO v.y) + FRE v.),
a1 and ag are arbitrary numbers in [1,+00),
(-2 (L)
aq Q2
A€ I = {A € L>(2) | Mz) € [0,1] for a.e. x € 2},

and R;, i =1,2,3, are defined by (33)-(35).

Proof. With the help of A\ we decompose the integral identity (11) as follows
(in [17], a similar method was used for the decomposition of the reaction-
diffusion equation):

/ (" eurl(u — v) - curlw + £%(u — v) - w) dz
7
:/ )\(j—curly—ﬁzv)~wdx+/(1—)\)(j—curly—n21))~wdx
7 2

—|—/ (y — p~tcurlv) - curlwdz, (31)
2

where A € I ). Since

[#(u = o)

Xe(v,9) - (u—v) d < ||2x(0,)
/, [200)

and

[ 0=Vt (=)o
<1 = N, ) (G (@) div ol + Ca( @) a2 curl(w = v)] )
we obtain
/Q (™Y curl(u — o)) + #2Ju — of?) da
< Ry + Ryl /% curl(u — v)| + Rallw(u —v)|l, (32)

where

Ri(A,v,9) = CLE)I(1 = A)r(v, y)l[] div o], (33)
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Ro(v,3) = Co@l 10— et )l + I 2aw )l (38)
R o) = | o (35)

By applying the Young inequality to the right-hand side of (32), we obtain

1 1
/ (1——) /fl\curl(u—v)\de—F/ (1——> K2 |u—vf* dx
N (65} N (0%)

<R+ R34+ S2RE,(36)
which implies (30).
Corollary 1. If a1 = aa = 2 then (30) comes in the form
HU - ,U} |%H_1’52) < 2R1(>‘7 v, y) + R%(A7 v, y) + R§(>H v, y) (37)

The proposition below shows that the estimate (30) possesses the same
principal property as (7): it has no gap between the left- and right-hand sides.

Proposition 5. If a; = as = 2, then

[ = V[ -1 2y = Mo (v), (38)
where
M@(’U) = inf {2R1(>\,v,y) +R§(>\,’U,y) +R§(>\,’U,y)} . (39)
)\61[0,1],
y€H (2,curl)

Proof. Obviously,
Mg < 2Ri(1,v,p) + R3(1,v,p) + R3(1,v,p),
where p = ! curlu. Note that

Rl(]-,'U,p) = 07
Ro(1,v,p) = [|n~"/? curl(u — v)],
R3(1,v,p) = ||I<;(U - U)H

Therefore,

Mg = [|p= "2 curl(u — 0)|* + [l5(u — )| = |[u = 0][E, -1 2.
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5.2 Optimal Form of A

Now our goal is to derive the sharpest upper bound by defining the function
A(z) in an “optimal” way. For this purpose, we first reform (36) by introducing
positive parameters as and a4 and noting that

Q 1 .
Ri(Av,y) < SR = Nr(o,y)]2 + 5 divol?,
as
R\ 0,9) < (14 aa)C3 (2)pel(1 = Nr(v,y)|?

1
+(L»—)mwauww
ay

Therefore, (36) implies

/ (1 — i) M71| curl(u — v)|2 dx +/ (1 — i) 52|u — v|2 dx
0 ai 0 Qa2

1 « 1
< _ 2 2 2 1 1/2 2 . 2
< [ (a=22P+2%Q)s <v,y>dx+(1+—a4) S 20, 9) P+ 5 i ol

(40)

where o o
P=2CH82) + (1 + aa) G (Q)pe,
_as
@= K2’
Optimal A is defined by the relation
P

A= € [0,1]

and the respective estimate reads

1 1
/ (1——) ,ufl\curl(u—v)\zdx—i—/ (1——) w2 u —v|* dz
Q a1 Q Q2

PQ LY ar, 1/ 2 1 : 2
< +(1+— | — — . (41
_/QP—i—Qr (v,y) dx ( a4> 7 2d(o )P 4+ 5 lidivel®. - (41)

Remark 3. Note that

Q .
<min{P,Q}.

P < min{P.Q)

Therefore, the estimate (41) is insensitive to small values of k2.
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A Componentwise Splitting Method for Pricing
American Options Under the Bates Model

Jari Toivanen

Institute for Computational and Mathematical Engineering, Stanford University,
Stanford, CA 94305, USA, toivanen@stanford.edu

Summary. A linear complementarity problem (LCP) is formulated for the price
of American options under the Bates model which combines the Heston stochastic
volatility model and the Merton jump-diffusion model. A finite difference discretiza-
tion is described for the partial derivatives and a simple quadrature is used for the
integral term due to jumps. A componentwise splitting method is generalized for the
Bates model. It is leads to solution of sequence of one-dimensional LCPs which can
be solved very efficiently using the Brennan and Schwartz algorithm. The numerical
experiments demonstrate the componentwise splitting method to be essentially as
accurate as the PSOR method, but order of magnitude faster. Furthermore, pric-
ing under the Bates model is less than twice more expensive computationally than
under the Heston model in the experiments.

1 Introduction

During the last couple of decades, the trading of options has grown to tremen-
dous scale. The most basic options give either the right to sell (put) or buy
(call) the underlying asset with the strike price. European options can be
exercised only at the expiry time while American options can be exercised
any time before the expiry. Usually American options need to be priced nu-
merically due to the early exercise possibility. One approach is to formulate a
linear complementarity problem (LCP) or variational inequality with a partial
(integro-)differential operator for the price and then solve it numerically after
discretization. Since the books by Glowinski, Lions, and Trémolieres [17] and
by Glowinski [14], these problems have been extensively studied.

For pricing options, a model is needed for the behavior of the value of the
underlying asset. Many such models of varying complexity have been devel-
oped. More complicated models reproduce more realistic paths for the value
and match between the market price and model prices of options is better,
but they also make pricing more challenging. In the Black—Scholes model
[5], the value is a geometric Brownian motion. The Merton model [26] adds
log-normally distributed jumps to the Black—Scholes model while in the Kou

W. Fitzgibbon et al. (eds.), Applied and Numerical Partial Differential Equations, 213
Computational Methods in Applied Sciences 15, DOI 10.1007/978-90-481-3239-3_16,
(© Springer Science+Business Media B.V. 2010
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model [23], the jumps are log-doubly-exponentially distributed. The Heston
model [19] makes the volatility also stochastic in the Black—Scholes model.
The Bates model [4] which is also sometimes called as the Heston-Merton
model adds to the Heston model log-normally distributed jumps. The corre-
lated jump model [12] allows also the volatility in the Bates model to jump.

Many methods have been proposed for solving the resulting LCPs. The
Brennan and Schwartz algorithm [6] is a direct method for pricing American
options under the Black—Scholes model; see also [21]. Numerical methods pric-
ing under the Heston model have been considered in [8, 20, 22, 27, 35]. The
treatment of the jumps in the Merton and Kou models have been studied in
[2,3,9,10,25,32]. Pricing under the Bates model has been considered in [7]
and under the correlated jump model in [13].

In this paper, we consider pricing American call options under the Bates
model. We discretize the spatial partial derivatives in the resulting partial
integro-differential operator using a seven-point finite difference stencil. The
integral term is discretized using a simple quadrature. The Rannacher scheme
[29] is employed in the time stepping. We treat the LCP by introducing a
generalization for the componentwise splitting method in [20]. The numerical
experiments demonstrate that the proposed method is orders of magnitude
faster than the PSOR method.

The outline of the paper is the following. The Bates model and an LCP
for an American call option is described in Section 2. The discretization of
LCPs is constructed in Section 3. The componentwise splitting method is
proposed in Section 4. Numerical experiments are presented in Section 5 and
conclusions are given in Section 6.

2 Option Pricing Model

In the following, we give coupled stochastic differential equations describing
the Bates model. Then, we give an LCP for the price of an American call
option when the market prices of the volatility and jump risks are zero.

2.1 Bates Model

The Bates stochastic volatility model with jumps [4] combines the Merton
jump model [26] and the Heston stochastic volatility model [19]. It describes
the behavior of the asset value x and its variance y by the coupled stochastic
differential equations

dr = (p — A)zdt + /yzdw; + (J — 1)xdn,

1
dy = k(6 — y)dt + o/ydws, S

where p is the growth rate of the asset value, x is the rate of reversion to the
mean level of y, € is the mean level of y, and o is the volatility of the variance y.



Pricing American Options Under the Bates Model 215

The two Wiener processes w; are wg have the correlation p. The Poisson
arrival process n has the rate A\. The jump size J is taken from a distribution

1 InJ — (v —0%/2)]”
f(ﬂzmexp(— 952 >,

where ~ and § define the mean and variance of the jump. The mean jump &
is given by £ = exp(y) — 1.

(2)

2.2 Linear Complementarity Problem for American Options

We define a partial integro-differential operator L acting on a price function
u as

1 1
Lu=u, — §yaj2um — POYTUgy — Eazyuyy —(r—q—X\)xu,

10 — )y + (4 A)u— A /0 S uJry ) DA, (3)

where 7 = T —t is the time to expiry and ¢ is the dividend yield. For compu-
tations, the unbounded domain is truncated to be

(z,y,7) € (0,X) x (0,Y) x (0, 7] (4)

with sufficiently large X and Y.

