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Preface

The Bellagio International Conference on Mathematical Modeling,
Simulation, Visualization and e-Learning was held from November 20 to
November 26, 2006, with primary financial support from the Rockefeller Foun-
dation. It also benefited from the financial and material support of Virginia
Tech and Winston-Salem State University.

Taken together mathematical modeling, simulation, and visualization have
become a major tool in scientific investigation. They are also a growing inter-
disciplinary subject in collegiate curricula, and are expected to attract more
students from underserved communities to science and technology because of
their universality and because they provide a visual aspect to what is taught
and learned, even in environments where physical implementation and exper-
imentation may not be possible.

The Bellagio Initiative, which was the underlying idea behind the Bellagio
International Conference, consists in creating a forum where excellent mathe-
maticians from underserved countries and communities and the world’s lead-
ing scientists can meet, work together and build networks in order to share
scientific knowledge. This requires that all contributions presented in such a
forum have a high scientific level and a self-contained style. The objective of
this forum is that skilled scientists from all groups and countries be incorpo-
rated within the mainstream of scientific discovery.

It is our goal that scientists from all around the world be welcomed to
aid in investigating the great challenges our world is facing. These challenges
include, among others, the spread of infectious diseases, the management of
water resources, and efforts to reduce air and water pollution. Mathematical
modeling and simulation is among the paths which may lead to a better un-
derstanding of complex phenomena like those known but not fully understood
in biological and chemical processes.

In this volume the reader will find excellent contributions from some very
well known and other less known scientists. We have made a conscious decision
not to focus on one specific area but to open the forum to a wider set of
problems. This provides an opportunity for more scientists to come in and
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be part of the network. An important condition we have imposed on all the
contributions to this volume is that each presents a collection of open questions
which can fuel undergraduate or graduate research activities, even in smaller
or more isolated scientific communities.

This volume is divided into four main sections devoted to:

— numerical methods and problem solving;

— modeling and control of phenomena;

— simulation and visualization of processes and phenomena;
— e-learning.

The dispersion of the different contributions between these four sections is
purely arbitrary. The strong link between these four sections is the power
they can, together, provide to scientific investigation.

We are very grateful to Springer-Verlag, which has agreed to partner with
the Bellagio Initiative to publish the current book and be part of this im-
portant effort. This book is sold at a special discounted price which does not
include any remuneration for authors or institutions. This supports our ob-
jective, which is to allow scientists from all countries to have better access
to scientific knowledge and actively contribute to scientific discovery. This is
why I am honored and proud to introduce to you the present volume which
I hope, as the first of a series of publications to come, belongs on scientists,
applied mathematicians, and engineers’ bookshelves.

Editing a book written by many authors on different continents is a dif-
ficult task. So in closing, I would like to thank everyone who has supported
me while I was coordinating the work of publishing this volume. I would also
like to apologize to my wife and my children for the time I should have spent
and missed spending with them.

Blacksburg, August 2007 Dialla Konaté
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Quasi-Analytical Computation of Energy
Levels and Wave Functions in a Class
of Chaotic Cavities with Inserted Objects

F. Seydou, O.M. Ramahi, and T. Seppanen

Summary. A simple multipole expansion method for analytically calculating the
energy levels and the corresponding wave functions in a class of chaotic cavities is
presented in this work. We will present results for the case when objects, which
might be perfect electric conductors and/or dielectrics, are located inside the cavity.
This example is demonstrative of typical experiments used in chaotic cavities to
study the probabilistic eigenvalue distribution when objects are inserted into the
cavity.

1 Introduction

In the relatively new field of quantum chaos [11], billiards have been of great
interest. The simplest billiard prototype is defined as a perfectly conducting
enclosure filled with a homogeneous medium. It is known that integrable sys-
tems (which have the same number of constants of motion as their dimension),
such as billiards with regular shape, are non-chaotic, whereas non-integrable
systems (with fewer constants of motion than their dimensionality), such as
generic billiards, are chaotic [1, 18]. Examples of regular billiards include rec-
tangular, circular, and elliptical geometries. Generic billiards are one of the
simplest examples of conservative dynamical systems with chaotic classical
trajectories. Examples of chaotic billiards include the stadium billiard, the
D-shape truncated circle, the Sinai billiard and the bowtie shape billiard.
There are also examples of geometries that are neither chaotic nor integrable.
For more details about all these geometries we refer to [7] and the references
therein.

In general, billiard systems of many kinds have proven to be fruitful in
modeling systems in the field of quantum physics and electronics. Indeed,
quantum billiards, coupled with advances in crystal growth and lithographic
techniques have made it possible to produce very small and clean devices,
known as nanodevices [3], which at sufficiently low temperatures, could be
regarded as an experimental realization of a quantum billiard.
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Since some nanodevices are governed by single-particle physics, it can be
described by solving the time-independent Schrédinger equation, subject to
some properly chosen boundary conditions, the simplest example of which
is the problem of a particle in an infinite potential well. This amounts to
solving an eigenvalue problem. These eigenfunctions (the wave functions) are
important for understanding the behavior of mesoscopic structures, and will
be crucial for the design of the nanoscale electronic devices. In addition, a
great deal of interesting physics can be explored by means of an understanding
of the behavior of the wave functions (stationary states) in irregular shaped
devices, including wave localization and wave function fluctuations.

Since the Schrodinger equation for a free particle assumes the form of the
well-known Helmholtz equation the problem of determining the stationary
states of the particle in the infinite well amounts to the calculation of the
Helmholtz eigenvalues and eigenfunctions for Dirichlet boundary conditions
along the boundary of the well. This analogy between the Schrodinger and
Helmholtz equations also allows to compare the obtained numerical results
with the experimentally determined eigenmodes of a vibrating membrane, or
the resonant modes of the oscillating electromagnetic field in a resonant cavity,
of the same shape as the billiard.

The degree of difficulty in solving the Helmholtz eigenvalue problem de-
pends on the actual shape of the infinite well (the quantum billiard system).
When the shape of the billiard is highly regular, such as square, rectangular,
or circular, then the problem can be solved by means of separation of variables
[18]. The problem of determining the stationary states of a quantum billiard,
with arbitrary shape, cannot be solved analytically. Instead, a tedious and
costly numerical calculation is typically expected.

The matrix diagonalization method [12, 13] is a typical method for finding
the stationary states. But, this strategy is inherently limited, and cannot
be used for the purpose of finding high-lying eigenstates [6]. Moreover, the
method requires a heavy numerical task due to 2D grid calculations.

One of the most popular strategies for numerical solution of the quantum
billiard problem is the plane-wave decomposition method (PWDM), [14, 24].
The scaling method based on the PWDM [20-22] has also been efficiently used
for convex billiards. While the PWDM technique is found to be extremely
efficient in practice, for non-convex billiards, in general, it is not efficient [10].

The main useful numerical strategies that have been suggested in the liter-
ature in order to find the eigenstates of the Helmholtz equation, for arbitrary
billiards, are based on boundary integral approach and often referred to as
boundary integral method (BIM) [23]. Several versions of the BIM exist de-
pending on the choice of basis functions [6, 19]. While the BIM equation is
exact, its convergence is, in general, very slow for non-smooth boundaries.
Moreover a meshing of the boundary is required and singularities have to be
dealt with appropriately.

Most of the techniques considered in the literature are based on billiards
filled with homogeneous medium whereas much less is reported when objects
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are included in the billiard, which is demonstrative of typical experiments
used in chaotic cavities to study the probabilistic eigenvalue distribution [26].

The aim of this paper is to present a quasi-analytical method for calculat-
ing the stationary states in a large and important class of quantum billiards
described by closed cavities (containing non-intersecting microcavities) formed
by cylinders that are tangent to each other. A generic description of such cav-
ities is shown in Fig.1, where we show a cavity described by five circular
cylinders of varying radii. Notice that the cylinders in Fig. 1 are touching but
not intersecting. A familiar chaotic cavity that falls under this category is
the so-called bowtie cavity, shown in Fig. 2, which is formed by four circular
cylinders of equal or varying radii.

The paper is organized as follows. We start with the problem formulation.
We then describe the method in the subsequent sections. Finally we present
the numerical results and summarize our findings.

Cavity

Fig. 1. A cavity made of five touching circles

r

Microcavities

Fig. 2. Geometry of the bowtie shaped cavity containing microcavities
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2 Theory

2.1 Formulation of the Problem

We consider a two-dimensional cavity Dy with boundary I' and a constant
refractive index ng = \/€ojig, where pig is the permittivity and eg is the per-
meability. We denote the wave number by kg = wng , where w is the frequency.
Furthermore we assume that the cavity contains M parallel microcavities D;,
which might be perfect electric conductors (PEC) and/or dielectrics of con-
stant wave numbers k;, j =1,..., M. See Fig. 2.

The solution of Maxwell’s equations for the vortices of the electromagnetic
field is given in [4], and leads to an equation for the electric (magnetic) field
that is similar to the conventional Schrodinger equation. The vector character
of the fields implies, however, that one has to distinguish two possible polar-
ization directions with differing boundary conditions. The situation where the
electric (magnetic) field is parallel to the cylinder (z) axis is called TM (TE)
polarization, with the magnetic (electric) field being thus transverse. The to-
tal field can be characterized by a single scalar function u, which represents
either the E, (H,) component for the case of TM (TE) polarization.

We then have M 4 1 homogeneous regions D;, and in each region the
function u is written as follows:

u = &u® + uj,

where u° either represents the field generated by sources or should be assumed
zero if eigenfrequencies are being sought, &; is equal to unity if the source is
located in D; and zero otherwise. Assuming a TM polarization with perfectly
conducting walls and a non-magnetic medium, e**s* dependence leads to the
Helmholtz equation
(VP+E+k)u=0

with a vanishing u on I'. On the boundaries of D;, 7 = 1,..., M, we have
a continuity of u and its normal derivative for the case of dielectrics and a
homogeneous Dirichlet boundary condition, i.e., uw = 0 for the case of PEC.
Here k. is the propagation constant along the z-direction and k represents k;
in Dj, j =0,1,..., M. In the following we will set k. to zero corresponding
to a wave in the z — y plane.

The quantum analogue of the Helmholtz equation is given by time-
independent Schrédinger equation for two-dimensional systems [8], i.e.,

€, —V
(v2 + 2m"h2> 7, =0,
which describes the nth excited eigenfunction ¥,, of a particle of mass m in a
potential V', where €, is the energy of the nth excited state, and h is Planck’s
constant divided by 27. The probability density |¥,,|? in the Schrédinger equa-
tion for the quantum mechanical problem is analogous to |u|? in the Helmholtz



Quasi-Analytical Computation of Energy Levels and Wave Functions 7

equation for the electromagnetic problem, as long as the 2m(e, — V)/h? and
k2 terms in these equations are constant. The solutions to the Helmholtz
equation with perfectly conducting walls are equivalent to the solutions of the
two-dimensional Schrédinger equation with hard wall boundaries (¥,, = 0 at
the boundary T") of the same geometry.

Now, assume the cavity of interest is has a shape such as the geometry
given in Fig. 1 (with inclusions of microcavities) or Fig. 2, and denoted by Dy,
we would like to find:

1. The values of |ug| inside the cavity;

2. Non-trivial eigenvalues k, and eigenfunctions ug, that satisfy the two-
dimensional Helmholtz equation with homogeneous Dirichlet boundary con-
dition, as formulated above.

2.2 Cavities Formed by Touching Multiple Cylinders

The quasi-analytical approach (QAA) method introduced here, for calculat-
ing the energy spectrum of billiards, is simple and allow us determine both
the energy levels and the corresponding wave functions for quantum billiards
formed by touching circular cylinders.

To tackle the problem, we take as center points O;, and circumscribe
them by circles I'; (describing the cross-sections of the cylinders) of radii
R;,j=1,2,...,J, where J denotes the number of circles, and separated by a
variable a, as shown in Fig. 3. Next, we assume a scattering of electromagnetic
waves by J infinitely long circular cylinders centered at O; with radius R;.
Then, in the outer region D,, we have the Helmholtz equation

(V2 + k) u, =0,

where u, satisfies the Dirichlet boundary condition on each of the boundaries.
When we take the limit as a goes to zero we obtain a cavity formed by touching

cavity

Fig. 3. Four circles separated by a variable a. The bowtie shape cavity is obtained
when we let a tend to zero
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circles (see Fig.3). Our goal is to find the solution in the cavity, denoted by
Dy, as an approximation of the solution in D, when a goes to zero. The
electromagnetic problem we have to solve is thus to find the solution u, of the
Helmholtz equation in D, with Dirichlet boundary conditions on the circles.
Then, when a goes to zero, we find the solution in the cavity.

Assuming that u, satisfies the Sommerfeld radiation condition, and using
the Green’s representation theorem [5], we have

w0 == [ (0650 i) ) sty

with )
i
(x,y) = ;Hy (kx —yl).
where v is the unit outward normal and Hél) is the Hankel function of the

first kind and order zero.
We will use the addition theorem for Hankel function (cf. [4], p. 591)

HD (Klx — y)e™? 0 = 3™ 06 g8 e (x)| HD,, [k (y)]e = m00),

when r(y) > r(x), and
HD (Kjx —y|)e™ 0 =% " O HD [k (x)) L, [kr(y))e "0,

when r(y) < r(x), where r(x) and 6(x) are the polar coordinates of x, 6" is
the polar angle of R, = x —y, HT(,%) is the Hankel function of the first kind
and order m, and Jf is the Bessel function of order p. Hence, for a point
X € Dy, uq(x) can be written in the form

with 5 -
e, e R TR (9)]le 5 5 b (y) ds(y)

b = |
= Jy, SR ki (9)]le S 5l ua (),

n

where r;(x) and 6,(x) are the polar coordinates of a point x € D, in the
coordinate system X;0,Y;, and the constants b, j = 1,...,J and —co <
n < oo, are the unknown coefficients to be found by the boundary conditions.

When M circular objects D; of radii rj, j = J+1,...,J+ M, are inserted
inside the cavity formed by the touching circles it is clear that in the sum
above we have to replace J by J 4 M. Let us define k in D; by k; whereas in
the rest of the cavity k is taken to be kg.
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Using again the addition theorem above and the boundary conditions we
obtain an infinite system of equations. This system must be truncated, at a
number N, to obtain a finite system of equations in the form

Sb = 0.

The vector b contains the variables bJ, j = 1,...,J,J +1,...,J + M and
—N < n < N, and the matrix S is given by

S1 T1’2 TLJ TLJ_H TLJJ,.M
To1 So . Ty 5 To 741 v Togrm
S — . .
T Tj2 ... SJ Tysr o Tosrm
Trimar Togmz o Tyimg Tormagsr -0 Sjym

In the above matrix, for 5,/ =1,...,J 4+ M and —N <n,m < N, T is
a square matrix of the (m,n)th element T ; . given by

E,j,m,n - ei(nfm)Gf Hfri)—n(korlj)a
with rlj being the distance between O; and O;, and 9{ is the angle between
0,0, and the z-axis. On the other hand s; is the column matrix of the mth
element s; ,, whose expression depends on the type of object inserted into the
cavity. In particular, let us assume that we have K; PECs and K5 dielectrics,
where Ky + Ky < M, Then for the PEC case s; ,, is given by

HY (kory)

= N0 i J+ Kyand — N<m<N,
R Jm(k’oTj) ¥ + K1 an m

Sj
whereas for dielectric insertions the values of s; ., differ from the PEC case
for j > J in which case it is given by
_ kody (kor) Jm (kjrs) — KTy, (Kirs) Jm (Korj)

ko (ko) T (ksr5) = by T (ks ) ES (kor )

Sjm =

By solving the system of equations, for j,{ = 1,...,J + M and —N <
n,m < N, we obtain an approximation of the coefficients b/. Then the field
u, can be recovered from the above sum.