The initial value for u is defined by the payoff function g(z,y) which gives
the value of option at the expiry. In the following, we consider only call options.
A similar approach can be also applied for put options. The payoff function
for a call option with the strike price K is

g(z,y) =max{x — K, 0}, 2€(0,X), ye (0,Y). (5)

The price u of an American option satisfies an LCP

{Lu >0, u>g,
(Lu) (u—g) = 0.

We pose the boundary conditions

w(©0,y,7) =9(0,y), u(X,y,7)=9(X,y), ye(0Y), )

uy(z,Y,7) =0, =€ (0,X).
Beyond the boundary x = X, the price u is approximated to be the same as
the payoff g, that is, u(z,y,7) = g(z,y) for x > X. On the boundary y = 0,
the LCP (6) holds and no additional boundary condition needs to be posed.
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3 Discretization

We approximate the price u on a space—time grid defined by the grid points
(@, 95, 7), 0<i<m, 0<j<n, 0< k<L
3.1 Discretization of Spatial Differential Operator

We use a uniform space grid with the grid steps in the z-direction and y-
direction being Az = X/m and Ay = Y/n, respectively. Figure 1 shows a
coarse space grid. A semidiscrete approximation for the price u is given by
the time-dependent grid point values

ui i (7) = u(x;, y;,7) = u(idz, jAy,7), 0<i<m, 0<j<n. (8)

We need to discretize the spatial partial derivatives in L given by

011 Ugy + 012Ugy + A22Uyy + D1Us + bouy + cu, 9)
where
1, 1,
ai] = —=yr-, a1z = —poyx, Qs = —=0"y,
11 2:9 12 Py 22 B ) (10)
by = —(r—q— Xz, by = —k(0 —y), c=r+A

The spatial partial derivatives are discretized using finite differences. For the
non cross-derivatives, we use the standard central difference approximations

1
ua:a:(xiayj77—) ~ (Al‘)Q (QU(xhyj,T) - ’LL(.’E,L - Axayj,T) - ’LL(.’E,L + Axvyj,T)) )

1
Uyy (T4, Y5, T) & e Qu(zs, y;, ) — u(x; — Az, y;, 7) — u(z; + Az, y;, 7)),

1
uz(xivijT) ~ m (’LL(.’E,L + Aw,ijT) - ’LL(.’E,L - AxvijT)) )

1
Uy(l'i,yj,T) ~ E (U(l‘z + AﬂjaijT) - U(l‘z - AxaijT)) .

(11)
Yy
Y
0 >
0 X =

Fig. 1. A coarse 17 x 9 uniform grid for the computational domain (0, X) x (0,Y).
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Fig. 2. A seven-point finite difference stencil used with a negative correlation p < 0
between the Wiener processes for the asset value x and its variance y.

In this paper, we assume that the correlation p is negative and we use a seven-
point stencil shown in Figure 2. A similar stencil has been described in [7].
For a positive correlation p, a suitable seven-point stencil is given in [20, 22].
The cross-derivative uz, is approximated by

1
Uy (T4, Y5, T) = sy u(zi, vy, 7) — u(w; — Az, y; + Ay)
—u(w; + Az, y; — Ay) — (A2) uga (i, Y5, 7) — (DY) uyy(zi, 5, 7)) . (12)

Due to additional derivative terms in (12), we define modified coefficients for
Uge and Uy, as

1A 1A
a1 = a1 + §A—za12, and a9 = ag + 54\_36“2' (13)

It is well-known that the central finite differences can lead to positive
weights in difference stencil when the convection dominates the diffusion. To
avoid positive weights, we add some artificial diffusion according to

1 1
&11 = min {Ezn,—ible,ible} (14)
and
N .- 1 1
Qo9 = min {agg, —EbgAy, ngAy} . (15)

This is equivalent to using a combination of one-sided and central differences
for the convection. The resulting matrix is an M-matrix. Its off-diagonals are
nonpositive and the diagonal is positive. It is strictly diagonally dominant
when c =7+ X > 0.

3.2 Discretization of Integral Term

The integral term due to the jumps in (3) needs to computed at each grid
point = = x;. We denoted it by

I— / w(Tzi,y, ) F(T)d (16)
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In order to perform the integration, we make a change of variable J = e*®
which leads to

I, = /00 u(e®x;,y, 7)p(s)ds, (17)

—0o0

where p is the probability density function of the normal distribution with the
mean v — §2/2 and the variance 62 given by

[s—(v— 52/2)}2> _

o) = o (-0 (18)

We decompose I; into integrals over grid intervals as

Inz,—Inz;

n—1 0o
I, = Z L ; —|—/ g(e’x;,y)p(s)ds, (19)
3=0

where

Inz;—Inxz;

hi= | u(es, . T)p(s)ds. (20)
Inz;y1—Inxz;

The price function u(z,y,7) needs to be approximated between each grid

point pair (z;,z;4+1). For this, we use a piecewise linear interpolation

Ti+1 — X Xr —X;

u(xvva) ~ u(xi,y,T) + u(xiJrl?y,T) (21)

Tit1 — T4 Ti+1 — T4

for z € [z, xj41].
By performing the integration, we obtain

“NG’Y Si’j+1—’y—(52/2 si,j—7—62/2 o
I~ 5 [erf( 573 erf 53 T4

1 bl — 4+ 62)2 =+ 822
+3 [erf (8 She 6\7;_ / ) — erf (%)} Bjzi, (22)

where erf(-) is the error function, s; ; = Inz; — Inz,,

U(JZ i+15Y, T) - U(l‘ jsYs T) U(l‘ s Y 7').13 i+1 — U(l‘ i+15Y, 7').13'
;= A% j , and §; = 2 j j J

Tjt+1 — Ty Lj+1 — Ly
(23)
3.3 Semidiscrete LCP
The space discretization leads to an LCP
u,+Au+a>0, u>g, (24)
(1, + Au+a)"(u—g) =0,
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where A is (m+1)(n+1) x (m+1)(n+ 1) matrix, a is a vector resulting from
the second term in (19), u and g are vectors containing the grid point values
of the price u and the payoff g, respectively. In the above LCP, the inequalities
hold componentwise. The entries in the rows of A corresponding to the grid
points on the boundaries x = 0 and x = X are set to zero. The submatrix of
A corresponding to the grid points not on the boundaries x = 0 and z = X
is an M-matrix. When the numbering of the grid points first goes through the
grid points in the z-direction and then in the y-direction, the (n+1) x (n+1)
diagonal blocks of A are essentially full matrices due to the jump term.

3.4 Time Discretization

We use the Rannacher scheme [29] with nonuniform time steps. It takes a few
first time steps with the implicit Euler method and then it uses the Crank—
Nicolson method. This leads to better stability properties than using just the
Crank—Nicolson method. The solution vector u is approximated at times

k 2
—| T k=0,1,2
(2l> ’ 07 ) 737

E—2\?2
STE)Y T k=451
<l—2> ) 757 )

(25)

In order to simplify the following notations, we define time step sizes At =
Th+1 — Tk, k=0,1,..., 0 —1.

In order to simplify the notations in the following, we denote by
LCP(B, u, b, g) the linear complementarity problem

(26)

(Bu—b)T(u—-g)=0.

The Rannacher time stepping leads to the solution of the following se-
quence of LCPs:
LCP(BH*HD ul D) p*Hl) g), (27)

where u®®) denotes the vector u at the time 75. For the first four time steps
k=0,1,2,3, we use the implicit Euler method defined by

B*H) =14+ Ar A and bt = Anu® — Ara. (28)

The rest of the time steps k =4,5,...,l — 1 are performed using the Crank—
Nicolson method defined by

1 1
BHHD — 14 §ATkA and b+ — <I - §ATkA> u®) — Arca. (29)
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4 Componentwise Splitting Method

Componentwise splitting methods are inspired by ADI (Alternating Direction
Tmplicit) schemes which were introduced in [11, 28]. Instead of treating a
part of operator explicitly, we use fully implicit splittings considered in
[15,16,24,33], for example. For the Heston model, the componentwise split-
ting method were introduced in [20] with a positive correlation p. In [7], the
splitting method was considered in the case of a negative correlation.

The matrix A is split into three matrices which correspond to the cou-
plings in the x-direction, y-direction, and diagonal direction. Figure 3 shows
the matrix splitting and also the corresponding splitting of the finite dif-
ference stencil. The simplest fractional step method based on the implicit
Euler method is given in Figure 4. The formal accuracy of this method is
O(ATl_l) =0 (%)

We increase the accuracy of the splitting method by performing a Strang
symmetrization [30] and use the Crank—Nicolson method; see also [15]. This
leads one time step to have the following fractional steps:

A A
Step 1. LCP (I + jA uk+1/5) (I _ TkA > u(k),g>
A =4
Step 2. LCP <I + jA (k+2/5) ) u(kH/"),g)
ulk+2/5 _ Ara g)
A
Step 4. LCP (I + %A ulk+4/5) ) u(k+3/5)’g)

A A
Step 5. LCP (I + %Ay’u(kJrl)? <I _ ﬂA ) (k+4/5),g>

[_ AT A’Tk
ATk
_ ATk

Step 3. LCP (I + ATA, uk+3/5) (1
<I

In order to maintain the good stability of the Rannacher scheme, we use the
implicit Euler method instead the Crank—Nicolson method for the first four
time steps k = 0,1, 2,3 in the above symmetrized splitting method.