This method is a semi-analytical technique. In some sense it is analytical
since it is based on solutions in the form of infinite series. At the same time the
method is numerical, since it requires inversion of a matrix for determining
coefficients in the series.

To validate our method, we develop a numerical solution using the BIM
[5]. Using the BIM, we seek solutions of the Helmholtz equation in the cavity
as a combination of layer potentials and Green’s identity. Then a Nystrom dis-
cretization of the integral with singularity extraction [5] is used. More details
of this method will be published elsewhere in a near future.
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2.3 Eigenvalues

Eigenvalues play a critical role in the analysis of chaotic cavities. Determining
whether a cavity is chaotic or not is made possible by analyzing the statistical
distribution of the eigenvalues. Determining the eigenvalues reduces to finding
the minima of either the tension, the smallest singular value of S, or the
determinant of S, det(S) [18]. In this paper we consider only the case of det(S).
Strictly speaking, to find the eigenvalues in a cavity, we need to look for wave
numbers k such that det(S) = 0. We note that the function D(k) = det(S) is
complex-valued and, therefore, its real roots k,, (the sought eigenvalues) must
be simultaneously zeros both real and imaginary parts. On the other hand we
expect the numerical solutions of the equation D =0 to be complex with a
small imaginary part.

To find the eigenvalues, i.e., the roots of D =0 we may use an iterative
computational technique. We may use a Newton Raphson iterative solver. The
eigenvalues can be computed using the following iteration:

1. Pick an initial value k%o)
2. Iterate

1
tr (S=1 ()8 ()

EmAD) — p(m) _ m=0,1,2,...,

where tr is the trace of a matrix and the derivative is taken with respect to
k.
Once the eigenfrequency is determined, we may get the eigenfunctions u,

]{fSLmO)

by the inverse power method, i.e., suppose is a good approximation, but

S(ky(zmg)) is still invertible we iterate by
S(k(™ )t = u(m) M =0,1,2,... .

In our numerical results below we look for the eigenvalues over a segment
of wave number. Theoretically, if the wave number is an eigenvalue, then the
minima of \ﬁ\ should be zero. Eigenvalues are seen as peaks in the figures
where we plot | D| against the wave number.

3 The Numerical Results of the Classical Bowtie Cavity
Containing Circular Objects

The bowtie cavity (Fig.2) is well known in the chaos literature [8]. It is real-
ized by forming four circular cylinders of equal radius ro (generalized bowtie
cavities can also be formed by cylinders with different radii).

In the numerical results presented here, we first excite the cavity by a
complex-source-point (CSP) given by

D, (x,x5) = HSV (k[x — x,])
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located at a point x; inside the cavity. The CSP is useful in the spectra study
of cavities [2]. We then compare the QAA and the BIM methods.

Taking a = 1079, for a given point source located in the cavity above the
x-axis we plot |ug| against the z-axis inside the cavity using the BIM and the
QAA methods, for different wave numbers kg when ki = 2kg and ko = ko /2.
The results are reported in Figs. 4 and 5 for the cases when the bowtie cavity
contains two PECs and two dielectrics, respectively. We see a very good match
for the two methods.

018
0.17 /\
016}

015}
014}
013}

0.12 /,,.__\

0.11 f

O'090.5 -04 -03 -02-01 0 01 02 03 04 05

Fig. 4. Given a source inside the cavity placed at (0,0.6) and two circular PECs
with radius 0.1 centered at (0,0.3) and (0.1, —0.2) we plot the field |uo| on the line
y = 0 using the BIM (solid line) and the QAA (dots) techniques for different wave
numbers ko = 2 (first from the top), ko = 4 (second from the top) and ko = 4
(bottom). In all the figures k1 = 2ko and k2 = ko/2. An excellent match is observed

0.18
0.17
0.16 |
0.15¢}
0.14
0.13
0.12

0.11 ¢

0.1 /V\

0'090.5 —0..4 —6.3 —6.2 —(5.1 0 0j1 0j2 Oj3 0j4 0j5

Fig. 5. Given a source inside the cavity placed at (0,0.6), one dielectric and one
PECs with radius 0.1 centered at (0,0.3) and (0.1, —0.2) we plot the field |ug| on the
line y = 0 using the BIM (solid line) and the QAA (dots) techniques for different
wave numbers ko = 2 (first from the top), ko = 4 (second from the top) and ko = 4
(bottom). In all the figures k1 = 2ko and k2 = ko/2. An excellent match is observed
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To see the location of the eigenvalues, in Figs.6-10, we plot log(|D|)
against the frequency using the QAA and the BIM methods. First we see that
the determinant is very small in both cases. On the other hand, although the
determinant does not have the same values for the two methods we see that
the minima have the same locations. We would therefore expect to have very
similar eigenvalues for the two approaches.

Let us consider the case when one circular object, that might be either a
PEC or a dielectric with refractive index n is located inside the cavity. We
shall look for two cases: when the object is located at the center of the cavity
and when it is off the center at the point (0, 0.6).

-420
—a22 |
—424
—426 |
—428 |
-430 |
—432 |
-434
8

Fig. 6. Here the logarithm of the absolute value of the determinant is plotted against
the wave number ko for the case when a perfect electric conducting circular cylinder
is placed at the center of the bowtie shaped cavity, using the QAA (top) and the
BIM (bottom) techniques

-420
—422
—424
-426
—428
-430
-432
—434

8 9 10 11 12 13 14

Fig. 7. Here the logarithm of the absolute value of the determinant is plotted against
the wave number ko for the case when a perfect electric conducting circular cylinder
is placed off the center of the bowtie shaped cavity, using the QAA (top) and the
BIM (bottom) techniques
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-420
—a22 |
—424
—426 |
—a28 |
-430 |
—a32 |
-434
8

Fig. 8. Here the logarithm of the absolute value of the determinant is plotted against
the wave number ko for the case when a dielectric circular cylinder, with refractive
index n = 4, is placed at the center of the bowtie shaped cavity, using the QAA
(top) and the BIM (bottom) techniques

—12
~14
-16
-18
-20
—22
—24
-26

8 9 10 1 12 13 14

-380
-382
-384
-386
-388
-390

8 9 10 11 12 13 14
Fig. 9. Here the logarithm of the absolute value of the determinant is plotted against
the wave number ko for the case when a dielectric circular cylinder, with refractive

index n = 4, is placed off the center of the bowtie shaped cavity, using the QAA
(top) and the BIM (bottom) techniques

First, for the case of PEC (Figs.6 and 7) we observe that the number of
eigenvalues is reduced when the object is moved from the center compared to
when it is placed at the center. Turning to the case when the object inside
the cavity is a dielectric (Figs.8 and 9) we assume that the refractive index
is taken as n = 4. We see that there are more eigenvalues when the dielectric
cylinder is moved off the center compared to when it is placed at the center.
Finally for the case of two dielectrics the number of eigenvalues is different
than previous cases (Fig. 10).
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Fig. 10. Here the logarithm of the absolute value of the determinant is plotted
against the wave number ko for the case when two dielectric circular cylinders, with

refractive indices n1 = 2ko and n2 = ko/2, are placed off the center of in the bowtie
shaped cavity, using the QAA (top) and the BIM (bottom) techniques

4 Conclusion

In this paper we have implemented a quasi-analytical method to compute sta-
tionary states and wave functions for an important class of chaotic cavities
containing dielectrics and/or PECs. The method is based on the use of multi-
pole expansion for solving the Helmholtz equation. Our results, for a bowtie
shaped cavity, were compared to a BIM approach and very similar results were
obtained. The main advantage of our method is the closed form nature of the
matrix in the resulted linear system, and its derivatives can be computed ex-
actly. Our results show that the location and the number of the eigenvalues
depend greatly on the location, the number and the type of objects inserted
into the cavity.
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Existence Results and Open Problems
in the Kinetic Theory of Dense (zases

W. Greenberg

Summary. Although the Boltzmann equation is the earliest and best known of the
classic equations in kinetic theory, its weakness in modeling non-dilute gases has long
been recognized. Some 85 years ago, Enskog proposed modifications for dense gases
which generated more accurate transport coefficients than the Boltzmann equation.
However, the Enskog equation does not model intermolecular potentials. We wish
to outline some recent advances in improving the Enskog equation, and to highlight
a number of problems which remain open.

1 Introduction

Although there is an extensive literature on discrete velocity Boltzmann equa-
tions [1], and a smaller literature on discrete velocity Enskog equations [2], the
study of kinetic equations on spatially discrete domains is extremely limited.
Here we would like to present models of the Enskog equation on a three-
dimensional spatial lattice both with the full velocity dependent Enskog col-
lision operator and also with a discrete velocity set. The first type of model
is referred to as a semi-discrete model, since only the spatial variable is dis-
cretized, while the second is referred to as a fully discrete model. Moreover, we
will extend the behavior of the Enskog collision operator (which describes only
hard sphere collisions) to include next-nearest neighbor interactions, thereby
modeling a square well interaction potential, or, more generally, a piecewise
linear local interaction potential.

The Boltzmann equation, first posed in 1876, is the best known equation
in the kinetic theory of gases [3]. However, this equation, which describes
molecules as point particles and yields transport equations only of an ideal
gas, is an accurate portrayal of a dilute gas. In order to have a more accurate
description of moderately dense gases, Enskog in 1921 proposed the equation
subsequently bearing his name [4]. The Enkog equation, revised in the 1960s
to represent exact hydrodynamics, takes into account the non-zero diameter of
real molecules, and has turned out to be an accurate description of dense gases
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up to 10% of close packing. Because the Enskog equation models only hard
sphere collisions without intermolecular potential, Greenberg et al. have con-
sidered an Enkog type collision operator with square well, and, more generally,
local piecewise constant, potential [5, 6]. Although discrete velociy models of
the Boltzmann equation have an extensive literature going back more than 40
years, the spatially discrete Boltzmann equation was introduced more recently
by Greenberg and coworkers [7, 8]. In these models the spatial variable was
replaced by a finite periodic lattice.

In this article we will present a lattice version of the Enskog equation,
studied in a Banach space of absolutely integrable functions of the velocity
variables, i.e., only the spatial variable will be discretized. We will discuss
both the analog of a hard sphere collision model and an Enskog model with
local (next-nearest neighbor) interaction.

Throughout, we will point to some open problems in the kinetic theory of
dense gases.

2 Kinetic Equations and Streaming Operator

For perspective, let us write the Enskog equation in a three-dimensional spatial
domain:

9 . L - -
[a"‘v'vf]f(rvvat) :CE(f(T,’U,t),f(T,’U,t)) (1>
for the distribution function f : Rii X R% X Ry — R, representing the differen-
tial density of particles at position 7 at time ¢ with velocity ¥. Here, Cg(f, f)
is the Enskog collision operator

Y (F, 7+ ad) f(7, T, 1) f (F+ a€, 51, )] < &7 — ¥ > dedi,
4

=U—€< &V — 11 >, V=0 +E€<ET— U > (3)

for a gas of molecules of diameter a, with éintegration over {€ € R3: ||¢]| =
1,€- (0—vy) > 0}.

In this section we consider both semi-discrete and fully discrete Enskog
equations on a lattice. The free streaming operator, corresponding to the
continuum operator ¥ - Vz, is constructed in the same fashion for both types
of models.

The semi-discrete equation for the distribution function f;(¥,t) is written:

ofi
ot

(T,8) + (Af)i(0,t) = J(f, )i (4)

The index 7 is the spatial index denoting the ith lattice point in the periodic
three-dimensional cubic lattice A3, and 7 is the (dimensionless) velocity vector.
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The operators A and J will be defined below. We seek solutions in the Banach
space C([0,T], X) where X = L'(A3 x S) with norm || f|| = >, || fi(¥)|]1. The
sum is over N3 lattice sites, S = R> in the case of the semi-discrete model
and S is a finite set in the case of the fully discrete model. We denote with
7, the cone of positive functions in X, and by G(7,) the cone of measurable
functions f(-): Ry — 7,.

The operator A is the finite difference approximation to the gradient term.
To give A specifically, let 7 be an identification between the lattice A® and
Z3. Then A is an N3 x N3 matrix:

Ay = 3 (7 )AL (D), (5)
where

A?] (17) = 5ij — 6i,7r(7r*1(j)+ﬁ)a v-u> O7 Aﬁ(fﬁ) = Au(ﬁ)* (6)

and the sum is over the three orthogonal coordinate vectors u. We have,
for convenience, taken the lattice spacing to be of unit length. The periodic
boundary conditions are imposed by viewing the lattice as a three-dimensional
torus, and thus 7=1(j) + 4 € A3 for every j.

A representation of A may be written as follows. If v,,v,,v., > 0 and the
n X n matrix F is defined by

R g
then

A= (v 40y +0) QIR -0, (E®IR])—v,(IQERI)—v,(iRIRE). (8)
Note E™ = I and that the representation of A if v; < 0 can be obtained from

(6)-

Let us consider first the semi-discrete Enskog collision operator:

J(f, )i, )=Go(f, £)i(V,t) — fi(V, ) Lo(f)i(V,t) = 9)
:Z/ Aty [Yiiee [i(0' 1) fice (01, ) = Yiige [i (T, 1) fie (D1, 1)]-
eer /R

< 6,17—’(71 > 0(€ (17—’(71)),

where 6 is the Heaviside function and ¢, 9] are given in (2). The geometric fac-
tor Y is a functional of f, Y; ; = Y (n,(t),n;(t)), where n;(t) = [zs d¥ fi(0,1),
and is assumed positive, jointly continuous, bounded and symmetric in its
arguments. The set I' C S? is the set of unit vectors in R3 pointing in the
direction of nearest neighbors, taken periodically, e.g., the unit coordinate vec-
tors in a rectangular lattice. Indices such as Y; ;. are written in shorthand
for Y; x(x—1(i)4¢)-
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Equations (4)—(9) are the discrete version of the (revised) Enskog equation
(1a), which models hard sphere collisions. The square well Enskog equation,
derived by Davis et al. [9] and Greenberg et al. [5], models, in the continuum
case, an intermolecular potential of the form

oo, 0< |-l <a
([l —72l)) = ¢ —¢, a<|[i =7l <R (10)
0, [[Mm—nf>R

for a single square well of depth ¢ and width R, and a sequence of such wells
for a piecewise constant local potential. The resultant kinetic equation has a
collision term containing precisely the Enskog collision operator, on account
of the hard sphere collision, and, in the case of a single square well, three very
similar collision terms representing the molecule at ||7; —72|| = R (i) entering
the well, (ii) exiting the well, and (iii) reflecting off the well if energy is not
sufficient for an escape (or a penetration for a repulsive well). The last cannot
take place, of course, for an attractive well unless an intermediate collision has
occurred while the particle is in the well. In the case that the well consists of m
piecewise constant steps, the collision operator will contain 3m+ 1 Enskog-like
collision terms.

As we are interested in lattice models, we will defer writing out the con-
tinuum equation for square well potentials, recommending the reader to the
quoted literature, and restrict ourselves to writing the lattice equation. In the
case of a single well, which translates into a strictly next-nearest neighbor
interaction, the semi-discrete lattice collision operator is:

J(f, i@t = /R3 At [Yiite fi(0 1) fire(01,8)=Yiiee fi(T, 1) fime(Wh, 1)) -

écly

€ (U= 1)0(e- (U — 1))+ (11)

1 2 [ Y S e F8) = Vo BTS2,

ecln
€ (U= T)0(e- (U —11))+

+ Z ‘/\3 dUl [Yri,ife fi(’l_}w/a t)fife('l_}{//a t) - Y;,H»e fl (’Ua t)fiJre (771a t)} :
R

éecl
- (T—1)0(e- (0— 1) — \/471)_’_
+ > /R . dvy [Yiiee fi(0 1) fice (U1, ) = Yiige [i(T, ) fige (U1, 1)]-

ecly
0(\/4qg — - (T = 61))é- (T — T)0(é- (T — 1)) =
3
= Z[Gk(fv i = filw(f)il = G(f. i — fil(f)s,
k=0



Existence Results and Open Problems 21

where I} is related to the set of nearest neighbor vectors, Iy to the set of
next-nearest neighbor vectors, and v > 0. Here, the double and triple primed
velocities are derived by conservation of momentum and energy, just as were
the velocity transformations in (1b). For example,

=

1 -
— =< ev—
26{ €,7

—

Il
<y
S

> —[< & v — v > +4q]7}, (12)

/!
U1

L

—, —

1
1+ H<ET T > —[<ET- T >? +4q)%}, (13)

I
<

with a similar transformation for ¢/, 7" [3]. It is not difficult to show the
conservation (of mass) property

[ G - fny =0, e (19

In the case of next’-nearest neighbor interactions for i = 1,...,m, there
will be 3m additional collision terms with corresponding transformations of
(primed) outgoing velocities, obtained by the conservation laws and taking
into account the energy levels g;. In this case, there will be summations over
next’-nearest neighbor vectors I'; and J(f, f) = ZZO[Gk(f,f) — fL(f)].
As the functional analysis to be considered in what follows carries over in a
transparent way to these additional collision terms, we will, for convenience,
pose the lemmas for the case of nearest neighbor interaction only, i.e., the
Enskog lattice collision operator (9), commenting only on any points for which
the lattice model with interaction potential might differ.

Next, let us consider (4) for the fully discrete lattice model. In this case,
the variable ¢ belongs to a set S of finite cardinality. We shall label such
velocities ¥; for j = 1,...,card(S). If the probability of the collision of two
particles of velocities ¥; and ¥; producing velocities ¥, and ¥; at transfer angle
(vector) € is given by PZ;Z, then for a nearest neighbor interaction model P
must satisfy:

0 < PH(e) <1, (15)

<17i—17j,é> >0
Kl ¢~ < Up—0,€><0
P7(€) # 0 if and only if (16)
Ui + U = Uk + U,
vi2+vj2.:v,%+vl2
Y P@ =3 PjE=1 (17)
Kl ij

P (&) = Pji(-¢). (18)
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The distribution function f now should be written as fp, ;, where the first
index refers is the spatial variable and the second is the velocity variable.
Then the fully discrete kinetic equation is written

Ot () 4 (A)milt) = T ) (19)
where
J(fa f)m,z - G(fa f)m,z - fm,zL(f)m,z = (20)

Z Z Yr:v‘,—,m—epkz;g (g)ma kfm—e,l < é, 1_)} - 6]{,‘ > *Ym,m—l-epz'];'l(é)fm,ifm+e,j'
Ik, €

R -
<€V —vU; >

The sum over € is a sum over nearest neighbors as discussed in the semi-
discrete model. The streaming operator A is defined again by (5), however
with the velocities ¢’ confined to the set S. The geometric factor Y, m, is a
function of ), fim,,is D_; fms,i and is assumed positive and symmetric in its
arguments.

An example of such a nearest neighbor model for a cubic lattice is a gen-
eralization of the Carleman model for the Boltzmann equation [10]. In this
case, the discrete velocity set is

S = {i'7 _‘%7@7 _:(7727 _2}7 (21)

where the velocities in S are vectors parallel to the coordinate axes, normal-
ized for the sake of convenience. A more complicated mode, related to the
Broadwell model [10], is

S = (22)
(2, 40, £2,£(3 — ), £(& — 2), (5 — 2), (& + ), £(& + 2), £(§ + 2), 01,

The analog of the square well or local piecewise linear interaction in the
continuum model will here be a nexti-nearest neighbor interaction model,
as for the semi-discrete model. However, in this case the transition matrix
PJ! and the velocity set under consideration must be modified. In particular,
for a finite set of velocities S generating a nearest neighbor model, the re-
lationships such as (13) describing outgoing velocities generated by the well
or piecewise linear potential will create an enhanced set, still called S, and
the last case in (16) will require energy conservation with respect to the local
potential. (Note momentum conservation is maintained.) The collision oper-
ator J(f, f) will, of course, require a sum over the enhanced velocity set. In
what follows, we will refer to the nearest neighbor model, which corresponds
to strictly hard sphere collisions. The results, in general, properly altered to
deal with bounded, rather than conserved, energy, do carry over to (next)’-
nearest neighbor interaction models; we will indicate when validity is only for
the simpler model.
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For the Boltzmann equation there is an extensive and rich literature on
discrete velocity models. For the Enskog equation, only a minimal number of
discrete velocity models exist [13-15]. This is a wide open field of research.

In the next three sections, we will confine ourselves to the semi-discrete
model, although the results in Sects.3 and 4 almost entirely carry over to
the fully discrete model, with the appropriate change in notation to the finite
velocity set. In Sect. 6 we will return to the fully discrete model.

3 Semi-Group and Iterations

We discuss here the semi-discrete equation (4). Throughout this and the fol-
lowing section, we will consider only the velocity cutoff model of the semi-
discrete equation, which includes in the collision kernel the additional factor
O(p — ||v — v1]|) for some fixed p > 0. Then G and L are bounded functionals:
G(f, H)II < ki1l f]|? and ||L(f)|| < k2| f]| for constants k1, ks depending on p.

Throughout, we will suppress the position variable (index) when the mean-
ing remains clear.

It is easy to see that A generates a co-semi-group Ux(t) and A + L(f)
a two-parameter evolution operator Ty, i.e., Ty(t,s)& is a solution of the
homogeneous equation

Y b AgHINg =0,  gls) =t (23)

The most relevant properties these operators can be summarized in the fol-
lowing lemma.

Lemma 3.1. (a)Ua(t) and Ty(t2,t1) are invariant on the cone of positive
functions Ty C X fort and ty — t1 positive, and f € G(T,.).

(b)U(t) is a contraction semi-group and continues analytically to a bounded
holomorphic semi-group U(z).

(¢) Ty (ta,t1) is a contraction mapping on X for ta—ty positive and f € G(T4).

(d) For all f € X,

N3 N3
Z(U(t)f)i = Zfi~ (24)
i=1 i=1

Proof. First one shows that every element of e~/ is a power series in ¢|# - 1
with positive coefficient to lowest order. Hence, for ¢|0 - @] sufficiently small,
(e7t4f); > 0 for f € T, N My, where My denotes the union of subspaces of
functions in 7 with support in the hypercube about the origin with sides of
length 2N. Then, by exponential addition, this extends to arbitrary t.

On My, A(t) = —A— L(f(t)) is a bounded operator, and T (s, t) is given
explicitly by

tm t1
Ty(t,s) = s. lim exp / At . .. exp / A(t')dt! (25)
P ¢

m— 00
0
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with the limit taken over n-partitions ¢t = t,,, > t,_1 > -+ > t1 > tg = s.
Using the Lie product formula and the uniform boundedness of each of the
exponentials, one can represent T(t, s) as the double limit

_ ))ds™
Ty(t,s) =s. lim lim { {UA(tm tml) ex ft = }
n

m—00 N—00 n

Y = P LI B

n

But L is diagonal and positive on 7, and therefore so are the exponentials
n (26). Thus T¢(t,s)7. C 74, completing the proof of (a).
To prove (b), one employs the important identity

N3
Z(Am)w =0, VYm € Z+ (27)
i=1
and the expansion
n—1 n
—I+E) — Z Z s(wi= w—az o (28)
a=0i=1

where Eg =1, F1 = E, E, = E,_1E and w, are the primitive nth roots of
unity. From the first, one may see that U4 (t) is isometric on 7, and therefore,
by invariance, on X. Writing U4 (s) = Ug(s) ® Uy(s) ® U.(s), to show Ua(s)
is a bounded holomorphic semi-group, it is sufficient to show that U, (s) and
sAU,(s) are bounded uniformly in a sector Sy C C,

Sp={z€C] \argz|<0<g}. (29)

The uniform boundedness of Uy (t) follows from the expansion (28) and some
straightforward complex analysis. The uniform boundedness of sAU(s) is an
immediate consequence of the boundedness of g(&) = £e~¢, Re & > 0. This
proves (b).

Since L is positive, exp{— [ ds L(f(s))} is contractive, and by the repre-
sentation (26), part (c¢) is proved, and (d) is an easy consequence of (27) and
part (a). O

Let us consider the integral equation

ﬂwzmmh+A@am—$WU@J@w¢@uﬂM» (30)

as well as the integral equation

f@zﬂ@@ﬁfﬁﬁﬂ%@ﬂﬂ%ﬂm- (31)
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Note that for next-nearest neighbor interactions, the integral in (31) will be

3m

[ asTye.s) 3 Golr(e). 160 (32)

k=0

Equation (30) is convenient for iterating a solution of the kinetic equation,
and (31) is useful for establishing positivity.
We wish to solve both equations by iteration. Define

FOTt) = fo(0) (33)
FON (@, 4) = Ua(t) fol¥) + /0 dsUa(t —s)J(f"D(s), f"7D(s))  (34)

and

9O (¥,t) = fo(v) (35)
g E(T, 1) = Ty (¢, 0) fo(T) + /0 ds Ty (t,)G(g™ (s),9™ (s))  (36)

Lemma 3.2. The iterative schemes converge in X to solutions f(t) of (30)
and g(t) of (81) for t sufficiently small, and g(t) € T.. The solutions are
continuous functions of the initial datum fq.

Proof. As aresult of the boundedness of the collision operator, for ¢ sufficiently
small, ||f(™)|| < M, independent of ¢ and n, and

| FHD — fO < || T (0, f) — gD, fn=Dy
< 2 M| J||[|f™ — f=D (37)

Consequently, the iterative scheme (34) converges to a solution f(¢) of (30)

for
1 1

AR 2T

t < min{ (38)

and f(t) is a continuous function of fy.
To see the sequence {g(™ (¢)} is Cauchy, define

t
gD (T, 1) = Ty (t,0) fo () + /0 ds Ty 1y(t,5)G (g™ (s),9"(5)) (39)

and write S! for supy<,<;. Then we have easily from Lemma 3.1,

gD () — g™ O] < 26 GIIM St g™ () — gD (s)| (40)
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and
gD (1) — g+ (1)]] < [Ty (£,0) = Ty (£,0)] ||| foll+

STy (t,8) = Ty (8, ) 111G 19 (5)]*- (41)

for ¢ sufficiently small. Define x(t) = (Ty) (t,8) — Tym-1) (t,5))&o for fixed s.

Then y is the solution of the coupled system

dg

- TlA+ L(g™(t))]g =0, g(s) = & (42)
% + A+ L™ V@) =Lg" V() — g™ (®)gt),  x(s) =0. (43)
Then from
X0 = [ dsTyen (LG (s) = 9(5))g(s) (44)
0
we have
gD (1) — g™+ =) (1)]| < (45)

< IZIIE foll + 2GS g™ (5) = gD ()]

Collecting these results, it is sufficient to assume 0 < t < Tj for T L=
8||G||M1 + 8M; + 5||L|||| fol| to obtain

n+i n 1 n n-

lg" 2 0) — g™l < 3849 () — g D)l (46)
n n+i 1 n n—

g™V (1) — g+ B (1)) < ZSgHg( )(s) — g™ D (s)]I. (47)

From these estimates it is evident that the sequence {g(™} is Cauchy. The
remainder of the lemma is clear. 0O

4 Global Solutions

We continue our discussion of the semi-discrete equation (4) with velocity
cutoff. We will extend the mild local solutions of Sect.3 to global-in-time
solutions, and then prove they are classical solutions.

Lemma 4.1. Let g1, g2 be solutions of (80),(31), respectively, satisfying
91(0) = g2(0) = fo. Then g1 = go.
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Proof. One can compute from (31)

g2(t + 5) = Ty, (t + 5,1) [Ty, (£,0) fo + /O dt' T, (4,1)G(g2(t) ]+ (48)

+/t+s dt' Ty, (t + 5,t")G(ga(t")) =
= Ty, (t + 5,1)[g2(t) + 5G(g2(t)) + O(s)]-
Define 1(s) = [Ty, (t + s,t) — U(s)]&. From

ggz—M+L@wamM®—Mm@+®WM@® (49)

and n(0) = 0, we have
n(s)=— [ dt' Tg,(t+s,t + ') L(g2(t + ') Ua(t')o. (50)
0

Combining this with (48), we may write

92(t + 5) = Ua(s)[g2(t) + sG(g2)) — sL(g2(t))g2(1)] + O(s).  (51)
On the other hand,

gw+@=Ummawﬁ+4%ma@wu—wﬂmwmmww

t+s
+[ Ualt + 5 — )T (g1 (), 1 (1)) (52)

=Ua(9)[g1(t) + s (91(2), 91(1))] + O(s)
Writing a(t) = ||g2(t) — g1(t)]|, we have

a(t+s) —a(t) < s|lJ(lg2O] + g1 ®)DIlg2(2) — g1(B)]] (53)

or

D¥a(t) < 2|7l swp g (54)

l, =v=

The Gronwall Lemma completes the proof. O

We wish to show that the solution of (30) is differentiable in ¢, and thus
a solution of (4). Since U4(t) is a holomorphic semi-group, it is sufficient,
by Kato’s theorem, to show that J(f(t), f(¢)) is Holder continuous [11, pp.
487-491]. This will follow from the Holder continuity of f().

Lemma 4.2. For fy € T., the functions {f"(t)} given by the itera-
tive scheme (34) are differentiable on some interval [0,Tp], are uniformly
Lipschitz, and the derivatives { ™ (t)} are uniformly bounded in t and n.
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Proof. From the estimate

FE+ ) — () = (55)
= (UA(h)—I){UA(t)f0+ /0 dt' Ua(t — [TV, fPD())

—J(fO V@), V(@) + / v Ua(t —t)J(f" D (8), f<“>(t>>}+

0
+hUA(R)J(fD (), fD(#) + O(h)

the right derivative is
t
DY (1) = AUA(t) fo + Al / Ua(t =) J(FD ), f D)+
0

+UAR)T(F0 @), F D (1). (56)

Then a bound on D+ f(™)(¢) is obtained by the estimate ||AU4(t)|| < K/t for
some constant K (by analyticity). In particular, for n > 2,

" f(nfl) t/ _ f(’n.fl) t
D+ 1Ol < 1S+ 112 O =IOy e s7)
and a uniform bound is obtained inductively by estimating Lipschitz constants
K, for each f(. Indeed, D fM)(t) = Ua(t)Afo + Ua(t)J(fo, fo) and fO) is
Lipschitz with constant K1 = [|Afo|| + ||J]]||fo]|* and for n > 2 from the
estimate above we have

17O (t) = FO ()] < (NASoll + 11T jm® + 2tKm| || K1)t — 8|, (58)

so that
K, =a+ 18K, (59)

with a = ||Afo|| +]|J||m? and 8 = 2Km)||.J||, which is uniformly bounded for
t < 1/(2Kmj||J||). This completes the proof. O

Theorem 4.3. Suppose fo € T,.. Then there exists a unique positive solution
f(t) of the integral equation (30), or equivalently (31), for all t > 0, and f(t)
is a continuously differentiable solution of the Enskog lattice equation (4) for
the velocity cutoff model. Further, f(t) € Ty and [ depends continuously upon
the initial datum fy.

Proof. Tt remains only to note that || f(¢)|| = || fol| for ¢ sufficiently small. For,
integrating (30) over ¥ and summing over i, recalling U, (t) is an isometry on
7T+, we have (for t sufficiently small)

1A= 1ll+ 3 [ a [ s a6 1) o)
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Using Lemma 3.1, this becomes

t N?
=1+ [ as S5 [ arasenson. @

i=1¢el
But 1 is a collision invariant. Hence the integral term vanishes, and ||f|| =
[|foll- Now, the procedure can be repeated, and the theorem follows. 0O

Note that the theorem is valid both for the lattice system with (cutoff)
Enskog collision operator and with next™-nearest neighbor interaction.