4.1 Solution of One-Dimensional LCPs

For an American call option, typical early exercise boundaries at different
times are shown in Figure 5. The boundary can be described by a relation

A = Az + Ay + Ad

AN . :
N

Fig. 3. The matrix splitting of A and the corresponding splitting of the finite
difference stencil.
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L. LCP(I+ A Ay, ulb+1/3) Aru®) g)
Solve the sequence of one-dimensional LCPs:

2. LCP(I + A1 Ag, ul+2/3)  Anuk+1/3) o)
Solve the sequence of one-dimensional LCPs:

3. LCP(I + A Ay, u* D Anuc+2/3) — Aria, g)
Solve the sequence of one-dimensional LCPs:

Fig. 4. Three fractional splitting steps for performing the time step from 74 to T41.

0.8
0.6
0.4
0.2

[

0 50 100 150 200 250 300 350 400
X

Fig. 5. The time evolution of the early exercise boundaries for an American call
option.

y = h(z,T), where h an increasing function with respect to x. Thus, a given
point (z,y,7) belongs to

e The hold region if y > h(x,T) or
e The early exercise region if y < h(z, )

Similarly, the early exercise boundary divides each a-directional line, y-
directional line, and (1, —1)-directional line into two parts. Due to this solution
structure and the tridiagonal matrices defining the LCPs in the y-direction
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and (1, —1)-direction, the Brennan and Schwartz algorithm can be used to
solve these problems. The LCPs in the z-direction have full matrices due to
the integral term. An iterative solution procedure for these problems is de-
scribed in the end of this section.

Brennan and Schwartz Algorithm

The Brennan and Schwartz algorithm for American put options under the
Black—Scholes model was described in [6]. The algorithm can be modified to
use a standard LU-decomposition [1,21]. We formulate it for a tridiagonal
linear complementarity problem:

Ty T2 X1 b,
L L Xo b2
Tx = | 12! A I L G
) Tm—l,m—l Tm—l,m :
Tm,m—l Tm,m Xm bm
x>g  (Tx—b)T(x—g)=0. (31)

The Brennan and Schwartz algorithm assumes the solution x to be such that
for some integer k it holds that
X, >¢q;,, 1=1,...,k, and

32
X, =¢g;, t=k+1,...,m. (32)

The algorithm with LU-decomposition is described as follows:

Brennan and Schwartz algorithm
Computation of LU-decomposition and forward substitution:

Doi=2,....m
Lijc1=Ti—1/Ui_1,-1
Ui 1, =T 1,

U, =T; —Lj;—1U;_1;
yi=bi—Li;1yi—1

End Do

Backward substitution with a projection:

Xm = ym/Um,m

X = Max{Xm, &m}

Doi=m—-1,...,1
xi = (yi — Uiit1xiy1)/ Uiy
x; = max{x;, g;}

End Do

In this algorithm the only modification to a standard solution with LU-
decomposition is the additional projection in the backward substitution.
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After a suitable numbering of unknowns the assumption (32) holds for
the one-dimensional LCPs in all three directions. The Brennan and Schwartz
algorithm can be use directly to solve the one-dimensional LCPs in the y-
direction and in the (1, —1)-direction.

LCPs with Full Matrices Associated to the x-Direction

A matrix associated to one-dimensional LCP in the z-direction is denoted by
B. It has a regular splitting [34]

B=T-17, (33)

where —J is a full matrix resulting from the integral term and T is the rest
which a tridiagonal matrix. We generalize a fixed point iteration described in
[31] and used in [2,10,32]. The fixed point iteration for LCP(B, x, b, g) reads

LCP(T,x ™' b4+ Jx/,g), j=0,1,... (34)

Each iteration requires the solution of an LCP with the tridiagonal T and
the multiplication of a vector by J. The Brennan and Schwartz algorithm
can be used to solve the LCPs (34). The iteration converges very rapidly and
only a couple of iterations are needed to reach sufficient accuracy for practical
purposes.

5 Numerical Experiments

In the numerical experiments for call options, we use the model parameter
values:

The risk free interest rate » = 0.03

The dividend yield g = 0.05

The strike price K = 100

The correlation between the price and variance processes p = —0.5
The mean level of the variance § = 0.04

The rate of reversion to the mean level kK = 2.0

The volatility of the variance o = 0.25

The jump rate A = 0.2

The mean jump v = —0.5

The variance of jump § = 0.4

The computational domain is (z,y,7) € [0,400] x [0, 1] x [0,0.5].

Our first experiment compares the PSOR method and the Strang sym-
metrized componentwise splitting method for call options under the Heston
model, that is, A = 0. In this case, the LCPs in the z-direction are tridiagonal
and they can be solved using the Brennan and Schwartz algorithm without
the iteration (34).
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Table 1. The numerical results for the Heston model

Method Grid (m,n,l) Iteration Error Ratio CPU
PSOR (64,32, 8) 346 0.14470 0.05
(128, 64, 16) 42.3 0.05607 2.58 0.48

(256,128, 32) 95.3 0.01006 5.58 8.18

(512,256, 64) 196.6 0.00350 2.87 128.51

(1024, 512, 128) 372.2 0.00066 5.31 1890.76

Componentwise (64,32, 8) 0.14412 0.01
splitting (128, 64, 16) 0.05621 2.56 0.06
(256,128, 32) 0.01019 5.51 0.51

(512,256, 64) 0.00355 2.87 6.36

(1024, 512, 128) 0.00067 5.28 58.27

Table 1 reports the numerical results. It (and also Table 2) has the fol-
lowing columns: Grid (m,n,!) defines the number of grid steps in x, y, and 7
to be m, n, and [, respectively. Iteration gives the average number of PSOR
iterations on each time step with the relaxation parameter w = 1.5. With the
componentwise splitting method iteration specifies the number of iterations
(34) to solve the LCPs in the z-direction at each time step. Error column
gives the root mean square relative error given by

error = [l 25: (u(xi,e,T) - U(Xi,a,T)>2

5 i=1 U(XivevT)

1/2
) (35)

where x = (80,90, 100, 110,120)” and U is the reference price. Ratio is the
ratio of the consecutive root mean square relative errors. CPU gives the CPU
time in seconds on a 3.8 GHz Intel Xeon PC. The reference prices under the
Heston model at (x;,0,T), i = 1,2,...,5, are 0.131563, 1.255396, 4.999888,
11.680219, 20.325463 which were computed using the componentwise splitting
method on the grid (4096, 2048, 512).

We can observe from Table 1 that the discretizations with both methods
appears to be roughly second-order accurate as the ratio is four on average.
Furthermore, the splitting increases the error only about 2%. On the coarsest
grid, the splitting method is five times faster than the PSOR method, and on
the finest grid it is 32 times faster.

In our second experiment, we performed the same comparison under the
Bates model. The reference prices computed using the componentwise split-
ting method on the grid (4096,2048,512) are 0.328526, 2.109397, 6.711622,
13.749337,22.143307. In the componentwise splitting method, the LCPs in the
z-direction lead to full matrices and the iteration (34) is employed to solve
them. Based on a few experiments, we observed that already after two iter-
ations the accuracy is sufficient. Thus, we use two iterations in our compari-
son. The multiplication by the matrix J is the most expensive operation in the
iteration. In order to perform it efficiently, we collected all n multiplications
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Table 2. The numerical results for the Bates model

Method Grid (m,n,l) Iteration Error Ratio CPU
PSOR (64,32, 8) 39.6 0.10887 0.16
(128, 64, 16) 48.1 0.03803 2.86 2.14

(256,128, 32) 108.2 0.00670 5.68 138.92

(512,256, 64) 222.6 0.00209 3.20 8605.09

(1024, 512, 128) 420.5 0.00034 6.13 275191.73

Componentwise (64,32, 8) 2.0 0.10833 0.01
splitting (128, 64, 16) 2.0 0.03790 2.86 0.09
(256,128, 32) 2.0 0.00668 5.67 0.81

(512, 256, 64) 2.0 0.00210 3.19 10.18

(1024, 512, 128) 2.0 0.00035 6.07 109.45

corresponding to all z-grid lines together and then performed the resulting
matrix-matrix multiplication using the optimized GotoBLAS library [18].

The numerical results under the Bates model are given in Table 2. Absolute
errors are comparable to the ones under the Heston model, but as the option
prices are higher under the Bates model the relative errors reported in the
table are smaller. Again roughly second-order accuracy is observed with both
methods. The CPU times with the componentwise splitting method were less
than twice the times under the Heston model. The componentwise splitting
method is 16 times faster on the coarsest grid, and it is about 2,500 times
faster on the finest grid. On finer grids, the PSOR method leads to infeasible
CPU times while the times with componentwise splitting method are still
reasonable.

6 Conclusions

We described a linear complementarity problem (LCP) for pricing American
options under the Bates model and we considered a finite difference discretiza-
tion. We proposed a componentwise splitting method to solve approximately
the LCPs. It leads to a sequence of LCPs with tridiagonal matrices. The
Brennan and Schwartz algorithm can solve these LCPs efficiently.