5 Removal of the Cutoff

Finally, let us consider the semi-discrete lattice model (4) with next’-nearest
neighbor interaction (without cutoff). We continue to suppress the spatial
index ¢ when possible. We assume given an initial distribution on the lattice
fo(¥); € T, with finite mass, energy and entropy:

Z/R 4 fo(#): {1 + 02 + |log fo(8):]} < oc. (62)

By the results of Sect.4, for each positive integer p, the cutoff lattice
Qe

equation (4) has a classical solution f®)(#,t); satisfying f®)(7,0); = fo(7)
Fix a time interval [0, T]. Then, for these solutions, the equality

> [ @ =Y [, (63)
i IR i

and estimate
> [ arensn Y [ 0eocn (6
PR i R

for ¢t € [0,T) and constants k1, ko depending on T are a result of the symmetry
of the collision kernel [6].

Lemma 5.1. Let H(f) = 3, [ps dV f(¥);log f(¥);. Then H(f®(v,t)) <
H(f®)(#,0)) + k3, where k3 is a function of T and fo(7).

Proof. Since Ua(t);; > 0 and >, Ua(t);; = 1 by the proof of Lemma 3.1,
then for fixed velocity ¥, U4 (t) is the transition matrix for a discrete Markov
system. Since any space-independent distribution is a fixed point of Ugx(t),
standard arguments [11] prove that H(Ux(t) fo(¥);) is nonincreasing. Now the
lemma follows from estimates in [6]. O

Theorem 5.2. Suppose Y, [ps dv fo(0){1+v?+|log fo(¥)i|} < oo, F@)(@,t),
is a solution of the lattice equation with cutoff p, and f®)(7,0); = fo(¥);.
Then {f(p)} contains a subsequence which converges weakly in X. The limit
function f(U,t); is continuous in t and satisfies the integral equation (30) with

unbounded collision kernel.
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Proof. The Dunford-Pettis property of L' and the mass, energy, entropy
bounds previously demonstrated prove the existence of a subsequence (as
p — 00) converging weakly in X" to a function f(t) for a denumerable dense
set of t. Extension to all ¢ follows from the equicontinuity of the family {f()}.
Indeed, let X, = {f € X : (1 +v2)2f((7) € X}. Since f® is a solution of
), [IFf@" @) < JAfP ()] + K||f®)||2, with K independent of p. Further,
[JAf®)|| < 6]|f®)]|,. Then using ||f®|], < ||follo, equicontinuity of the se-
quence follows.

Since X, also satisfies the Dunford—Pettis property, and J : X, x X, — X
is weakly continuous, J(f®)(t)) converges weakly to J(f(t)) pointwise in ¢.
Then, using the integral equation for f®) (t), the dominated convergence
theorem, and the continuity of J, one can see that the limit function f(#)
satisfies (30). O

Again, the result is equally valid for the Enskog lattice equation and for the
lattice equation with next’-nearest neighbor interaction. The cost of treating
the equation without velocity cutoff is the weakness of the solution and the
loss of a uniqueness proof.

Another continuous model extending the Enskog equation for which ex-
istence theorems are known is the Vlasov—Enskog system [16]. This system
models a weak long-range Coulomb intermolecular potential. There are no re-
sults in the literature concerning any semi-discrete models of a Vlasov—Enskog
system.

6 Discrete Velocity Model

Let us return to the fully discrete lattice model for both nearest neighbor and
(next)*-nearest neighbor interactions. We consider the kinetic equation (19)
with initial condition

fm,i(0) = (fo)m.i- (65)

As in Sect. 3, the streaming operator A generates a (matrix-valued) semi-
group Ua(t) on X = L'(A® x S) and an evolution operator Ty, which satisfy
the properties of Lemma 3.1.

Let ty,,; be any function on A% x S and I =3 ¥ iJ(f, f)m,i- Then a
sequence of rearrangements, utilizing the properties 'of the transition matrix
Pl-’;-l as given in (16), leads to

I= Z Z Z[wm,k“‘wm—ke,l - '(/)m,i - wm+e,j]Ym,m+e'

ijkl m ¢

Pile) < &0, — U > (66)
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Since for ¥, ; = 1, ¥;, v? one has I = 0, any solutions of the Enskog lat-
tice equation with nearest neighbor interaction only will satisfy conservation
of mass, momentum and energy. In the case of next’-nearest neighbor in-
teractions, conservation of mass and momentum can still be demonstrated.
In particular, for both nearest neighbor and (next)’-nearest neighbor interac-
tion, 1 is a collision invariant, and the collision operator is, of course bounded:

T DI IR

Now consider the integral equation (30) and iterative scheme (34). Then
IFO < U@ foll + HIUE = 5) I (F70, fO7D)] (67)
< ol + ¢l {112 (68)

Consequently, for t||fo|| < 1/(4]|J]]), ||| < 2||fo|| and the iterative scheme
is Cauchy. Thus for ¢ in the indicated interval, the limit function f satisfies
(30). Summing over position and using Lemma 3.1(d),

S i) = S (o) + / ds 5" T(f(5), £(5))mi (69)

Then, summing over velocity,
t
1O =115l + [ ds 23 I £ 5D (70)

but the integrand vanishes by (14) for any of the lattice models. Thus

F@I = [l foll (71)

and the local solution extends to a global solution. The differentiability of f(¢)
is immediate and positivity may be demonstrated as in Sect. 3. We have

Theorem 6.1. For any initial condition fo € X, fo > 0, the initial value
problem (19)-(65) for the fully discrete kinetic equation has a unique solution
f € C([0,00),X), and f(t) > 0. The result is valid for both nearest neighbor
and (next)i-nearest neighbor interactions.

Here is a rich source of open problems. Fully discrete models are systems
of first order ordinary differential equations. This presents the possibility of
numerical computation using elementary codes. Almost nothing is known in
this venue. How do the discrete models compare? What are the effects of
the square well potential? Does a deep well lead to clustering? What are the
possibilities of non-periodic boundary conditions? What would a fully discrete
Vlasov—Enskog system look like? The author encourages further speculation
and research.
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The High Performance Asymptotic Method
in Numerical Simulation

D. Konaté

Summary. Numerical simulation of complex phenomena involving large or multi-
ples scales requires the use of methods that are highly precise and fast. Classical
numerical methods consist in replacing a given problem, thanks to discretization,
with a chain of algebraic equations to be solved.

In the current paper we come up with the idea to rather introduce, some “local”
equations of the same type as the given one. Then using the strategy of asymptotic
expansion as in singular perturbation, (cf. [1, 2, 3]) we replace each local equation
with a chain of simpler equations to be solved. The solution is obtained in the form
of a local analytical solution. We use previous known analytical solutions (cf. [4, 5]).

1 The Riemann Integration and the Hp-Asymptotic
Method

We start with the classical problem of computing the Riemann integral of a
regular function f. The interest here is to consider it over a large interval
10, T'[. Consider a regular function f a real constant 7' (which can be large)
and a problem of finding an unknown function u such that

u(z) = /Oz FOdt+a; @€ Q=]o,T]. (1)

Of course (1) is equivalent to the following problem of finding a function

such that
{u’(m) = f(x); x € 2=]o,T|

u(0) = a, @)

Our starting point is the following question: “ Is it possible to compute u at
any arbitrary and prescribed order, say h9; for ge N; heR; 0<h<1 at -
an acceptable - numerical cost?” The answer is given in the following theorem
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Theorem 1.1 Consider a regular given function f defined over an interval
2 =0,T]. For any real constant h; 0 < h <1 and any subinterval 2; =
Jzi, i + h[C 2 there exists at least a list of ¢+ 1 homogeneous functions

’Uo(ﬂl‘) 7U1(x)7"' ,Ui(l‘),"' 7’Uq('r)

such that

is for any prescribed and arbitrary q a h? order approximation to
x
u() =/ f)dt +a;; x € ;.
T

More precisely, we have
lu(z) — ()| < C.hRTT2 (3)
for x € 2; and C is a constant independent of h.

Proof of Theorem 1.1. In first place, we discretize the interval of reference
2 =0, T] to get some N sub-intervals (2; =|x;,z;1,[ such that g = 0;
Zit1 =x;+h; h=T/N; xxy =T. Then we consider the resulting N “local”
problems such that

u(x) = f(x); x € 2 =z, x|
u(zi) = o (4)

To solve each local problem, to function f we substitute its g-th order Taylor

expansion f which is
q .
- (x —x:)? s
fla) =Y "9 () (5)
and we look for an approximation to u over {2; say u; such as

m= ot Y ) ©)

j=o
where the ¢+ 1 coefficient functions v; are to be identified. We take u; and
f into (4) and equate the coefficients of the ¢ + 1 monomials L_ﬁiy ;0 0<
J < q to get

)

0<k<g-—1 (7)
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We supplement (7) with
ve(z;) =0; 0<k<gq. (8)
Equality (8) provides the boundary condition to the differential problem (4)
which is compatible with u;(z;) = «;. Putting together (7) and (8) allows a

backward determination of the ¢4+ 1 unknown functions v; which are easily
computed to be

x—x;)k .
ya)= 3 o EIL e o<i<q ()

>
—

For x € §2;, we use the definition of u and %;, and we recall that f(z) —
f(x) = (x — x;)9  g(x) where g is a regular function to reach

(@) — Ts(z) = /O F(t)dt — /0 F(t)dt — /0 (t — 2:)7* Lg(t)
_ 7(3:—%—)‘”2 B hat2
o) - m(o)] <gEEL < g

Within this last chain of inequations, set €' = —L~ where § = Max |g(z)]
(g+2)! €2,

to obtain inequality (3) and complete the proof of Theorem (1.1) O

2 The Hp-Asymptotic Method on First Order
Differential Equations

For some given and regular functions a; b; f; with a(z) # 0 over the interval

of study, we consider the problem of finding a numerical solution, on a large

interval 2=]0, T to

a(x)u' (x) + b(x)u(x) = f(z) =€

(10)
u(0) = a,

We use the discretization of the domain {2 obtained in the previous section. In
each sub-interval (2; =|x;,z;4,[ we consider the problem of finding a solution

to
{a(x)u’(x) +b(z)u(z) = flz) zE R )
u(0) = oy

Using the Taylor expansion for functions a, b, and f, we set

L (x— ) x—x;)It
a(x) = Z(ﬂ)am(xi) + ((q—i—l))!a(x)

Jj=0
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Ba) = 3O 0y ¢ E T

= I (¢+1)!
Fo N~ @) gy @)
f(x)—jzzjo V) + ey @)

where a, 5, f are some regular functions.
Consider the vector space V generated by the base

B = {’UO(I)avl(x)a"' 7'01'(56)3"' 7’011(:17)}

where v;(z) = @;710)] We state

Theorem 2.1 Consider some regular and given functions a, b, defined over
an interval Q2=Jo,T|[. For any real constant h;0 < h < 1 and any subinterval
02; =]z, x; + h[C 2, for any prescribed and arbitrary q, there exists a unique
element w; € V such that w; is a (q+2)-th order approxzimation to the solution
of problem (10). More precisely, we have

lu(z) — i (x)| < C.hIT2 (12)

for x € £; and C is a constant independent of h.

Proof of Theorem 2.1. Assume

We have to prove that the coefficients functions v; exist, are unique and that
inequality (12) holds true.

We determine, by construction, the coefficient functions v; such that ; is
solution to

{a(x)uxx) +b(e)ii(x) = Fla) x € 2 13)

Using the precedent Taylor expansions, we get

—/ = (Z‘ — xi)k+j (k) /
a(z)u(z) = Z T a™ (2;) (vjp1 +vj) +
eyt 15!
k<gq; j<gq
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and )
q k+j
_ (& — ;)"
b(a)ui(z) = Y o b8 (;)0;.
ket i%a

Restricting the computing to the ¢-th order terms, we drop off the terms of
power in (x — x;) greater than ¢ to get

a NEtj
(x — ;)" (

a(x)ﬂ;(x) = Z Ta k) (.’El) (Uj+1 + v;) +
—|-(z_q!xi)qa(xi)v;. (14)
and
g r — . )kti r—2:)e
b(x)u;(z) = Z (k!;!)b(k)(xi)vj + (q!l)b(xi>vq~ (15)

k+j=0
k<q; j<q-—-1

The identification of alike powers in (x — ;) leads to the following system of
first order differential equations with constant coefficients

Z [(k+j)!a(k)(9€i) (01 +v)) +

k15!
k+j=t; 0<t<q—1
k<q; j<q—1

+EYE (@5)0;| = FO(2)

by [WG(%) (v +03) + (16)

7)1
+(’€%J?,)'b<’“>(a:i)uj} +

+a(xi)v; + b(zi)vg = fl@ (z4).

The System (16) can be written as
AV'+BV =F (17)

where A and B are two (¢ + 1) x (¢ + 1) constant matrices and V and V'
are two ¢ + 1 dimensional vectors such that V(i) = v;(x); V(i) = vi(z);1 <
1 <q+1.
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Supplemented with some initial conditions given at x = x;, the system (17)
has a unique solution, say V. From (11) and (13), we get that w =« — @, is
solution to

a(z)w'(z) + b(z)w(r) =

(o)t [a(x)a;(x) + b (x) + f} TE

(g+1)! (18)
w(z;) = 0.
Set g(x) = —% [d(x)ﬂg(x) + b () — f] Since the coefficient func-

tions in (13) are regular, u; and u; are continuous. Set My € R, My > 0 to
be such that

Max {Max (Max |ul(a:)|> , Max (Max |u;($)|>} < My
0<i<q \z€2; 0<i<q \z€82;

The solution w has the following representation form

Since a(z) # 0; x € 2 and a is continuous over (2, there exist a constant 7
and a constant M; such that 0 < 7 < |a(z)| < My;2 € 2;. Same way, since
b is continuous over {2 then there exists a constant My such that |a(x)| <
My;xz € §2;. Of course the constants 7, M;, M, are independent of (2;.
Taking the estimates My, 7, My, M, into the representation (19), setting
h =x;41 — x;, we get to

|w(z)| < ChIT2

where C' is a constant independent of h. This ends the proof of Theorem
(2.1). O

2.1 A Linear Example

To make clear the numerical method described above, we consider the problem
of solving
3y + 2y = 2cos(2z); x €]0,T[;y(0) = 0. (20)

In every subinterval |z;, x;y1[, #i+1 = x; + h we will be looking for a 3th
order approximation in the constant h. Assume we know v;(z;) = y(z;) and
vi(x;) = y'(x;). We set

vi(z) = v0(x) + (x — z;)vi(x) (21)
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f(z) = 2cos(2z) and substitute v; for y in the equations of problem (20). To
get the unknown coefficient functions v0 and v1 we have to solve the following
system of first order differential equations

300’ + 200 + 3vl = f(;)
vl + 201 = f'(z;). (22)

Set D to be the differential operator with regard to the variable x. Then the
operational determinant A to system (22) is

L1 L3
L3 L4

where
L1=3D+2, L[2=0, L3=3, L4=3D+2.