Our numerical experiments showed that the additional splitting error do
not essentially increase the discretization error. The componentwise splitting
method is orders of magnitude faster than the PSOR method under the Bates
model. Pricing under the Bates model was at most two times more expensive
than under the Heston model with the componentwise splitting method.

Acknowledgement. The author thanks Prof. Roland Glowinski for introduction and
discussions on operator splitting methods. The author is grateful to Dr. Samuli
Tkonen for many fruitful discussions on numerical methods for option pricing.
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Summary. In this paper we summarize our recent results on the exact boundary
controllability of a trapezoidal time discrete wave equation in a bounded domain.
It is shown that the projection of the solution in an appropriate space in which the
high frequencies have been filtered is exactly controllable with uniformly bounded
controls (with respect to the time-step). By classical duality arguments, the problem
is reduced to a boundary observability inequality for a time-discrete wave equation.
Using multiplier techniques the uniform observability property is proved in a class
of filtered initial data. The optimality of the filtering parameter is also analyzed.

Key words: Exact controllability, observability, time discretization, wave equation,
multiplier technique, filtering.

1 Introduction

Let £2 be an open bounded domain in R? (d € N*) with C? boundary I'. Let
T > 0 be a given time duration. We consider the following wave equation with

a state y = y(x,t) and a controller u = u(x,t) acting on the nonempty subset
Iy of the boundary I' = 042:

yu — Ay =0 in (0,7) x £2,
y=ulp, on (0,T) x I, (1)
y(0) =wo, w:(0)=91  inf2

Here 11, is the characteristic function of the set I5.

This paper is devoted to analyze whether the known controllability results
for (1) can be recovered as a consequence of similar results for the time-discrete
versions. This kind of problems has been the object of intensive research in
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the past few years but mainly in the context of space semi-discretizations.
In the present paper we summarize the main results by the authors [14] in the
time discrete case. This issue is of interest from a numerical analysis point of
view but also in what concerns the link between the control properties of time
continuous and time-discrete distributed parameter systems. The topic of nu-
merical approximation of boundary controls for wave equations was initiated
by R. Glowinski, J.-L. Lions and coworkers (see, for instance, [3,14]) and has
motivated intensive research (we refer to [17] for a survey).

The exact controllability of (1) requires that the subset I'y of the boundary
fulfills some geometric conditions. It holds, in particular, for those subsets that
are obtained through the multiplier method. More precisely, fix some zq € R?,
and put

R 2 max |z — x|,
e

(2)

L2 {zel | (z—10)-v(z) >0},

where v(z) is the unit outward normal vector of {2 at = € I'. For these subsets
I the exact controllability property of (1) holds provided T > 2R.

To be more precise, the following exact controllability result for (1) is well
known (see [6]): For any (yo,y1) € L*(2) x H=(£2), there exists a control
u € L2((0,T) x Iy) such that the solution y = y(t,x) of (1), defined by the
classical transposition method, satisfies

y(T) =y (T) =0 in £2. (3)

By classical duality arguments [6], the above controllability property is equiv-
alent to a (boundary) observability one of the following uncontrolled wave
equation:
pr — Ap =0, in (0,7) x {2
p=0 on (0,T)x I (4)
‘p(T) = o, (Pt(T) = ¥1, in 07
i.e. to the fact that solutions of (4) satisfy

e [

Here and thereafter, we will use C' to denote a generic positive constant (de-
pending only on T', 2 and Iy) which may vary from line to line. On the other
hand, E(0) stands for the energy E(t) of (4) at ¢t = 0, with

b 2
So| dlvdt, Vigo.p1) € HY(Q) x LX(2). (5)

B) = 5 [ et + [Vtt.)] do (©)

which remains constant, i.e.
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The inequality (5) can be proved by several methods including multiplier
techniques [6], microlocal analysis [1] and Carleman inequalities [13]. In the
particular case of subset Iy as above and T' > 2R, the inequality (5) can
be proved easily by the method of multipliers [6] that in the present paper we
adapt to time-discrete equations.

Note, however, that the subsets Iy of the boundary and the values of the
minimal control time obtained in this way are not optimal. The obtention of
optimal control subsets and times requires the use of methods of geometric
optics (see [1]).

In this paper, we analyze time semi-discretization schemes for the systems
(1) and (4). We are thus replacing the continuous dynamics (1) and (4) by
time-discrete ones and analyze their controllability /observability properties.
Here we take the point of view of numerical analysis and, therefore, we analyze
the limit behavior as the time-step tends to zero.

More precisely, we set the time step h by h = T/K, where K > 1 is a
given odd integer. Denote by y* and u* respectively the approximations of
the solution y and the control u of (1) at time ¢y = kh for any k=0, ..., K.
We then introduce the following trapezoidal time semi-discretization of (1):

Y+l k=1 oy k 4 <yk+1 foyhl

h? 2
Yk =uF1p,, onl, k=0,...,K,

):o, nQ k=1,...,K—1,

¥ =yo. Y =yo+hy, in £2.
(7)

Here (yo,y1) € L?(2) x H=1(£2) are the data in the system (1). We refer
to Theorem 1 below for the well-posedness of the system (1) by means of a
transposition method.

The controllability problem for the system (7) is formulated as follows: For
any (yo,y1) € L*(2) x H=Y(R), to find a control {u* € L*(I)} k=1, x-1
such that the solution {yk}k:07.,,,K of (7) satisfies:

yE 1 =¢y® =0 in 0. (8)

Note that (8) is equivalent to the condition y% =1 = (y& — y%=1)/h = 0 that
is a natural discrete version of (3).

As in the context of the above continuous wave equation, we also consider
the uncontrolled system

<,0k+1 + (pk—l _ 2(pk B A <,0k+1 + sOk_l
h2 2
ok =0, onl, k=0,....K

o =l +hel, KT =f, in £,

):o, inQ k=1,... ,K—1,

9)
where (ph, o%) € (HL(£2))%. In particular, to guarantee the convergence of the
solutions of (9) towards those of (4), one considers convergent data such that
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ot — @y strongly in HE(£2),

ol — 1 strongly in L*(£2) as K — oo (or h — 0).  (10)

he — 1 is bounded in H}(£2),

Obviously, because of the density of H}(£2) in L?(£2), this choice is always
possible.

Remark 1. Note that the choice of the values of ¢ and ¢®~1 in (9) is mo-
tivated by the definition of the solution of the time-discrete non-homogenous
problem (7) in the sense of transposition (see Definition 1).

The energy of the system (9) is given by

Ekél/ (pk:Jrl_(pk:
=2/, h

which is a discrete counterpart of the continuous energy E in (6). It is easy
to show that EF is conserved in the discrete time variable k =0, ..., K — 1.
Consequently, the scheme under consideration is stable and its convergence
(in the classical sense of numerical analysis) is guaranteed (in the finite-energy
space Hi(£2) x L?(£2) of the system (4)).

By means of classical duality arguments, it is easy to show that the above
controllability property (8) is equivalent to the following boundary observ-
ability property for solutions {¢*}x—o,  x of (9):

K-1
9 [ PFH 4 b1
k=1 *T0

As we mentioned above, the controllability /observability properties of nu-
merical approximation schemes for the wave equation have been the object of
intensive studies. However, most analytical results concern the case of space
semi-discretizations (see [17] and the references cited therein). In practical
applications, fully discrete schemes need to be used. The most typical ex-
ample is the classical fully-discrete central scheme which converges under a
suitable CFL condition [3,4,11]. However, in the present setting in which the
space Laplacian A is kept continuous, without discretizing it, this scheme is
unsuitable since it is unstable. Indeed, it is easy to see that the scheme

=0,...,K—-1
2 ) ) )

2 k412 k|2
s +W|>dx’ §

2
dlo, Y(gh,91) € (Hg(£2)*. (11)

L okl gk

— A% =0 (12)

is unstable since —A, with homogenous Dirichlet conditions, is a positive self-
adjoint operator with an infinite sequence of eigenvalues {M?}jZl tending to
infinity. The stability of (12) would be equivalent to the stability of the scheme
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k+1 k—1 k
T+ =29 2 kK _
% tuyet =0

for all values of u?, j > 1. This stability property fails clearly, regardless
how small h is, when u? is large enough. Hence, we choose the trapezoidal
scheme (9) for the time-discrete problem, which is stable (due to the property
of conservation of energy), as mentioned before.

Let us now return to the analysis of (7) and (9). Noting that the spaces
in which the solutions of these systems evolve are infinite dimensional while
the number of time-steps is finite, it is easy to conclude that: For any given
h >0, the inequality (11) fails and the system (7) is not exactly controllable.
Accordingly, to make the observability inequality possible, one has to restrict
the class of solutions of the adjoint system (9) under consideration by filtering
the high frequency components. Similarly, since the property of exact control-
lability of the system (7) fails, the final requirement (8) has to be relaxed by
considering only low frequency projections of the solutions. Controlling such
a projection can be viewed as a partial controllability problem. This filtering
method has been applied successfully in the context of controllability of time
discrete heat equations in [15] and space semi-discretization schemes for wave
equations in [5,16,17].

In this paper, we sketch the discrete version of the classical multiplier
approach developed in [14] which allows to derive the uniform observability
estimate (with respect to the time step h) for the system (9) with initial
data in a suitable filtered space, which, in turn, by duality, implies the partial
controllability of (7), uniformly on h.