The coefficient functions are then solutions to

(3D +2)*00 = 2f (x;) — 3f' ()
(3D + 2)%vl = 2f'(x;) (23)

They have the following general forms

v0(z) = 01 exp(—2x/3) + 02z exp(—2x/3) + (1/4) [2f (x;) — 3f' (x;)]
vl(z) = cllexp(—2x/3) + c12zexp(—2z/3) + (1/2) f(z;)

As in singular perturbation, we select the constant coefficients to make the
functions v0 and vl are “stable” as possible. We set c02 = cl12 = 0 to get

W0(x) = O exp(~2/3) + (1/4) 2 (1) — 3 (2:)]
vl(z) = cllexp(—2z/3) + (1/2) f (z;). (24)

The determination of v0 and vl is achieved in determining the remaining
constant coefficients from the conditions

00(z;) = v;i(2;)
00 (z) + vl(z;) = vi(x;)
vi(x) = v0(x) + (xr — 2;)vi(z) (25)
vi(x) = v0'(x) + vl(x) + (z — z;)vl'(2); @ €|z, Tiga]
Y(@iv1) = vi(is1)
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The following picture shows the outcome of a simulation with a meshsize
h =1/1000. over an interval I =|0, 5[.

Solutions to 3dy/dx+2y = 2cos(2t), y(0)=0, h=1/1000, | = ]0,5[

0.4
+  ye exact solution
O  hp-snd order solution
0.3 . ! i
first order solution

2.2 A Nonlinear Example
Consider the following nonlinear first order differential problem
v (x) =y (x), z€]2,T[ y2)=-1 (26)

We discretize the interval I =]2,T[ along with a mesh size h. We consider
the sub-interval I; =|a;, z;11[. We set

vi(x) = v0(x) + (z — z;)vi(x). (27)

Assume we know v;(z;) = y(z;) and vi(z;) = vZ(x;). From the following
identity which is valid within I;

00 + vl + (z — z)vl’ = yz(:vl) +2(x — xi)yg($i> (28)

we draw the following system which will lead to the determination of the
coefficient functions v0 and v1:

00" + vl = 92 (x;)
vl" = 23 (x;). (29)
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The operational determinant to system (29) is

L1L3
L3 L4

where
L1=D, L[2=0, L3=1, L4=D.

The unknown coefficient functions are solution to

D?v0 = —2¢>(x;)
D*v0 = 0.

41

We select among the solutions v0 = —y3(z;)2?+b0x+c0 and vl = blz+-cl the
most stable solutions which are constant solutions. The following algorithm
guides along the entire interval I to determine the hp-asymptotics approxi-

mation to y:

c0 = v;(z;)

cl = v2(xy)
v0(z;) = 0
vl(x;) =cl

vi(x) = v0(x) + (& — z;)vl(z), = €]z, x|

Y(Tip1) = vi(Tig1)-

Some outputs from this computation are shown in the pictures below.

Solutions to dy/dx = y2, y(2)=-1, h=1/1000, | =12,12[

O ye exact solution
hp-snd order solution

(30)
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3 The Hp-Asymptotic Method on Higher Order
Ordinary Equations

Consider a nth order ordinary differential equation with regular coefficients
functions defined over a large interval 2 =Jo, T[

Zak(x)u(k) ()= f(z); zen
k=0

u(k)(()) = ay, (31)

0<k<n-1.

Set

Z:qo Xk: (S)vﬁ’“"’)@) = f(x) (32)

Over §2;, we will supplement (32) with some imposed conditions at the mesh
point x;. These conditions are

Uk(l’l) = ﬂk(xl) =oap;; 0<k<n-—1.

Our concern will be to determine the approximation function w via its coef-
ficient functions u;.
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In fact since we are looking for analytical solutions which are resistant to nu-
merical oscillations, we can take the mesh size h as small as possible and then
content ourself with a gth approximation solution with ¢ = 1. So within the
current section from now on and unless otherwise stated we assume ¢ = 1.

Over (2; =]x;, x4, [ we set
ar(r) = agp(z;) + (x — x)ap(x;); 0<k<n
u(x) = ug(z) + (v — 2)uj (x)

F@) = fz:) + (& — @) f' (1)

Then we have
a®(z) = uék)(x) + kugk_l)(z) + (z — xi)ugk)(a:); keN
and

aeu® = ap(z;) [uék) (x) + kugk_l)(x)} +
(2 = @0) [an(@)ul? (@) + aj (@) (uf” @) + bul V(@) ]

Equation (32) supplemented with the conditions set at = = x; becomes

deﬂ(k) = f(x); we
k=0

a* (z;) =ag;; 0<k<n-—1

(33)

To determine the coefficients functions u; we equate power terms in = — x;
in the left hand side to alike terms in the right hand to get

ao(x;)uo(z) + Zak(:pi) {uék)(x) + kugk_l)(x)] = f(x;)
k=1

ao (i )ur (x) + ap(i)uo(x)+ (34)

[axw)ul (@) + (o) x

T e f00)] =

We claim

Theorem 3.1 @ and all its (n—1)th first derivatives converge strongly to u
and its correspondent derivatives. More precisely, we have for x € (2;

|w—m@umsc$#wmwmmx 0<i<n-—1 (35)

where h = xi01 — zi,  ||.|lm stands for a matriz norm and A is a constant
matriz to be identified.
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Proof of Theorem 3.1. Set w = u — w and set X to be a nth dimensional
vector such that X (1) = X; = w and X(i) = X; = w'™!; 2 <i<n We
notice in first place that

ap(x) —ag(z) = %dk(x); 0<k<n

where a and f are two regular functions. We have

2~

ey (@—my)
> = @t = S f(a); (36)
k k
where we may further compute the left hand side term to get
®) _ Nz, 70 ORCIE )i o Y
Zaku — Zaku = Zakw )4 TZak(x)u (). (37)
k k k k
From (36) and (37) we get

3 apw® = (”3%)2 ( F(a) — ap(2)a® (33)) L 0<k<n  (39)
k ]

Converting (38) into a system of n first order differential equations completed
with the initial conditions we get

—x; 2
%X(a:) = AX(z)+ (e—zi)” 5 ) F(z); ze€f (39)
where
0
0
F(z) = .
f(@) = ar(z)a® (z)
and
0 1 0 0 0
0 0 1 0 0
0
A =
0
: 1
ay as as s ., _Gn-1

ay ay ay ag ay
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Problem (39) is a Cauchy problem in finite dimension which solution is
given by

X(z) = /w exp (A(x —t)) F(t)dt. (40)

i

We have, using the definition of the matrix exponential
— ~ H A 41
Jexp (A(x — ) Z — exp (t] Allm) (41)
Set C = chve[%)f |F'(z)| to get

1
X ()] < Ch*rexp (¢ Allm) -

This ends the proof of Theorem (3.1). O

3.1 An Example: A Second Order Equation

{y” + 2y +y = —2sin(z) (42)
y(0) =5, y'(0)=1
The exact solution to system (42) is
Ye(x) = dexp(—x) + Sz exp(—x) + cos(z).
In a subinterval I =|x;, z;11][, we set
vi(x) = 00(x) + (z — z;)vl(x). (43)

We apply the same reasoning as previously. We select stable hp-asymptotic
coefficients which in each subinterval are

v0(z) = alexp(—z) + f(z;) — 2 f'(z:)
and
vl(x) = a0exp(—z) + f(z;).
Then if v;(z;) = y(z;) and vi(z;) = y/'(z;) are known, the algorithm for the
computation is defined by
a0 = exp(z;)[vi(z;) — f(2i) + 2 (x7)]
b0 = exp(x;)[vj(x:) — f'(x:)]
v0 = a0exp(—x) — f(z;) + 2f (z;) (44)
vl(z) = b0exp(—x) + f'(x;)
Vi(Tiy1) = v0(@iy1) + hvl(@iq1)
Vi (it1) = 00 (zi41) + v1(@ip1) + ol (Tig1).

The outcome of a simulation is shown below.
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Solutions to 3dy/dx+2y = 2cos(2t), y(0)=0, h=1/1000, | =]0,10[

+  ye exact solution
O  hp-snd order solution
first order solution

4 The Hp-Asymptotic Method on Elliptic Equations

We consider a large rectangular domain {2 =lo, a[x]o, b where the constants
a and b are considered very large. We call I' the boundary of (2. We set
I' = I''UI,UI;Uly. Consider the elliptic problem in two dimensions

(z,y) € 2

We assume that f is regular and the functions g¢; on the boundary are
regular and compatible that is

91(0) =

92(0); g2(b) = g3(0); g3(a) = ga(b); 94(0) = g1(a)

(46)
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We decompose u to find some analytical approximations to it. We set
U= Uy + Uy + us + uyg
where

Aug(z,y) = f(z,y); (x,y) € 2
up=0 on I}

Auy(z,y) =0;  (z,y) € 2
ui(z,0) = gi1(x) z€l}
up =0 on ILUI;UT,

Aug(z,y) =0; (x,y) € 2

u2(0,y) = g2(y) yerl,
up =0 on IUI;UI,

Auz(z,y) =0; (z,y) € 2
ug(z,b) = gs(x) x €Tl
us =0 on IZUILUIY,

Auy(z,y) =0; (x,y) € 2

ug(a,y) = ga(y) yerl,
us =0 on INTUI,UI;

47

(51)

(52)

To solve every system above, one has to compute the separated solutions to
the attached Sturm-Liouville problems and then apply the classical Fourier

method. We get:
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where the coefficients are such that

Qp = an/An; Yn = Cn/Ana
Bn = bn/Bn7 On = dn/Bn7 (54)
A,, = sinh (”—”b) B,, = sinh ("”) ,

a /)’ b

and
2 a
an = 7/ q1(x) sin % g

a o a

2 b

3 /0 gz(y)sin% dy
2

b, =
@ nwT
= — in—d 55
c a/o g3(x) sin —dz (55)
2 b
d, = g‘é 94(y) sin% dy
n > 1.

We look for a particular solution to system (48). It is really about the comput-
ing of ug that the hp-asymptotic method is used. We discretize the domain
2. Set

wij = {(z,y)ix €lzs, xipa[; y €lys, yj1[}-

Over the cell w; ;, we have

of of
f(z,y) = f(@i,y5) + (v — xi)%(ﬂ%yj) +(y— yj)@(%v%)' (56)
We assume that for = €|z;, z;11[ and y €]y;,yj+1[, uo is of the form
up(,y) = wo(z,y) + (x — z)wi(y) + (y — yj)wa(z). (57)
From equality (57) we draw

d2w2 d2w1
Aug = Awo + (y — y;) W(@ + (v — 2) TyQ(y)' (58)
Put together this equality above and system (48), and identify alike terms in
the factors (z —x;) and (y —y;) to obtain the following equations depending
on the coefficient functions wq, wi, and ws, to be determined,

A’wo(l‘,y> = f(fi,yj)

d? 0

) = 5 (wi)

d? 0

T 2) = 5 @) (59)

T Elr, xip1l; Y G}yja yj+1[-
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Together system (48) and identity (57) allow us to determine the boundary
conditions attached to the equations above. Those boundary conditions are
found to be

UJO(.T,O) = 07 wO(Oa y) = 07 wo(x7b) = 07 wo(a,y) = Oa

w1(0) = 0, wi (b) =0, (60)

wz(0) =0, wy(a) =0.

The functions w; and wsy are easy to compute and

wi(y) = %%(xi,w) [y (y —0)],
wala) = 358 w10 oo = ). (61)

To solve the system (60), first we turn it into an homogeneous problem. We
set

wa(z,y) = wo(z,y) — ws(z,y) (62)
where )
ws(x,y) = 5 f(@i,95) [y (y — b)] (63)
is the particular solution to
d?ws

dy2 ($7y) = f(xivyj)

obtained under the conditions
w3(0) =0, ws(b)=0.
We obtain then that w, satisfies the Laplace equation
Awy(z,y) = 0; (64)
which separated solutions via its Sturn Liouville problems have the form
sin (n%‘ry) {an sinh (?) + b,, cosh (?)} .

We use the following boundary conditions to determined the coefficients a,,
and b,

w4(x,0) =0, w4(07y) = _U/3(0,y), U}4(.’E,b) =0, w4(a,y) = _w3(a‘7y)
We get

wy(z,y) = wap(,y) +waa(x,y)

“+oo
’LU4,2(SC, y) = Zﬂn,w sin (nfzy) sinh (nﬂ—(abw)> (65)
n=1

+oo
wya(z,y) = Zén,w sin (n%;y) sinh (?)
n=1
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where
nw:bnw an; 6nw:dnw an;
O = b B O = (66)
B, = sinh (%) ,
and
2 (b nmy
bn,w == 75/() w3(y) SinT dy
dn,w = bn,wa n > 1
Further computation brings
[ ws ™ ay= sy (L) or-n e
A 3y b Y= is Yj n
which leads to
b2
bnw:_2 i Yj _171_17
s f(x yj) (’I’L7T)3 [( ) }
6n,w = bn,w/Bn,wa (68)
B,, + = sinh (m)
’ b
or
bpw =0, neven
b2
bn,w = 4f(.’1,‘“ y]) 7(7%/”)3, n Odd
/Bn,w = bn,w/Bn,wa (69)
B,y w = sinh (@)
’ b
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Modelling the Thermal Operation
in a Catalytic Converter of an Automobile’s
Exhaust

O.D. Makinde

Summary. Catalytic converter in an automobile’s exhaust system is made up of
a finely divided platinum-iridium catalyst (i.e. forming a porous matrix) and pro-
vides a platform for exothermic chemical reaction where unburned hydrocarbons
completely combust. In this paper, the steady-state solutions of a strongly exother-
mic reaction of a viscous combustible fluid (fuel) in a catalytic converter-modelled
as a cylindrical pipe filled with a saturated porous medium under Arrhenius kinet-
ics, neglecting reactant consumption, are presented. The Brinkman flow model is
employed. Having known the velocity distribution, the nonlinear energy equation
is solved using a perturbation technique together with a special type of Hermite—
Padé approximants and the important properties of the temperature field including
bifurcations and thermal criticality are discussed.

Keywords: Catalytic converter; Reactive viscous flow; Bifurcation studys;
Hermite-Padé approximants

1 Introduction

It is indeed important nowadays to have vehicles that will help you reach
your destinations; however, vehicles are among those that contribute much
to pollution. Good thing, innovations are fast to its guard; technology has
introduced techniques to lessen or better yet to prevent vehicles from emit-
ting harmful elements that can contribute to pollution. Aside from the many
techniques invented, laws and regulations regarding such problems were intro-
duced. Such laws stated standards on emission controls. Catalytic converter
is one innovation that had helped a lot in emission problems.

Before catalytic converters, there are lots of other techniques to lessen the
effects of vehicle emissions to the air. Standards have been passed and ap-
proved for the redesigning of engines and engine systems; auto manufacturers
and engine makers have made ways to convert elements from engine’s com-
bustions into less harmful elements [2, 6, 10]. Nowadays, performance quality
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catalytic converters are all you need and every vehicle produced are required
to have at least one catalytic converter. These performance parts are impor-
tant as they help clean the gases produced by the vehicles as it burns fuel
when operating. They help control harmful gas emissions from your vehicles
like hydrocarbon, carbon monoxide and nitrogen oxide [9]. Usually, catalytic
converters are being installed between the exhaust manifold and the muffler;
it uses chemical that act as catalyst. Catalytic converters work in three stages,
the reduction catalyst, oxidization catalyst and the control system (see Figs. 1
and 2). Meanwhile, in order to ignite, stabilize and operate under steady-state
conditions, the thermal criticality of a burner based on combustion in inert
porous media like catalytic converter must be determined [10].
Mathematically speaking, thermal ignition and heat transfer in inert
porous media constitutes a nonlinear reaction diffusion problem and the long-
time behaviour of the solutions in space will provide us an insight into in-
herently complex physical process of thermal runaway in the system, [3, §].
The theory of nonlinear reaction diffusion equations is quite elaborate and
their solution in rectangular, cylindrical and spherical coordinate remains an
extremely important problem of practical relevance in the engineering sci-
ences, [1, 9]. Several numerical approaches have developed in the last few
decades, e.g. finite differences, spectral method, shooting method, etc. to
tackle this problem. More recently, the ideas on classical analytical meth-

Fig. 2. A ceramic honeycomb catalyst structure of a catalytic converter
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ods have experienced a revival, in connection with the proposition of novel
hybrid numerical-analytical schemes for nonlinear differential equations. One
such trend is related to Hermite—Padé approximation approach, [5, 7, 11]. This
approach, over the last few years, proved itself as a powerful benchmarking
tool and a potential alternative to traditional numerical techniques in various
applications in sciences and engineering. This semi-numerical approach is also
extremely useful in the validation of purely numerical scheme.