As in the continuous case, the multiplier technique applies mainly to the
case when the controller/observer I is given in (2) and some variants [9],
but does not work when (T, £2, I') is assumed to satisfy the sharp Geometric
Control Condition (GCC) in [1]. As we shall see, the main advantage of our
multiplier approach is that the filtering parameter we use has the optimal
scaling in what concerns the frequency of observed/controlled solutions with
respect to h.

The rest of the paper is organized as follows. In Section 2 we state the main
results, i.e. the uniform controllability and observability of the systems (7) and
(9) after filtering, respectively. In Section 3 we give a heuristic explanation of
the necessity of the filtering analyzing the bicharacteristic rays and the group
velocity. The key ingredients in the proof of the uniform observability results
will be sketched in Sections 4 and 5. Finally, in Section 6, we shall briefly
discuss some open problems and closely related issues.

2 Main Results

We begin with the well-posedness of the system (7). For this purpose, for any
{f* € L2(D)}r=1, . K1, and any {gF € H}(2)} k=1, . x with g' = K =0,
we consider the following adjoint problem of the system (7):
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Ck-‘rl 4 Ck_l _ 2ck A (Ck—i-l + Ck—l)

h? 2
gL _ gk
=fek+ o in2, k=1,...,K—-1, (13)
¢k =0, onl, k=0,...,K
(K =¢K-1 =0, in £2.

It is easy to see that (13) admits a unique solution {¢* € H}(2)}i—o, . K-
Moreover, this solution has the regularity

o Cchrl _|_Clc71
(o

5 )GLQ(F) fork=1,...,K —1.

Put

= {{yk}k—o,...,K |y ry Tt e L2(0) fori=1,...,K —1,

JHL _ i J=1 _ =2
CAA P ng(())forj=2,~-~aK_1}' (14)

We introduce the following;:

Definition 1. {y*}r—o. . x € H is said to be a solution of (7), in the sense of
transposition, if y° = yo, y' = yo+hy1, and for any {f* € L2()} k=1, . k-1,
and {g* € H}(2)}r=1, ... x with g* = g% =0, it holds

k41 k+1 k k-1 _ k=2
hZ/fky tY g hz<g, v, Y Y >
2h HL(2),H-1(2)

e
<< y1>H1(!7)H 1) /C yodz—hZ/ (—C> uFdI,

(15)

k—1

where {CF € H3(2)}x=o.... 1 is the solution of (13).

The above definition can be viewed as a discrete version of the classical
transposition approach [6]. It is motivated by the following observation: When
the control {uk}kzo’ ...,k and the initial data (yo, yl) are sufficiently smooth,
multiplying both sides of (13) by (y**! + 4#~1)/2, integrating the resulting
identity in {2 and summing it for k=1, ..., K — 1, one obtains (15).

The well-posedness of the system (7) is stated as follows:

Theorem 1. Assume(yo,y1) € L*(2)xH 1 (2) and{u* € L*(Iy)}r=1.. k-1

Then the system (7) admits one and only one solution {yk}kzo,m’K € H in
2041

the sense of Definition 1. Moreover, (y% M) € L?(2) x H-Y(2) for
=0,1,..., 5], and
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‘ (y% Y20+ yzz>
h L2(Q)x H-1(£2)

K-1
<C <||(y07y1)||2L2(Q)xH—1(Q) +h Z ||“k||2Lz(FO)> . (16)
k=1

2

max
£=0,1,...,[ %]

We refer to [14] for the proof of Theorem 1 by means of a discrete multiplier
approach.

Next, assume {@;};>1 C H{(£2) to be an orthonormal basis of L?(£2)
consisting of the eigenvectors (with eigenvalues {,u?}jzl) of the Dirichlet
Laplacian:

—AQSJ' = /,L?@j, in {2
@j = O, on I

For any s > 0, we set

Crs = fl@) | f(z) = Y a;0;(x), a; € Cp C Hy(2), (17)
Cos = 9(2) | gle) = Y b;P;(x), bj € Cp C L*(2), (18)

and

Co1s=212(x) ] 2(x) = Z ¢;j®;(x), ¢; €Cy Cc H YD), (19)

2
/Lj<s

subspaces of H}(£2), L?(2) and H~'(£2), respectively, with the induced
topologies. It is clear that (Jp-, C1 % is dense in Hj(£2), and the same can
be said for |J;—, Cox in L?(£2) and J;—, C—1, in H~1(£2). Denote by m s,
7o,s and 7_1 s the projection operators from H}(£2), L*(£2) and H~1(f2) to
Ci,s, Co,s and C_ g, respectively.

Our main results are stated as follows:

Theorem 2. Let T' > 2R. Then there exist three constants hg > 0, § > 0
and C > 0, depending only on T, R and the dimension d, such that for all
(0, 1) € Cign—2 X Cosn-2, the corresponding solution {p*}r—o . K of (9)

satisfies
8 [ QFHl 4 k-l
v < 2 )

K-1
Ej < Ch Z/
k=110

2
dly, Vhe (0,ho].  (20)
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Remark 2. We refer to (38) for the exact form of §, which depends only on d,
T and R. In particular, it indicates that & decreases as T decreases. This is
natural since, as T decreases, less and less time-step iterations are involved
in the system (9) and, consequently, less Fourier components of the solutions
may be observed. Further, § tends to zero as T tends to 2R. This is natural
too since our proof of (20) is based on the method of multipliers which works
at the continuous level for all T > 2R but that, at the time-discrete level, due
to the added dispersive effects, may hardly work when T is very close to 2R,
except if the filtering is strong enough.

Remark 3. The problem considered in this paper could have been addressed, in
1 —d, using discrete Ingham inequalities as those in [8]. When doing that, one
would get similar results. In [2] the problem of observability of time-discrete
linear conservative systems is addressed in an abstract context including wave,
plate and Schrédinger equations. The techniques employed in [2] are inspired
in those in [10] based on resolvent estimates, which allow to derive, in a
systematic way, observability results for time-discrete systems as consequences
of those that are by now well-known for time-continuous ones. The results in
[2] can be applied to the time-discrete wave equation considered in this article.
The main drawback of the results in [2] is that the observability time one gets
seems to be far from the expected optimal one. Another different approach,
which gives weaker results, is viewing (by extension to continuous time) the
solutions of (9) as perturbed solutions of the continuous conservative wave
equation (4). Absorbing the remainder terms then requires stronger filtering
than the multiplier method.

Remark 4. As shown in [14], the order h=2 of the filtering parameter (in
Theorem 2) is optimal. This corresponds precisely to filtering numerical solu-
tions whose wave length is of the order of the mesh-size h, for which resonance
phenomena may arise. However, our analysis in the next section indicates that
the inequality (20) may hold within the class C; 5,—2 X Cg s,-2 for any 6 > 0.
This can be proved to hold by applying the abstract results in [2] to the
present problem. The multiplier method we develop here needs to impose a
smallness condition on ¢. It is an interesting open problem to see if the multi-
plier method can be adapted to deal with arbitrarily large values of §. But it
is well known, even at the continuous level, that the method of multipliers is
often unable to yield observability results that can be obtained by other ways.

As a consequence of the partial observability result in Theorem 2, by du-
ality, we can derive the following uniform partial controllability result:

Theorem 3. Let T', hg and 6 be given as in Theorem 2. Then for any h €
1 0

(0,ho] and any (y°, L) € L*(2) x H-1(12), there exists a control {u* €

L3(I) }k=o, ... k¢ such that the solution of (7) satisfies the following:

(i) It holds
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K _yK-1
7T0’5h—2yK71 = 7T,1’5h72 (T) = O m .Q; (21)
(ii) There exists a constant C > 0, independent of h, y° and y*, such that

1,0
wcl(252)

K-1

hZ/FO

k=1
(7ii) When h — 0,
1
uk(x)l[kh7(k+1)h) (t) — u  strongly in LQ((O,T) x Ip), (22)

2 2

w1l okt
2

b

L2(Q)x H=1(£2)

>
~

Uy

~
Il
-

where u is a control of the system (1), fulfilling (3);
(iv) When h — 0,

S| =

K-1
un 2y Loy (8) + 7 D [(E = KRy = (t = (k4 DR) y*] Len, (k1 ()
k=0

— vy strongly in C([0,T]; L*(£2)) N H*([0,T]; H(£2)), (23)
where y is the solution of the system (1) with the limit control u as above.

Remark 5. The above theorem contains two results: the uniform partial con-
trollability and the convergence of the controls and states as h — 0. The
proof is standard. Indeed, the partial controllability statement follows from
Theorem 2 and classical duality arguments [6]; while for the convergence re-
sult, one may use the approach developed in [17].

It is important to note that, in the limit, one can recover the controllability
of (1) for all T > 2R, i.e. the same results as the multiplier method applied
directly to the time-continuous wave equation yields, as we have shown in the
last two properties of Theorem 3. Indeed, given any 1" > 2R, one can choose a
sufficiently small § such that Theorem 3 guarantees the controllability of the
projections 7 55,-2 in time T'. Since these projections involve the frequencies
,u? such that u? < 6h72, it is clear that, as h — 0, this range of frequencies
eventually covers the whole spectrum of the time-continuous wave equation.
It is, however, important to underline that the filtering parameter § has to be
chosen depending on the value of T and that § — 0 as T" approaches 2R, as
indicated in Remark 2.

By duality, Theorem 3 is a consequence of Theorem 2. Hence, in the sequel
we shall concentrate mainly on the proof of Theorem 2. To show Theorem 2,
we shall develop a multiplier approach, which is a discrete analogue of the
classical one for the time-continuous case [6]. There are two key ingredients
when doing this. One is a basic identity for the solutions of (9) obtained by
means of multipliers, which is a discrete version of the classical one on the
time-continuous wave equation [6]. The other one is the construction of the
filtering operator to guarantee the uniform observability of (9) after filtering.
We shall explain them in more detail later in this paper.
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3 Bicharacteristic Rays and Group Velocity

Before entering into the details of the proofs, we give an heuristic explanation
of the necessity of the above filtering mechanism in terms of the group veloc-
ity of propagation of the solutions of the time-discrete system (see [12,17]).
For doing that we consider the time-discrete wave equation (9) in the whole
space RY. Applying the Fourier transform (the continuous one in space and
the discrete one in time), we deduce that the symbol of the time semi-discrete
system (9) is

4gin? 22

L+ [EPcos(rh), (r€) € [—on o] X RY

ph(va):_ h _%7ﬁ

It is easy to see that, for all 7 € [—m(2h)~!, 7(2h)71], pr(7, &) has two non-
trivial roots £€* € R?. The bicharacteristic rays are defined as the solutions of
the following Hamiltonian system:

dz(s) dt(s) 2sin(7h)

5 = 2¢ cos(Th), P — — |€2hsin(Th),
als) dr(s) _
ds 7 ds

As in the continuous case, the rays are straight lines. However, both the
direction and the velocity of propagation of the rays in this time-discrete
setting case are different from the time-continuous one.

Let us now, for instance, illustrate the existence of bicharacteristic rays
whose projection on R? propagates at a very low velocity or even does not

move at all. For this, we fix any zo = (20,1,...,%0,4) € 2 and choose the
initial time ¢ty = 0. Also, we choose the initial microlocal direction (79, &) =
(10,801, - - -5 €0,d4) to be a root of py, i.e.
9 4 sin? % T w
‘§0| = 72 , To € (__a_)~
h? cos(moh) 2h’ 2h

Note that the above condition is satisfied for &y 1 = 2k~ sin T%—h COS_1/2(T0h)
and oo = -+ = §o.q = 0, for instance. In this case we get

de  dx/ds _cos3/2(7'0h)

% o dt/ds o COST%—h

and dxo(t)/dt = --- = dxq(t)/dt = 0. Thus, z;(t) for j = 2, ..., d remain

constant and
—1 70 h

2

evolves with speed — cos?/2(ph) cos ™" %, which tends to 0 when 7oh — 5 —,
or 1oh — —3+. This allows us to show that, as h — 0, there exist rays that

z1(t) = 20,1 — tcos®?(rph) cos
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remain trapped on a neighborhood of z( for time intervals of arbitrarily large
length. In order to guarantee the boundary observability, these rays have to
be cut-off by filtering. This can be done by restricting the Fourier spectrum
of the solution to the range |7| < £& with 0 < p < 1. This corresponds to

4sin?(pm/2)

€] < W7

(24)
for the root of the symbol py,.
This is the same scaling of the filtering operators we imposed in Theorems
2 and 3, namely, u7 < §/h*. Note, however, that in (24), as p — 1, the filtering
parameter
B 4sin?(pr/2)
~ cos(pm/2)
Thus, in principle, as mentioned above, the analysis of the velocity of propa-
gation of bicharacteristic rays does not seem to justify the need of letting the
filtering parameter ¢ small enough as in Theorems 2 and 3. Thus, this last
restriction seems to be imposed by the rigidity of the method of multipliers
rather than by the underlying wave propagation phenomena.
We can reach similar conclusions by analyzing the behavior of the so-called
group velocity. Indeed, following [12], in 1 —d the group velocity has the form

4
(2 4 h2€2)\/4 + h2e2’

with the graphs as in Figure 1. Obviously, it tends to zero when h2£? tends to
infinity. This corresponds precisely to the high frequency bicharacteristic rays
constructed above for which the velocity of propagation vanishes. Based on
this analysis one can show that, whatever the filtering parameter § is, uniform
observability requires the observation time to be large enough with T'(4) /' oo
as & /" oo. This may be done using an explicit construction of solutions
concentrated along rays (see, for instance, [7]). The positive counterpart of
this result guaranteeing that, for any value of the filtering parameter § > 0,
uniform observability /controllability holds for sharp large enough values of
time, is an interesting open problem whose complete solution will require the
application of microlocal analysis tools. At this respect it is worth mentioning
that, although the results in [2] can be applied for any § > 0, the value of the
time they yield is larger than the one predicted by the analysis in this section.

) =

4 A Key Identity via Multipliers

In this section we present the first key point of the proof of Theorem 2, i.e.
an identity for the solutions of (9).
The desired identity is as follows:
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Fig. 1. The diagram of the group velocity C(£). h = 0.1 (solid line) vs. h = 0.01
(dashed line). The thick horizontal segment corresponds to the theoretical group
velocity C'(€) =1 (in the continuous case, i.e. for h = 0).

Lemma 1. For any h > 0 and any solution {¢*}r—o. .k of (9), it holds

K—1 2
h @k+1 _ @k \Vgpk+1|2 + |v(pk‘2
5 d X+Y+Z7
5 k§:0 /Q (’ - + 5 T+ X+Y+
K-1 2
h 8 [l 4 k-l
=25 —axo) v | = (T N ar, (2
5 /F(x x0) -V 61/( 5 ;. (25)

k=1

where

K K-2 d—1 K K-1
X:/ [(x—xo)~v<w k. )—i— @K}w L4 dx
o 2 2
2 0 d—]. 1_ .0
-1/{u—x@-v<¢*”°>+ ¢ﬂ¢ P dr,  (26)
o 2 2 h
K-1
dl, ¢k+1+¢k71 Sok_sokq
Y—§PzZ;éA( 5 ; dzx

_hfi

oK — oK1
h

2 1 1.0
+v(¢ Ld )w ¢]d% (27)
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K-1
g (d—82)h 3 /Q V(o — b 1) de
=1

d—1)h =
= D N I
k=0

(d—1)h

- / (VX - Vil + Vol - V) da
2

L (d=2)h

/ (VK112 + [Vl 2) da. (28)
4 0

Proof. Multiplying the first equation of (9) by (z — zq) - V(! + ¢*~1)/2
(which is a discrete version of the classical multiplier (x — xo) - Vi for the
wave equation), integrating it in {2, summing it up from 1 to K — 1 and using
integration by parts, we obtain

2 E
K-—1 k+1 k—1 k+1 k—1
:h§:/jx_%yv<@ ty >A<@ t >dn (29)
2 J, 2 2

One can check that the left-hand side term of (29) coincides with

K-1 k+1 k—1 k+1 k=1 _ 9k
hZ/(m—xo)-V(so 9 >S0 +9 Ly
k=1 "%

k+1 k|2
Y Tl dety

K K-2 K K-1 2 0 1 0
o Pttt e A A L A ek
e v () F - (55 e

(30)

where Y is defined as in (27). We now use the classical multiplier identity for
the Laplacian

oy

2
/Q(x—xo)-wmdxz%/(x—xo).y o dF—Q;—d/Q\Vdea:, (31)

r

which holds for all v € H? N H}(£2) [6]. Then, using the identity (a + b)? =
2(a? + b?) — (a — b)? for any a,b € R, the right-hand side term of (29) may
be written as
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K-
gZ/ SL'—.’EO

K-1
_9 k+1|2 k|2
G >h{ VM 4 [V

2

dr

o (karl + Q0k71
lov < 2 )

2 2

( k+1 @k_l)

On the other hand, multiplying the first equation of (9) by ©* (which is
a discrete version of the multiplier ¢ in the time-continuous setting, which
allows establishing the identity of equipartition of energy), integrating it in
{2, summing it up for k = 1, ..., K — 1 and using integration by parts, as
above, we obtain the following equipartition of energy identity:

2

1 _
dx _5/9 (|chK P+ (Ve ) dx} . (32)

2

Ve |V<p“> p

:—EZ/ IV(w’“H—@’“)fdx—ﬁ/ (Ve - V! 4+ V! - V) da
22 2o

K _ K—1 1_ 0
+/ (—@ 7 o — L <p0> dx. (33)
Q h h

By (29)—(33), recalling (26) and (28) respectively for X and Z, we arrive at
the desired identity (25).

Remark 6. The identity (25) is a time-discrete analogue of the following well-
known identity for the wave equation (9) obtained by multipliers [6]:

// [loe]* + |Vo|?] dadt + X = = //x—xo

where

—“0 drdt, (34)

d—1 r
X = (x —z0) - Vo+ ——p| prdx
0 2

t=0

There are clear analogies between (25) and (34). In fact, the only major differ-
ences are that, in the discrete version (25), two extra remainder terms (Y and
Z) appear, which are due to the time discretization. It is easy to see, formally,
that Y and Z tend to zero as h — 0. But this convergence does not hold
uniformly for all solutions. Consequently, these added terms impose the need
of using filtering of the high frequencies to obtain observability inequalities
out of (25) and modify the observability time, as we shall see.
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5 Filtering and Uniform Observability

In this section, we present the second key ingredient of the proof of Theorem 2,
i.e. the choice of the filtering parameter which, combined with the identity in
Lemma 1, leads to the desired uniform observability inequality in Theorem 2.