In this paper, we intend to construct approximate solution for a steady-
state reaction diffusion equation that models the thermal operation of a cat-
alytic converter in an exhaust pipe using perturbation technique together with
a special type of Hermite-Padé approximants. The mathematical formulation
of the problem is established and solved in sections two and three. In section
four we introduce and apply some rudiments of Hermite-Padé approximation
technique. Both numerical and graphical results are presented and discussed
quantitatively with respect to various parameters embedded in the system in
section five.

2 Mathematical Model

We modelled the thermal operation in a catalytic converter as a steady-
state hydrodynamically and thermally developed unidirectional flow of a vis-
cous combustible reacting fluid in the z-direction inside a cylindrical pipe
of uniform cross-section with impermeable isothermal wall at » = a, filled
with a homogeneous and isotropic porous medium as illustrated in Fig. 1
below.

Neglecting reactant consumption, the governing momentum and energy
balance equations are

v 1du U 1dP

B Tt L S e 1
dr2+rdr K pudz 0 (1)

AT 1dT  QCoA _E  u (du\®
.= RT —_— = 2
a? " rdr Tk k ( > + 0 @)

Equation (1) is a well-known Brinkman momentum equation (Brinkman [2])
while the additional viscous dissipation term in (2) is due to Al-Hadhrami
et al. [1] and is valid in the limit of very small and very large porous medium
permeability.
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r u=20, T=T, r=a
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i

Fig. 3. Geometry of the problem
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The appropriate boundary conditions are

vu=0 T=Ty, on 7r=a, (3)
du dT

_—= —_— = 4
= I 0, on r=0, (4)

where T is the absolute temperature, P the fluid pressure, Ty the geometry
wall temperature, k the thermal conductivity of the material, K the porous
medium permeability parameter, ) the heat of reaction, A the rate constant,
E the activation energy, R the universal gas constant, Cy the initial concentra-
tion of the reactant species, a the pipe radius, (r, z) the distance measured in
the radial and axial directions, respectively, and p is the combustible material
dynamic viscosity coefficient. Let M = —(a/Up)(dP/dz) be a constant axial
pressure gradient parameter and U the fluid characteristic velocity (Fig. 3).
We introduce the following dimensionless variables into (1)—(4);

E(T —Tp) RT, _ r QEAa?Coe” 716
0= ) , €= ,y = A= 5 5
RT; E a TZRk

E
oz u wM?2U?%eRTo 1 K
T UM’ oaaic, P\ Da P
and obtain the dimensionless governing equation together with the corre-
sponding boundary conditions as (neglecting the bar symbol for clarity);

(5)

EW  1dW
g AW AL=0, )
420 1do () dW\® oo
W-F;%‘i‘/\(e +e0 +6(d7") +5ﬁW)_0a (7)
W(1)=6(1) =0, (8a)
AW o
——(0)=0, —(0)=0, (8b)

dr
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where A, €, §, 3, Da represent the Frank—Kamenetskii parameter, activation

energy parameter, the viscous heating parameter, the porous medium shape
factor parameter and the Darcy number respectively. In the following sections,
(6-8) are solved using both perturbation and multivariate series summation
techniques.

3 Perturbation Method

It is very easy to obtain the solution for the fluid velocity profile exactly, how-
ever, due to the nonlinear nature of the temperature field (7), it is convenient
to form a power series expansion in the Frank—Kamenetskii parameter A, i.e.,

0(r) = Zam. (9)

Substituting the solution series (9) into (7) and collecting the coefficients of
like powers of A\, we obtained and solved the equations of the coefficients of
solution series iteratively. The solution for the velocity and temperature fields
are given as

. _ 1/ Iy(Br) a
W(r;8—0) = —3(7’2 —-1) - %(7’2 - 1)(7‘2 -3)
Bt o 2
~ 53077~ DO =87 +19)+O(8%),  (10b)

_ 1 2 6,8 4.6 6,.6 2 4
0(r) = = mgmoeos A0 = 1) (185B 8 + 13508B*r% — 20788°r° + 256008p°r
+ 8938B°7* — 98508B*r* + 1152008r% — 896008B>r2 + 225508p 2
—18078B°%% 4 256008p — 206508B* + 1843200 + 22438B° + 1152006)
+0(\?) (11)

Using a computer symbolic algebra package (MAPLE), we obtained the first
21 terms of the above solution series (11) as well as the series for the fluid
maximum temperature 0., = 0(r = 0; A, g, 8, §). We are aware that the
power series solution in (11) is valid for large Darcy number (5 — 0) and very
small Frank—Kamenetskii parameter values (A — 0). However, using Hermite—
Padé approximation technique, we have extended the usability of the solution
series beyond small parameter values as illustrated in the following section.



56 O.D. Makinde

4 Thermal Criticality and Bifurcation Study

The concept of thermal criticality or non-existence of steady-state solution to
nonlinear reaction diffusion problems for certain parameter values is extremely
important from application point of view. This characterizes the thermal sta-
bility properties of the materials under consideration and the onset of thermal
runaway phenomenon. In order to determine the appearance of thermal run-
away in the system together with the evolution of temperature field as the
exothermic reaction rate increases (i.e. A > 0), we employ a special type of
Hermite-Padé approximation technique. Suppose that the partial sum

N—-1
Uv-1(A) =Y aX =UN) +O0\) as A —0, (12)

=0

is given. We are concerned with the bifurcation study by analytic continuation
as well as the dominant behaviour of the solution by using partial sum (12).
We expect that the accuracy of the critical parameters will ensure the accuracy
of the solution. It is well known that the dominant behaviour of a solution of
a differential equation can often be written as Guttamann [4],

H(\. — M) for a#0,1,2,...
U\ = T A — A, 13
) {H(Ac/\)aln|/\c)\| for «=0,1,2,... as AT (13)

where H is some constant and A. is the critical point with the exponent a.
However, we shall make the simplest hypothesis in the contest of nonlinear
problems by assuming the U(\) is the local representation of an algebraic
function of A. Therefore, we seek an expression of the form

Fy(A\,Un—1) = Aon (A) + ATy (NUW + Ay (WU + Ay (MWUB), (14)

such that J
+i
Aox(N) =1, Ain(A) = b N1, (15)
j=1
and
Fa\U) =00 as A — 0, (16)

where d > 1, i = 1, 2, 3. The condition (15) normalizes the F; and ensures
that the order of series A;yx increases as i and d increase in value. There
are thus 3(2 + d) undetermined coefficients b;; in the expression (15). The
requirement (16) reduces the problem to a system of N linear equations for
the unknown coefficients of Fy. The entries of the underlying matrix depend
only on the N given coefficients a;. Henceforth, we shall take

N =3(2+d), (17)
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so that the number of equations equals the number of unknowns. (16) is
a new special type of Hermite—Padé approximants. Both the algebraic and
differential approximants forms of (16) are considered. For instance, we let

v =vu, U® =02, U® =U?, (18)

and obtain a cubic Padé approximant. This enables us to obtain solution
branches of the underlying problem in addition to the one represented by the
original series. In the same manner, we let

U =y, u® = pu, U = p2y, (19)

in (15), where D is the differential operator given by D = d/dA. This leads
to a second order differential approximants. It is an extension of the inte-
gral approximants idea by Hunter and Baker [5] and enables us to obtain the
dominant singularity in the flow field i.e. by equating the coefficient Asn ()
in the (16) to zero. Meanwhile, it is very important to know that the ratio-
nale for chosen the degrees of A;y in (15) in this particular application is
based on the simple technique of singularity determination in second order
linear ordinary differential equation with polynomial coefficients as well as
the possibility of multiple solution branches for the nonlinear problem [12].
In practice, one usually finds that the dominant singularities are located at
zeroes of the leading polynomial A:(),U]l\), coefficients of the second order linear
ordinary differential equation. Hence, some of the zeroes of Aé?\), may provide
approximations of the singularities of the series U and we expect that the
accuracy of the singularities will ensure the accuracy of the approximants.
The critical exponent ay can easily be found by using Newton’s polygon
algorithm. However, it is well known that, in the case of algebraic equations,
the only singularities that are structurally stable are simple turning points.
Hence, in practice, one almost invariably obtains ay = 1/2. If we assume a
singularity of algebraic type as in (13), then the exponent may be approxi-
mated by
Aan(Aon)

ay=1— —m—"—
N DAsn(Aew)

(20)

5 Results and Discussion

The bifurcation procedure above is applied on the first 21 terms of the solution
series and we obtained the results shown in Tables 1 and 2 below:

The result in Table 1 shows the rapid convergence of our procedure for
the dominant singularity (i.e. A.) together with its corresponding critical ex-
ponent «. with gradual increase in the number of series coefficients utilized
in the approximants. In Table 2, we noticed that the magnitude of thermal
criticality at very large activation energy (¢ = 0) decreases with a decrease
in the porous medium permeability (8 > 0). This shows clearly that reducing
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Table 1. Computations showing the procedure rapid convergence for ¢ = 0.0,
0=0.0

d N Hmax )\C aCN

1 9 1.386540593950578 2.0000471922705 0.499999

3 15 1.386294361119890 2.0000000000000 0.500000

5 21 1.386294361119890 2.0000000000000 0.500000

Table 2. Computations showing thermal ignition criticality for different parameter
values (9, 3, ¢)

0 I6) € Omax Ae QcN

1.0 0.0 0.1 1.8491492 2.2068382  0.500000
1.0 05 1.0 1.8508176  2.2062313  0.500000
00 0.0 00 1.3865405  2.0000000  0.500000
1.0 0.0 0.0 1.4157385 1.9454358  0.500000
1.0 0.1 0.0 1.4158015 1.9453932  0.500000
1.0 03 00 14162698 1.9450999  0.500000
1.0 05 00 14170165 1.9447578  0.500000

emax

6.0

4.0

2.0

T T >
0.0 2.0 40

Fig. 4. A slice of approximate bifurcation diagram in the (A, Omax (8, €)) plane

the permeability of a porous medium will enhance the early appearance of
ignition in a reactive viscous flow of a combustible fluid. It is noteworthy that
a decrease in the combustible fluid activation energy (i.e. € > 0) will lead to
an increase in the magnitude of thermal ignition criticality, hence, delaying
the appearance of thermal runaway in the system. A slice of the bifurcation
diagram for 0 < & < 1 is shown in Fig. 4. In particular, for every 8 > 0, there
is a critical value A. (a turning point) such that, for 0 < A < A, there are two
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solutions (labeled I and II) and the solution II diverges to infinity as A — 0.
The fully developed dimensionless velocity distribution is shown in Fig. 5. We
observed that the magnitude of the fluid velocity increases and tend to that
of Poiseuille flow with a gradual increase in the porous medium permeability
(i.e. f — 0). Similarly, an increase in the fluid temperature is observed with
increasing values of A\ due to a combined effects of viscous dissipation and
exothermic reaction as shown in Fig. 6.
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6 Conclusion

The thermal stability of a reactive viscous fluid flowing through a porous-
saturated pipe is investigated using perturbation technique together with
a special type of Hermite—Padé approximants. We obtained accurately the
steady-state thermal ignition criticality conditions as well as the solution
branches. It is observed that a reduction in porous medium permeability will
enhance complete combustion, hence, improving the effectiveness of engineer-
ing equipments like the catalytic converter used in an automobile’s exhaust
system. Finally, the above analytical and computational procedures are ad-
vocated as effective tool for investigating several other parameter dependent
nonlinear boundary-value problems.

Nomenclature

IS

Pipe radius

rate constant
concentration of the reactant
Darcy number
activation energy
thermal conductivity
permeability

fluid pressure

heat of reaction
universal gas constant
wall temperature
absolute temperature
fluid velocity

axial distance

radial distance

YU ENSROTRTEDOE

Greek symbols

fluid dynamics viscosity
Frank-Kamenetskii
activation energy parameter
viscous heating parameter
porous medium shape factor
dimensionless temperature

TS O >
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Modelling Transmission Dynamics

of Childhood Diseases in the Presence
of a Preventive Vaccine: Application
of Adomian Decomposition Technique

0O.D. Makinde

Summary. In recent time, diligent vaccination campaigns have resulted in high
levels of permanent immunity against the childhood disease among the population,
e.g. measles, mumps, rubella, poliomyelitis, etc. In this paper, a SIR model that mon-
itors the temporal dynamics of a childhood disease in the presence of a preventive
vaccine is developed. The qualitative analysis reveals the vaccination reproductive
number for disease control and eradication. Adomian decomposition method is also
employed to compute an approximation to the solution of the non-linear system of
differential equations governing the problem. Graphical results are presented and
discussed quantitatively to illustrate the solution.

Keywords: Childhood disease model; Preventive vaccine; Stability analysis;
Adomian decomposition

1 Introduction

Diseases such as measles, mumps, chicken pox, poliomyelitis, etc. to which
children are born susceptible, and usually contract within the first five years
are generally refereed to childhood diseases. Young children are in particularly
close contact with their peers, at school and playground; hence such diseases
can spread quickly. Meanwhile, the development of vaccines against infectious
childhood diseases has been a boon to mankind and protecting children from
diseases that can be prevented by vaccination is a primary goal of health
administrators. For instance, measles is an acute, highly communicable viral
disease with prodromal fever and can be prevented by the MMR (Measles|
Mumps|Rubella) vaccine. The primary reason for continuing high childhood
measles morbidity and mortality in sub-Saharan Africa is the failure to deliver
at least one dose of measles vaccine to all infants (see Table 1).

Figure 1 shows the 2002 UNICEF measles campaign in a remote village
in central Senegal during which Serigne Dame Léye — Headman of Ngouye
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Table 1. Estimated measles deaths for 2004 with uncertainty bounds by World
Bank geographical region [4]

Region Estimated measles deaths Uncertainty bounds
Sub-Saharan Africa 216,000 [216,000 - 279,000]
South Asia 202,000 [145,000 - 264,000]
East Asia & Pacific 32,000 [21,000 - 47,000]
Middle East & North Africa 4,000 [2,000 - 5,000]
Europe & Central Asia <1,000 -

Latin America & Caribbean <1,000 [-]

High income countries <1,000 [

Fig. 1. Picture showing children after receiving their individual vaccinations against
measles — Measles Campaign 2002 by UNICEF

Diaraf remarked “We used to bury two or three children every week because of
measles. This does not happen anymore because our children are immunized”.

Another illustrative example of childhood disease with preventive vaccine
is poliomyelitis [4]. This is a highly contagious, incurable viral infection of
the nervous system which can cause crippling paralysis or even death within
hours of infection. At its peak, polio paralyzed and killed up to half a million
people every year, before Jonas Salk invented a vaccine in 1955, (see Fig. 2).

According to Fig.3, with only four polio endemic countries left in the
world, with constant vaccination strategy-polio transmission could be stopped
in every country by the end of 2006. The world could then be certified polio-
free by end-2010.

Since vaccination is considered to be the most effective strategy against
childhood diseases, the development of a framework that would predict the
optimal vaccine coverage level needed to prevent the spread of these diseases is
crucial. The SIR model is a standard compartmental model that has been used
to describe many epidemiological diseases [8-11]. The way several childhood
diseases spread through a population fits into this framework. The model has
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Fig. 2. (a) Members of a mobile Polio immunization team in Kano, Nigeria. (b) A
child receives a dose of oral polio vaccine

AN INCREDIBLE ACHIEVEMENT FOR CHILDREN i
MAP OF POLIO ENDEMIC COUNTRIES IN 1988 And in 2006 i

Fig. 3. The map showing the World Polio endemic countries [4]

a susceptible group designated by .S, an infected group I, and a removed group
R, denoting vaccinated as well as recovered people with permanent immunity.
This model assumes that the efficacy of the vaccine is 100% and the natural
death rates p in the classes remain unequal to births, so that the population
size N is realistically not constant. Citizens are born into the population at a
constant birth rate © with extremely very low childhood disease mortality rate.
We denote the fraction of citizens vaccinated at birth each year as P (with
0 < P < 1) and assume the rest are susceptible. A susceptible individual
will move into the infected group through contact with an infected individual,
approximated by an average contact rate 8. An infected individual recovers at
a rate -, and enters removed group. The removed group also contains people
who are vaccinated. The differential equations for the SIR model are
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Fig. 4. Flow chart for the SIR model
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We also have the relationship N = .S + I + R and assume u, w, §, v, | are
all positive constant parameters. Adding (1)—(3), we obtain

dN
== wN, (@)

so that we are now dealing with a varying total population, [6].
A summary of the process is drawn in a flow chart in Fig. 1 below: (Fig. 4)
The groups can be scaled by population N using the new variables, s =
S/N, i = I/N, and r = R/N. The population is now normalised, meaning
s+ i+ r =1, and we have the new system,

d

£ = (1— P)r — (Bsi — 7s, (5)
di . .

B i~y 4 ©
d

d—::PW—&—vi—m‘. (7)

2 Qualitative Analysis

Since r does not appear in the (5) and (6), we can analyse the sys-
tem qualitatively by studying the subsystem in the closed set I' =
{(s,4) e R4+ |0 < s+ i <1}. A qualitative investigation of the subsystem
described by (5) and (6) reveals that the long-term behaviour, falls into
two categories: endemic or die out. When the disease dies out naturally, the
solution asymptotically approaches a disease free equilibrium Ej of the form,

Ey=(1— P,0), (8)
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The threshold that determines the stability of this equilibrium is the vaccina-
tion reproduction number,

R, =P01=P ©)
Yy+m

The disease free equilibrium is locally stable if R, < 1. Global asymptotic
stability for disease free equilibrium is also achieved using a Bendixson—Dulac
argument for R, < 1 i.e. there are no periodic solutions [5]. Equation (9)
also reveals that there is a critical vaccination proportion P. = (8 —~v—m)/8
above which the disease free equilibrium is stable i.e. P > P.. Thus, in order
to successfully prevent disease, the vaccination proportion should be large
enough. When the disease free equilibrium is unstable, there exists an endemic
equilibrium E,, of the form,

E, = (1}:?,1]3’ %(RU - 1)) . (10)

From equation (10) it very obvious that E,, will only exist provided R, > 1. The
eigenvalues (d1 2) of the Jacobian matrix evaluated at the endemic equilibrium
E, is given as

1
012 = —ng =+ 5\/7r2R7% — 4R, (v + 7). (11)
The endemic equilibrium F,, is locally asymptotically stable provided

<R, <30F™ (12)
™

i.e. the eigenvalues are complex with negative real part and E, can be clas-
sified as a spiral sink. This behavior can be interpreted as follows; for initial
low levels of infectives, the numbers of susceptibles build. Then, the number
of infectives begins to increase until that process is faster than the number
of susceptibles being added to the population. Eventually there are too few
people to infect, the outbreak ends, and the number of susceptibles begins to
increase again.

3 Adomian Decomposition Technique

In order to explicitly construct approximate non-perturbative solutions of the
system described by (5)—(7), Adomian decomposition method well addressed
in [1-3, 7] is employed. The advantage of this method is that it provides a
direct scheme for solving the problem, i.e., without the need for linearization,
perturbation, massive computation and any transformation.

The equivalent canonical form of this system is as follows:
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s(t) =s(0) + (1 — P)mt — ﬁ/o sidt — 7r/0 sdt, (13)
i(t) = i(0) +ﬂ/0 sidt — (’y—|—7r)/0 idt, (14)
r(t) =r(0) + Prt + ’y/o idt — 7r/0 rdt. (15)

As usual in Adomian decomposition method the solutions of (13)—(15) are
considered to be as the sum of the following series

o0 o0 (o)
S=D Spy A=) in, 7= Tn (16)
n=0 n=0 n=0

Then we approximate the nonlinear terms in the system as follows:

o0
st =Y Fu(s0,. -, 80,00, ,in), (17)
n=0

where

1 ar (Z Sk>\k> (Z Zk)\k>
o= k=0 k=0 . 18
" d\" (18)

A=0

The nonlinear functions F, are called Adomian’s polynomials. Substitut-
ing (16)—(18) into (13)—(15), we get:

an = S(O)+(1—P)7rt—ﬁ/o ZFndt—ﬁ/O andt, (19)

n=0 n=0 n=0

(%) t oo t oo

> in =i(0) + ﬁ/ > Fudt — (v + 7r)/ > indt, (20)
n=0 0 n=o0 0 n=o0

0o t oo t o0
Z rn, =r(0) + Pt + *y/ Z indt — 71'/ Z T dt. (21)
n=0 0 n=0 0 n=0

From (19)—(21) we define the following scheme:

s0 = 8(0) + (1 — P)wt, ip = i(0),79 = r(0) + Pmt, (22)
t t
Spa1 = —ﬁ/ F,dt — 7r/ Sndt, (for n > 0), (23)
0 0
¢ ¢
Ing1 = ﬂ/ Fpdt — (v + 77)/ indt, (for n > 0), (24)
0 0

t t
Tptl = 7/ ipdt — 77/ rndt, (for n >0). (25)
0 0
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Using (18), we compute some of the Adomian polynomials as follows:

Iy = sotg, F1 = sgi1 + s1t, Fo = sgia + s141 + 8210,
F3 = sgi3 + syt + 8211 + 8360, Fy = Sgi4 + S113 + S2i2 + 391 + S4f0,
Fs = sgi5 + $164 + Soi3 + S3i9 + Sat1 + S5i0, . . . (26)

Substituting (22)—(26) into (19)—(21), and using MAPLE we obtained a few
terms approximation to the solutions as

N N N
SN = E Sn, 7JN = § in» N = § Tn, (27)
n=0 n=0

n=0

where

s(t) = limit (sy), i(t) = limit (i), 7(t) = limit (ry). (28)
— 00 N—oo N —oo
The decomposition method yields rapidly convergent series solutions by using
a few iterations for both linear and non-linear deterministic equations. For
the convergence of the Adomian decomposition method the reader is referred
to [1].

4 Numerical Results and Discussion

In this section, we monitor the effect of vaccination on the dynamics of a
childhood disease described by the SIR model (5)—(7) using Adomian decom-
position technique. For illustration purposes the parameter values in Table 2
below are used.

Figure 5 depicts case 1 and shows the impact of high vaccination coverage
on the disease free initial population groups. As expected, the population of
the susceptible group decreases with time while that of the removed group
gradually increases due to inclusion of vaccinated susceptible group. It is very

Table 2. Effect of vaccination coverage at various parameter values

Case s(0) i(0) r(0) B o T P R, Comments

1 1 0 0 08 003 04 09 0.18604 FE, stable (disease
eradication)

2 0.8 0.2 0 08 003 04 09 0.18604 E, stable (disease
eradication)

3 0.8 0.2 0 0.8 003 04 0.3 1.30223 E, stable (no erad-
ication)

4 0.8 0.2 0 08 003 04 0.0 1.86046 FE, stable (no erad-

ication)
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Fig. 5. Population fraction vs. time for case 1: P = 0.9; , Susceptible fraction;

000000, infectives fraction; + + + + ++, removed fraction

interesting to note that the entire population generally remains disease free
with all the time. Figure 6 depicts case 2 and illustrates the impact of high
vaccination coverage on the initial population groups with low level of infective
group. The populations of the susceptible and infective groups decrease with
time while that of the removed group increases due to inclusion of vaccinated
and recovered people with permanent immunity and the disease outbreak
ends. Case 3 is represented in Fig. 7 and illustrates the effect of low vaccination
coverage on the initial population groups with low levels of infective group.
The population of the susceptible group decreases with time. A small increase
in the population of removed group is also noticed. However, it is noteworthy
that the population of infective group will never disappear with time and
the endemic situation persists. This confirmed that a disease free equilibrium
couldn’t be achieved once the vaccination coverage level is lower than a certain
threshold and the endemic equilibrium remains stable.

Finally, case 4 is shown in Fig. 8 and illustrates the impact of initial
low levels of infective group on the vaccination free population. As expected,
the population of susceptible group decreases while that of infective group
temporally increases. The disease rapidly spread to the entire population. The
only contribution to removed group is the very small proportion of recovered
people with permanent immunity.

5 Conclusions

An epidemiological model for the transmission dynamics of a childhood disease
in the presence of a preventive vaccine was qualitatively and quantitatively
studied. It is observed that the disease free equilibrium is stable provided
the vaccination coverage level exceeds a certain threshold (P.). Adomian
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Fig. 6. Population fraction vs. time for case 2: P = 0.9; ——, Susceptible fraction;
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Fig. 7. Population fraction vs. time for case 3: P = 0.3; ——, Susceptible fraction;
000000, infectives fraction; + 4+ 4+ 4+ ++, removed fraction

decomposition method is employed to construct an approximate solution
to the problem. The method avoids the difficulties and massive computa-
tional work that usually arise from the parallel techniques and finite-difference

method.

Appendix

According to the values introduced in the Table 2 the following approximate
solutions can are derived;



72 O.D. Makinde
0.8

0.6

Population fraction 0.4

0.2
t 4 B 10
time (t)
Fig. 8. Population fraction vs. time for case 4: P = 0; ———, Susceptible fraction;

000000, infectives fraction; + 4+ 4+ 4+ ++, removed fraction

Case 1

s(t) = 1.0 — 0.36t 4 0.72 x 107 1t? — 0.96 x 1072t> 4 0.96 x 10~3*
—0.768 x 10™*t% — 0.5688888892 x 10~ 5t°

r(t) = 0.36t — 0.72 x 107't? + 0.96 x 1072t — 0.96 x 10~3t*
+0.768 x 107> — 0.512 x 1075t°

Case 2

s(t) = 0.8 — 0.408t + 0.1008*t* — 0.8223999996 x 10~ t>
—0.1811776 x 10~2t* 4 0.2838500158 x 10~ 3t°
—0.4866281149 x 10~4t5 — 0.1973168518 x 10~°t7
+0.1567280763 x 10~ "t® 4 0.4557699387 x 10~ t°
—0.1747626667 x 10~ '1¢10

i(t) = 0.2 +0.42 x 1071t — 0.2823 x 10712 — 0.1169699999 x 1023
+0.2759918751 x 10~2t* — 0.3762609484 x 10735
+0.4741940899 x 1045 4 0.1990139977 x 1075t7
—0.1540349563 x 10~ t® — 0.4575903832 x 10~%t°
+0.1747626667 x 10~ 11¢10
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r(t) = 0.366t — 0.7257 x 10~ t? 4 0.93937 x 10~2t>
—0.94814275 x 1073t* + 0.9241093251 x 10~*t°
— 0.4445486401 x 107°t5 — 1697145904 x 10~ "t7 — 0.269312 x 108
+0.1820444445 x 10~ 11¢?

Case 3

s(t) = 0.8 — 0.168t + 0.336 x 10~ 1t? — 0.2464 x 10~ 2> — 0.125216 x 10~ 3t*
+0.22308159 x 107°t5 — 0.1932440964 x 10735
—0.7803698863 x 10~*t7 4 0.4251830616 x 10~°t®
+0.1094303622 x 10~°t% — 0.293723614 x 10~ t*°

i(t) = 0.2+ 0.42 x 10~ — 0.903 x 10~2t% — 0.721699999 x 10~ 3t>
+0.44919875 x 1073t* — 0.308446284 x 10~1t5
+0.1860204709 x 10~3t® 4-0.7869655811 x 1047
— 0.41594566 x 107°t® — 0.1098674509 x 10~5t"
+0.293723614 x 10~ 7t10

r(t) = 0.126t — 0.2457 x 10712 4 0.31857 x 10~2t> — 0.32398275 x 103t*
+0.286138125 x 10%t° + 0.1534736535 x 10~°t°
— 0.6595694941 x 10757 — 0.9237401597 x 10~ "8
+0.4370887113 x 1078¢°

Case 4

5(t) = 0.8 — 0.48 x 1071t 4 0.416 x 1073t> 4 0.26864 x 10~ *t*
—0.7711584 x 107°t% — 0.2076444349 x 1035
—0.1402303147 x 1073”7 + 0.1075760762 x 10~ *t®
+ 0.4557699387 x 10~°t? — 0.1747626667 x 10~ %¢'°

i(t) = 0.2+ 0.42 x 107 4 0.57 x 1073t? — 0.4977 x 10733
—0.1496125 x 10~ %t* + 0.68491314 x 10~°t% 4 0.19838225 x 10~3t6
+0.141400832 x 1073t7 — 0.1048829562 x 10~ *t®
— 0.4575903832 x 1075t% + 0.1747626667 x 10~ 6t°

r(t) = 0.6 x 1072t — 0.57 x 1073t + 0.817 x 10~*t* — 0.1190275 x 10~ *¢*
+ 0.86245251 x 1075t° + 0.3573295998 x 10~°t°
—0.1170517333 x 107°t" — 0.269312 x 10~ 5t®
+0.1820444445 x 10~ "t°
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A New MPFA Formulation for Subsurface
Flow Problems on Unstructured Grids:
Derivation of the Discrete Problem

A. Njifenjou and I.M. Nguena

Summary. The accurate computation of solutions for multiphase flow problems in
a geologically complex subsurface is a great scientific and environmental challenge.
Some authors have developed finite volume methods of new generation (the so-called
Multi-Point Flux Approximation methods, commonly called MPFA methods) for
addressing this kind of problems. This communication presents some finite-volume
based flexible MPFA methods which display strong capabilities to handle flow prob-
lems in geologically complex reservoirs. It is well known that the flux continuity
across grid-block interfaces combined with the local mass conservation (i.e., mass
conservation at grid-block scale) make the finite volume methods a powerful compu-
tational tool for flow problems. These properties are met by the variants of MPFA
methods presented in this paper. In addition, these new variants provide some added
values as (1) an approximate pressure which is continuous in the whole domain,
(2) sharp results are provided even on relatively coarse grids, (3) large scale flow
problems governed by a symmetric and nonsymmetric full effective permeability
tensor can be addressed. A Numerical implementation of these variants of MPFA
methods has been done for solving a real-life problem, namely the Darcy flow in the
Andra Couplex 1 test case.

1 Introduction and the Model Problem

The multiphase flow in geologically complex media is one of the most impor-
tant issues related to environmental problems. A better understanding of this
phenomenon by simulations requires that challenging numerical schemes are
designed and implemented. In this connection, several numerical methods are
proposed by many authors. Among these methods, let us mention the most
important ones: (1) The Galerkin finite element which unfortunately displays
limitations about the local conservativity which is an essential condition in
fluid flow simulation, (2) The mixed and mixed hybrid finite element methods
are two avatars of a same approach which is based upon a pressure-velocity
formulation. This formulation meets the local mass conservativity and leads
to satisfactory results. However some draw-backs concerning this approach
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have been pointed out like the violation of the discrete maximum principle
near the drillings for flow within aquifers (see [8]), (3) The finite volume, due
to its great flexibility toward complex applications and its local mass con-
servativity, is considered today as the most comfortable numerical way for
addressing fluid dynamic problems. Let us mention some recent significant
contributions for finite volume solutions to flow problems in anisotropic non-
homogeneous media: (1) The Multi-Point Flux Approximation method (see
for instance [1, 2, 5, 7, 10, 12, 13]), (2) An extended K-orthogonal grid method
has been developed for addressing diffusion problems with full matrix coeffi-
cients (see for instance [4, 6]).