For this, we first derive the following result, which provides an estimate
on the remainder term X + Y + Z in Lemma 1 in terms of the energy:

Lemma 2 Let K be an even integer, s > 0 and T > 0. Then, for any

(0, ¢! “" ) € C1.5 % Co.s, for the corresponding solution {p*}r—o. . rc of (9),
it holds

X+Y+Z>— [2R+ arh +3Rsh+T (g\/gh + azshzﬂ E),  (35)

where

-1 -1
a1 = 3d — 2 4+ max (dT,Q) , a2 = min (1,(2 —d)"') + dT (36)

Proof. For any (¢, @1;@0) € C1,5 X Cy s, in view of the Fourier series decom-
position of the corresponding solution {¢*}r—o. x of (9), one sees that, for
any k, we have

/ V(" — o* )P < s / o — oF 1 2da,
0 0

k+1 k-1 |2 k+1 k=1 |2
/4%) dxgs/ V(w)
2 (9]

2 2
Recalling (26)—(28) and using (37), and noting T' = Kh and that the energy
of the system (9) is conservative, we can show that

(37)
dx.

T
|X| < [2R+2(d—1)h+ Rh/s| Ej, |Y|<h [d (‘/_% + 1) +2R\/§] EY,
Z>—h { [min(l, 2-d)T)+ d; 1} shT + max (%,2) } EY,

which gives (35).

Finally, Theorem 2 follows from Lemmas 1 and 2 immediately. Indeed,
combining (25) and (35) and recalling the definition of I} in (2), we deduce
that

{T (1 — g\/gh — a25h2> - [2R—|— arh + 3R\/§h] } EY

6 gok'H +<,0k 1
o (=)

2
dly.
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For this inequality to yield an estimate on EY we need to choose s = §h~2
with h small enough such that

a25+g\/g< 1,

or, more precisely,

4
0< Vo< o —. 38
Vd? + 16as + d (38)
Once this is done, for h € (0, hp), T has to be chosen such that
2
s 2R £3RVE ) (39)

1—%\/3—0,2(5 -

Hence, (20) holds for h € (0, ho).

Conversely, for any T' > 2R one can always choose hy and ¢ small enough
so that (38) and (39) hold, guaranteeing the uniform observability inequal-
ity (20).

6 Further Comments and Open Problems

Fully Discrete Schemes

The analysis in this paper can be combined with previous works (see, for in-
stance, [17]) concerning space semi-discretizations to deal with full discretiza-
tion schemes. This has been done in [2] in a more abstract setting. But a
complete analysis of this issue is still to be done.

Other Equations

The approach and results in this paper can be extended to other PDEs of
conservative nature such as the Schrodinger, plate, Maxwell equations, and so
on. There is a fruitful literature on the use of multiplier techniques for these
models in the continuous setting (see, for instance, [6]). But, the analysis of
the corresponding time-discrete systems, adapting the techniques developed
in this paper, remains to be done.

Variable Coefficients and Nonlinear Problems

It is well-known that, in the continuous case, the multiplier approach can be
applied to obtain the controllability /observability of the conservative PDEs
with constant coefficients. As for the problems with variable coefficients
and/or the nonlinear ones, one has to use microlocal analysis [1] and/or
Carleman estimates [13] to get sharp results. In this time-discrete setting,
it would be interesting to develop these other approaches to cover the same
class of models as in the PDE setting. This is still to be done.



Exact Controllability of the Time Discrete Wave Equation 245

Acknowledgement. This work is supported by the Grant MTM2005-00714 of the
Spanish MEC, the project MTM2008-03541 of the Spanish Ministry of Science and
Innovation, the DOMINO Project CIT-370200-2005-10 in the PROFIT program
of the MEC (Spain), the i-MATH project of Spanish MEC, the SIMUMAT projet
of the CAM (Spain), the NSFC under grants 10831007 and 60821091, and the NSF
of China under grant 10525105.

References

1.

10.

11.

12.

13.

14.

15.

16.

17.

C. Bardos, G. Lebeau, and J. Rauch. Sharp sufficient conditions for the obser-
vation, control, and stabilization of waves from the boundary. SIAM J. Control
Optim., 30(5):1024-1065, 1992.

S. Ervedoza, C. Zheng, and E. Zuazua. On the observability of time-discrete
linear conservative systems. J. Funct. Anal., 254(12):3037-3078, 2008.

G. Glowinski. Ensuring well-posedness by analogy: Stokes problem and bound-

ary control for the wave equation. J. Comput. Phys., 103(2):189-221, 1992.

R. Glowinski, C. H. Li, and J.-L. Lions. A numerical approach to the exact
boundary controllability of the wave equation. I. Dirichlet controls: description
of the numerical methods. Japan J. Appl. Math., 7(1):1-76, 1990.

J. A. Infante and E. Zuazua. Boundary observability for the space semi-
discretizations of the 1-D wave equation. M2AN Math. Model. Numer. Anal.,
33(2):407-438, 1999.

J.-L. Lions. Contrélabilité exacte, perturbations et stabilisation de systémes dis-

tribués, Vol. 1. Masson, Paris, 1988.

F. Macia. The effect of group velocity in the numerical analysis of control prob-
lems for the wave equation. In Mathematical and Numerical Aspects of Wave
Propagation — WAVES 2003, pages 195-200, Berlin, 2003. Springer.

M. Negreanu and E. Zuazua. Convergence of a multigrid method for the control-
lability of a 1-d wave equation. C. R. Math. Acad. Sci. Paris, 338(5):413-418,

2004.
A. Osses. A rotated multiplier applied to the controllability of waves, elasticity,

and tangential Stokes control. SIAM J. Control Optim., 40(3):777-800, 2001.
K. Ramdani, T. Takahashi, G. Tenenbaum, and M. Tucsnak. A spectral ap-

proach for the exact observability of infinite-dimensional systems with skew-

adjoint generator. J. Funct. Anal., 226(1):193-229, 2005.

J. W. Thomas. Numerical partial differential equations: Finite difference meth-
ods. Springer, Berlin, 1995.

L. N. Trefethen. Group velocity in finite difference schemes. SIAM Rewv.,
24(2):113-136, 1982.

X. Zhang. Explicit observability estimate for the wave equation with poten-
tial and its application. R. Soc. Lond. Proc. Ser. A Math. Phys. Eng. Sci.,
456(1997):1101-1115, 2000.

X. Zhang, C. Zheng, and E. Zuazua. Time discrete wave equations: Boundary
observability and control. Discrete Contin. Dyn. Syst., 23(1-2):571-604, 2009.
C. Zheng. Controllability of the time discrete heat equation. Asymptot. Anal.,
59(3-4):139-177, 2008.

E. Zuazua. Boundary observability for the finite-difference space semi-
discretizations of the 2-D wave equation in the square. J. Math. Pures Appl.,
78(5):523-563, 1999.

E. Zuazua. Propagation, observation, and control of waves approximated by
finite difference methods. SIAM Rev., 47(2):197-243, 2005.






Index

B

Banavar, J.R., 134
Bates, D.S., 214
Bensoussan, A., 9-23
Boai, S., 61, 65
Brennan, M.J., 214
Brenner, H., 128, 133
Burger, M., 61, 65

C

Camacho, J., 128, 133
Cani¢, S., 41-57
Capasso, V., 59, 61
Cattaneo, C., 135
Chen, C.Y., 132

D
Davis, H.T., 139
Di Cesare, N., 27, 28

E
Ethier, S.N., 73

F

Ferndndez-Cara, E., 81-93
Fitzgibbon, W.E., 1-4
Flick, M., 169-181
Freundlich, H., 139
Frischat, G.H., 140
Fursikov, A.V., 84

G
Galdi, P., 128
Glowinski, R., 27, 213

Golub, G.H., 161
Gunzburger, M.D., 27

H

Hachiya, H., 148
Haslinger, J., 34
Has’minski, R.Z., 77

He, J., 27

Heston, S., 214
Hintermdiiller, M., 97-108
Hofer, T., 169-181
Hoppe, R.H.W., 97-108
Hu, H.H., 128

I
Imanuvilov, O.Yu., 84
Ito, K., 113-125

J
Jackson, R., 133
Janka, A., 169-181

Joseph, D.D., 127-128, 135, 137139,

143

K

Kawarada, H., 147-160
Koplick, J., 134

Korteweg, D., 128, 134, 143
Kou, S.G., 213

Kurtz, T.G., 73

L
Landau, L.D., 133
Liao, T.Y., 137



248 Index

Lifshitz, E.M., 133
Lions, J.-L., 213
Lowengrub, J., 140

M

Maddox, J., 135
Makinen, R.A.E, 34
Makridakis, S.G., 147
Mali, O., 183-197
Malone, P.C., 135
Masui, T., 148
Maxwell, J.C., 135
Maxworthy, T., 132
Meiburg, E., 132
Merton, R., 214
Meurant, G., 161-167
Mo, G., 133

Morale, D., 59, 61, 65
Munakata, S., 147
Mungall, J.E.; 140

N
Neittaanmaki, P., 199-210

P

Paniagua, D., 41-57
Periaux, J.F., 14
Petitjeans, P., 132
Pironneau, O., 5-7, 29
Pojman, J.A., 140
Preziosi, L., 135, 138

Q
Quinke, G., 139

R

Rannacher, R.; 214, 219
Rappaz, J., 169-181
Renardy, Y., 128

Repin, S., 183-197, 199-210

Rosenberger, F.; 133
Runge, S., 140, 141

S

Saito, K., 147
Scholes, M., 213
Schwartz, E.S., 214
Sekine, F., 147
Serrin, J., 128
Smith, P.G., 139
Sokolowski, J., 32, 34
Strang, G., 220
Suito, H., 147-160

T

Tambaca, J., 41-57
Toivanen, J., 213-225
Trémolieres, R., 213
Truskinovsky, L., 140
Turi, J., 9-23

\%

Van der Waals, M., 128, 134

Veretennikov, A.Y., 77

%%
Wheatley, D.N., 135
Wheelwright, S.G., 147

Z

Zhang, Q., 113-125
Zhang, X., 229-244
Zheng, C., 229-244
Zheng, Y., 147-160
Zolésio, J.-P., 32, 34
Zoltowski, B., 140
Zuazua, E.; 229-244



	Applied and Numerical Partial Differential Equations
	Contents

	Chapter01
	Roland Glowinski: The Unconventional and Unexpected Path of a Mathematician

	Chapter02
	Applied and Numerical Partial Differential Equations

	The Scientific Career of Roland Glowinski
	Books by Roland Glowinski



	Chapter03
	Applied and Numerical Partial Differential Equations

	On a Class of Partial Differential Equations with Nonlocal Dirichlet Boundary Conditions
	1 Introduction
	2 Setting of the Problem
	2.1 Notation
	2.2 The Problem

	3 The Main Result
	3.1 Boundary Conditions
	3.2 A Priori Estimates
	3.3 Further Regularity

	4 Proof of Theorem 1
	4.1 Proof of Uniqueness
	4.2 Approximation
	4.3 Estimates
	4.4 Proof of Existence

	References



	Chapter04
	Applied and Numerical Partial Differential Equations

	A Unified Discrete--Continuous Sensitivity Analysis Method for Shape Optimization
	1 Introduction
	2 A Potential Flow Model Problem
	3 Sensitivity Analysis
	3.1 Before Discretization
	3.2 After Finite-Element Discretization

	4 Shape and Material Derivatives of Functions
	5 Rules for the Material Derivative
	6 Sensitivity Analysis Using Material Derivatives
	References



	Chapter05
	Applied and Numerical Partial Differential Equations

	A Novel Approach to Modeling Coronary Stents Using a Slender Curved Rod Model: A Comparison Between Fractured Xience-Like and Palmaz-Like Stents
	1 Motivation
	2 The Model
	2.1 Geometry: Parametrization of the Stent Frame
	2.2 Mechanics: Stent as a Collection of Elastic Curved Rods
	2.3 Numerical Implementation

	3 Numerical Results
	3.1 Xience-Like Stent (Stent X) (Non-Uniform Geometry)
	3.2 Palmaz-Like Stent (Stent P) (Uniform Geometry)

	4 Conclusions
	References



	Chapter06
	Applied and Numerical Partial Differential Equations

	On the Stochastic Modelling of Interacting Populations. A Multiscale Approach Leading to Hybrid Models
	1 Introduction
	2 Individuals, Interactions and Evolution
	2.1 Direct Interaction and System Evolution
	2.2 Indirect Interaction and System Evolution

	3 Direct Interaction: an Aggregation--Repulsion Model
	4 Interaction via Underlying Fields: A Birth and Growth Model
	5 Hybrid Models: Large Population Behavior
	5.1 The Aggregation--Repulsion Model
	5.2 The Branching and Growth Process

	6 Long Time Behavior
	6.1 Interacting--Diffusing Particles
	6.2 Complete System

	References



	Chapter07
	Applied and Numerical Partial Differential Equations

	Remarks on the Controllability of Some Parabolic Equations and Systems
	1 Introduction: Controllability and Observability
	2 The Classical Heat Equation: Observability and Carleman Estimates
	3 Positive and Negative Controllability Results for the One-Dimensional Burgers Equation
	4 The Navier--Stokes and Boussinesq Systems
	5 Some Other Nonlinear Systems from Mechanics
	References



	Chapter08
	Applied and Numerical Partial Differential Equations

	Goal Oriented Mesh Adaptivity for Mixed Control-State Constrained Elliptic Optimal Control Problems
	1 Introduction
	2 The Mixed Control-State Elliptic Optimal Control Problem and Its Finite Element Approximation
	3 Error Representation in the Quantity of Interest
	4 Weighted Primal--Dual A Posteriori Error Estimator
	5 Numerical Results
	References



	Chapter09
	Applied and Numerical Partial Differential Equations

	Feedback Solution and Receding Horizon Control Synthesis for a Class of Quantum Control Problems
	1 Introduction
	2 Control Formulation
	3 Operator Splitting Method
	4 Receding Horizon Control Synthesis
	4.1 Time-Discretization

	5 Numerical Tests
	References



	Chapter10
	Applied and Numerical Partial Differential Equations

	Fluid Dynamics of Mixtures of Incompressible Miscible Liquids
	1 Introduction
	2 Simple Mixtures and the Law of Additive Volume
	3 Mass Transport Equations for Simple Mixtures of Incompressible Miscible Liquids
	4 Volume Transport Equations for Simple Mixtures of Incompressible Miscible Liquids
	5 Boundary Conditions at a Solid Wall
	6 Korteweg Stresses
	7 Relaxation Effects
	8 Relaxation Effects in the Modeling of Gradient Stresses
	9 Transient Interfacial Tension
	10 Discussion
	References



	Chapter11
	Applied and Numerical Partial Differential Equations

	Demand Forecasting Method Based on Stochastic Processes and Its Validation Using Real-World Data
	1 Introduction
	2 Outline of the Newsboy Problem
	3 Black--Scholes Models
	4 Validation Data
	4.1 Original Data
	4.2 Calculation and Loss Evaluation

	5 Numerical Experiments and Result
	5.1 Aspects of the Techniques
	5.2 Selection of Parameters
	5.3 Result of Case 1
	5.4 Result of Case 2

	6 Conclusion
	References



	Chapter12
	Applied and Numerical Partial Differential Equations

	Analytic Bounds for Diagonal Elements of Functions of Matrices
	1 Introduction
	2 Quadratic Forms and Gauss Quadrature Rules
	3 Analytic Bounds for the Diagonal Elements of the Inverse
	4 Analytic Bounds for Elements of Other Functions
	References



	Chapter13
	Applied and Numerical Partial Differential Equations

	Numerical Methods for Ferromagnetic Plates
	1 Introduction
	2 Modeling of Ferromagnetism
	2.1 A Scalar Potential Model

	3 Two Formulations of the Scalar Potential Problem
	3.1 Boundary Integral Formulation of the Scalar Potential Model
	3.2 A Domain Decomposition Formulation for the Scalar Potential Problem

	4 Discretization and Numerical Methods
	4.1 Boundary Integral Method for the Scalar Potential Model
	4.2 Scalar Potential Problem with Poisson Formula Boundary Condition

	5 Numerical Results
	5.1 A Thin Steel Plate Placed in Front of a Conductor
	5.2 Screen Effect Behind the Plate
	5.3 Magnetization in the Plate
	5.4 An Industrial Application

	6 Conclusion and Remarks
	References



	Chapter14
	Applied and Numerical Partial Differential Equations

	Two-Sided Estimates of the Solution Set for the Reaction--Diffusion Problem with Uncertain Data
	1 Introduction
	2 Lower Bound of rS
	3 Upper Bound of rS
	3.1 Error Majorant
	3.2 Upper Bound

	References



	Chapter15
	Applied and Numerical Partial Differential Equations

	Guaranteed Error Bounds for Conforming Approximations of a Maxwell Type Problem
	1 Introduction
	2 Notation and Basic Relations
	3 A Posteriori Error Estimates of the First Type
	3.1 Upper Bound of the Error
	3.2 Lower Bound of the Error
	3.3 Practical Implementation

	4 A Posteriori Error Estimate of the Second Type
	5 A Posteriori Estimate of the Third Type
	5.1 An Advanced Form of the Error Majorant
	5.2 Optimal Form of 

	References



	Chapter16
	Applied and Numerical Partial Differential Equations

	A Componentwise Splitting Method for Pricing American Options Under the Bates Model
	1 Introduction
	2 Option Pricing Model
	2.1 Bates Model
	2.2 Linear Complementarity Problem for American Options

	3 Discretization
	3.1 Discretization of Spatial Differential Operator
	3.2 Discretization of Integral Term
	3.3 Semidiscrete LCP
	3.4 Time Discretization

	4 Componentwise Splitting Method
	4.1 Solution of One-Dimensional LCPs

	5 Numerical Experiments
	6 Conclusions
	References

	Exact Controllability of the Time Discrete Wave Equation: A Multiplier Approach
	1 Introduction



	Chapter17
	Index