The aim of this paper is to present two variants of the MPFA methods
involving some novelties as:

(1) The construction of an approximate pressure respecting the continuity
condition across the mesh interfaces (recall that, except [12] and [13], the
MPFA solution of above mentioned authors does not meet the interele-
ments continuity condition). The prize to pay is that one should solve a
larger discrete system since discrete unknowns are located at cell points
and corner points of the primary mesh.

(2) The capability of addressing flow problems governed by non symmetric
full tensors. Note that when dealing with large scale flow equations, the
effective permeabilities governing the flow may be nonsymmetric (see [14]
for instance).

For presenting our MPFA finite volume formulation, let us introduce a 2D
flow problem which consists in finding a pressure U which satisfies the fol-
lowing steady-state diffusivity equation associated with a Dirichlet boundary
condition:

—div(D gradU)=f in (1)

U=0 on r, (2)

where f is a given function (commonly called source/sink term), € is a given
open polygonal domain inside which the diffusivity equation is valid and T’
denotes the boundary of Q. D = D(z), with x = (21, 22) € €, is a full matrix
(describing the spatial variation of the permeability tensor) and satisfies the
uniform ellipticity, i.e.,

Iy € RY such that Ve € R? e D(z)e > v > ae. in Q, (3)

where | . | denotes the euclidian norm in R?, D;;(.) € L> () represents the
components of the permeability tensor D.

This paper is organized as follows. In the Sect.2 we deal with the spatial
discretization of the model problem. Section 3 presents in details two new
variants of MPFA method for solving the system (1)—(2). In the Sect. 4, some
numerical simulations are performed for homogeneous and nonhomogeneous
anisotropic media. Section 5 is devoted to conclusions and perspectives of the
work.
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Fig. 1. Detail of primary (full lines) and secondary (dotted lines) grids for Dirichlet
boundary conditions

2 Spatial Discretization

One starts with a primary grid consisting of a collection of polygonal cells
made up of full lines. Each polygonal cell is naturally associated with a set
of corner points. Inside each cell, a point is arbitrary fixed and defines what
we call in the sequel a “cell point.” The value of the numerical solution of
the system (1)—(2) is computed either at the corner points or cell points (of
the primary grid). We denote () either a cell or a corner point, and w; the
corresponding value of the numerical solution.

Let us introduce the notions of cluster and interaction region which play
a key role in the discretization process. A collection of mesh cells with one
common corner point is called a cluster. The number of cells in a cluster
defines the degree of the corresponding corner point. Associated with each
cluster is an interaction region which is defined as follows: on each cell edge,
choose an arbitrary point e*) and draw straight dotted lines from this point
to the cell points in the two neighboring cells. Inside the cluster, the dotted
lines will define a polygon called an interaction region. The set of interaction
regions defines the secondary mesh or dual mesh (see Fig. 1).

Each discrete equation is associated with a cell point or a corner point,
and is derived from the mass balance equation in a suitable control volume.
More precisely, expressing the mass balance in each cell from the primary
and secondary mesh, and using convenient quadrature formulas leads to the
discrete problem. A detailed description of our technique is presented in the
following sections.

3 Finite Volume Formulation

3.1 Description of New Variants of MPFA Methods

Our aim in this section is to present two novel multipoint flux approximation
methods designed for flow computations over unstructured irregular grids as
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Fig. 2. A cluster (full lines) with its interaction region (dotted lines) involved in a
local computation of the flux

the one shown in Fig. 2. We start with the mass balance equation in every cell
C from the primary or secondary mesh

—/Cdiv [D gradu] dx = /Cf(fv) dx.

Applying the Ostrogradski theorem to the left hand side of this equality yields
what follows:

— /Fc [DgradU]'ndSZ/Cf(m)dx’

where I'c is the boundary of C', and where the symbol - denotes the stan-
dard scalar product in R2. The first integral term in this equality may be
transformed as follows:

— /FC [DgradU]~nds=—Z

/ [DgradU] -ngads
(7 [BA

leading to the following approximation relation:

- Z / [D grad U] -nga ds = — Z EA[(D grad U - nEA)(xA)] , (4)
(pa) 7 1EA] [E4]

where [E'A] is a partial edge from the cell C' and where ng4 is the unit normal
vector to [EA] exterior to C, x4 = (24!, 24") are the spatial coordinates of the
point A. One can perform the flux approximation in two manners (1) demand-
ing that the flux continuity be satisfied on each partial edge; (2) demanding
that the flux continuity be satisfied on each entire edge. In each grid-block one
may decide that the degrees of freedom of the approximate pressure U are cell
center and corner values of U. This choice will lead to a globally continuous
and piecewise linear approximate solution. However another choice is possible
as shown in [11] in a square primary grid. In what follows we present in details
our strategy.

3.1.1 Derivation of the Flux Approximation Imposing Continuity
per Partial Edge

We focus in what follows on the flux computation across the partial edges,
under a continuity condition.
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)

{1 A

Fig. 3. Flux molecule for formulating the flux continuity over the partial edge [EA]

For performing the flux across the partial edge [E'A] (see Fig. 3), one should

calculate g—z and g—g at the point A (whose coordinates are x4 = (2, z2'))

in view to apply the approximation (4). The following change is made on the
space variables:
m=af + (@t —2f) X+ @f - o)X,
1
1y =g + (ay) —2f) X0 + (2f —2) Xy
Denoting det;y the determinant of the preceding system, it is easily seen that

detqy = (o1 — ) (aF = o) — (aF — af) (&8 —52)

(')Xl _ (.TQE 71’2A) 8X1 _ (.T{x 71’1E)

8;E1 N det(l) ’ (9562 N det(l)

(1) (1)
90X, (w?—wz ) 90X, (xl —w‘f‘>
ory det(l) T Oz det(l)

Since that A is a point from the triangle AF(1) and accounting with the
change of spatial variables, the partial derivatives of U at z* are given by

OUN - (pay - U 09X, OU 9%y
8171 (1) o 8X1 8561 8X2 8121 ’

AU\ ay_ OU 09Xy | OU 90X,
81‘2 (1) a 8X1 8332 8X2 81:2 '

Then these partial derivatives are approximated as follows:

oU 0X;  0oU 0Xs
8X1 8£E1 + 8X2 3%1 - (U(l) B UA) det(l)

det(l)
(5)
oU 0X; = OU 9Xo _ (z — 2F) () — 2)
0X1 Oxa 0X5 Oxo - (U(l) UA) det(l) + (UE UA) det(l)
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On the other hand, the normal vector n(y) is defined as

B xff:v‘; :C‘{lfl‘{; K
"O=E\TAE T AE ’

where ¢ = £1 is chosen such that n(;) is steered toward the outside of the
triangle AE(1) (see Fig. 3).
We deduce that

E A A E oU
. R S e W S D11 Dia | | 9z,
D grad U] n(l)—e[ AE AE } ([Dm D22] [z«w}) '

Setting
E A A E E A A E
E Ty — o T — I E Ty — T2 Ty — X
oy =€ (Du A5 + D21 AE ) , 5(1) =€ <D12 AE + Doo AE )
it follows that

oU oU
(D grad U)-ngy = aﬁ)a—xl (:JcA) + 55)8—3:2 (:JcA) )

Recall that approximations of partial derivatives of U at 2 are given by
relations (5)—(6), when considering that A is a point of the triangle EA(1).
Similarly, considering that A is also a point from the triangle FA(2), we have

al :L‘A o . (mQE*xf)
(5r),, ) = W~ ) 2

det(z) det(2)
ou A (zf —2f) (@1 = {)
= _— U
(8:62)(2) (a: ) (U(z) UA) det(z) + (Ug —Ua)

where we have set

2 2
det(o) = (27 — o) (@f —a3) = (f —ai')(at? — ).
Therefore, the flux continuity equation on [E'A] reads

ou ou ou ou

E E E E

ol (=] + — ] 4o (=) + ~—) =0.(7
= (8301)(1) g <8$2)(1) @ <8$1>(2) P < )( ) @
Setting for i = 1,2

C(i)E‘ _ HCQE — 55'24
11 detm ) 12

and for 4,5 =1,2
S(i)E _

1; =

NE G)E
0‘5)053‘) + (5 Ca
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one deduces from the discrete version of the flux continuity equation (7) that

_ S0 + (517 + S5 F)Us + 517 Ul

Ua NE NE 2)E 2)E
S+ 85F + 557 + 57

10U +EUe+1{) Ut

Setting also

E E E E E E
D) = Uy (857 =8 (507 + 557)) + Us (85" —7E(S)” + 553)7))

E HE
_7(E2)U(2)(S§1) + 552) )
the flux across [EA] may be written finally as follows:
1
Bl = — AE O . (8)

One should note that the methodology presented above is completely gen-
eral. This means it applies to all the interior partial edges of cells from the
primary and secondary grids. On the other hand, for a boundary partial
edge [F'A], there is no need to write the continuity equation since Uy is given
by the Dirichlet condition. Thus, the global discrete system may be easily
derived following what precedes.

Remark 3.1. In the case of a Dirichlet—Neumann boundary problem, one
should deal with the case where a partial edge [E 4] is included in a Neumann’s
boundary. The flux across [E'A] is exactly given by the Neumann condition.

3.1.2 Derivation of the Flux Approximation Imposing Continuity
per Edge

In the previous subsection, the mass balance is performed under the constraint

of the flux continuity on partial edges. Unfortunately, it may happen when
dealing with the primary mesh, that the expression SS)E + SS)E + SS)E +
SS)E be null, and therefore it is not possible to compute the flux across [EA],
namely @E}; A" To overcome this difficulty, one may write the flux continuity

equation on the entire edge [EF] (see Fig. 4).
For this purpose, let us set

oUu oUu
b () o+ 7 (32)
(1) or1 ) (1) 0o "

oU oU
b (), 70 (3)
(1) 0z, @ (1) 025 "

[EF] _
o) = AB

+ AF
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Fig. 4. Flux molecule for formulating the flux continuity over the edge [EF]

ou ou
4 (), -5 (%)
) axl 2) @) 89c2 2)

ou ou
ot (5) 0 (552)
2) 81‘1 2) ) 8%2 (2)

Therefore the flux continuity equation over [EF] reads

[EF) _
By = AB

+ AF

o+ o =0, 9)
The last equation permits to express the numerical potential U4 in terms of
Uay, Uy, Ug, and Uf. To solve this equation, one may consider two cases:
the case where the elements I and IT (see Fig.4) are from the primary mesh,
and the case where these elements are from the secondary mesh.

First case: the elements I and II are from the primary grid. Solving the
flux continuity equation (9), where Uy, is the unknown, leads to the following

expression of the flux @E?)F]'

@E?)F] = —EF [C1(Uny — U)) + RC2(Ug — Up)], (10)
where we have set
E «(2)E DE «(2)E 1E «(2)E
c, :M Cy = Siz) S%l) *S§1) Siz) . and R— EA

EF
(11)

Second case: the elements I and II are from the secondary grid. In this
case, the flux across [EF] reads as follows:

HE 2)E’ HE 2)E
S + 817 S+ 517

@Ef)F] = 0,Uq) + 02Uy + AE S)F Up + AF SOF Up (12)

where we have set

6, = (AE SWE L AF VP + AE 8P + AF ng) (13)

1
2

b2 = % (4B SQF +AF ST —ap )P —ar sP). ()
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Remark 3.2. Due to the discontinuity of the permeability (located on inter-
faces of the primary grid), the expression Sﬁ)E + SS)E + SS)E + Sﬁ)E may
be equal to zero over the discontinuity interface. An example for rectangular
grids is provided in [13]. On the other hand, this kind of singularity should not
occur for partial or entire edges computation of flux in the dual grid. Indeed,
when dealing with the dual grid, the expression SS)E + SS)E + SS)E + SS)E
is reduced to SS)E + Sﬁ)E which is never null.

3.1.3 Combining the Two Approaches

One can prove that SS)E + SS)E + Sg)E + Sﬁ)E could be null in the scheme
(8) only when dealing with cells from the primary grid. It is therefore suitable
to use this scheme for cells of the secondary grid. The schemes (10)—(14) apply
for cells from the primary grid and those from the secondary grid as well.

3.2 Construction of the Discrete System
3.2.1 Dealing with the Elements of the Primary Mesh

We suppose that the primary mesh consists of polygons. Therefore each mesh
element e; is associated with n; edges. The data structure used to draw the
mesh allow us to obtain from each edge all the corresponding mesh elements.

For a given mesh element e; from the primary mesh, one carries out the
computation of the total flux across its boundary in the following way. One
considers all the facets of this element and for each facet, one calculates the
flow exchanged by using the relations (8) or (10) depending on the chosen
variant of the proposed method. The element is cut out in triangles whose
vertices are the cell point and the two extremities of a facet. The integral in
the right hand side of the balance equation over the element is obtained by
summing the integrals calculated over these triangles.

3.2.2 Dealing with the Elements of the Dual Mesh

First of all, let us recall that the cell point associated with every element of
the dual mesh is a vertex of the primary mesh. In order to do the flux balance
in an element of the dual mesh (denoted ed;), one has to consider the set of
facets from the primary mesh elements admitting ed; as one of the vertices.
Let us call this set bd;. To illustrate, let us consider the dual mesh element
centered on the point C' (see Fig.5). Let us call it ed;. Therefore bdy is the
following set:

bdy = {[CA],[CB],[CD],[CE),[CF],[CG]}.

Each facet a; from this set admits C' as an end. The other end of a; is the
center of another element of the dual mesh, having a common edge with ed;.
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Fig. 5. A local numbering of nodes for a local flux balance

The vertices of the two half-edges of the common frontier are the center of the
edge a; and the center of the two elements of the primary mesh sharing the
edge a;. For instance, let us consider the facet [CD] of the set bd;. The vertex
D of the primary mesh is the center of another element of the dual mesh.
The frontier between this element and ed; is made by the two half-edges (9,8)
and (8,7). Using the relation (8) or (10) together with triangles (C,7,8) and
(D,7,8), one can compute the flux through the first half-edge. Using the same
equation and the triangles (C,8,9) and (D,8,9), it is also possible to compute
the flux across the second half-edge.

In order to compute the right hand side of the balance equation, each
element is divided into triangles defined by its center, the middle of each edge
of bd; and the centers of the primary mesh elements sharing this edge. As an
example, one can consider the triangles (12,C, 1) and (11, C,12) in Fig. 5. The
integral in the right hand side of the balance equation is obtained by summing
integrals over these triangles.

3.3 Definition of an Approximate Solution in Terms of Function

Recall that the proposed variants of MPFA method lead to solving a square
system of equations involving all the discrete unknowns U, representing the
approximate pressure at cell centers and cell corners (with respect to the
primary grid). Once these unknowns are computed, one utilizes them as in-
terpolation data in the construction of an approximate solution denoted Uy,
defined as a piecewise linear function (more details are given below).

The computed quantities U, actually correspond to the values of U} at
cell centers and cell corners. Thus these quantities satisfy the relation

Up = Up(z™),

where 2(™) is a node, i.e., a cell center or a corner point.

We should do some comments about the definition of Uj,. Without any
loose of generality, let us consider a triangular grid cell of the primary grid.
To define Uy, at every point of that grid cell, we divide it into three triangular
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Fig. 6. A grid block divided into three triangles for a piecewise linear approximation
of the solution

elements constructed by joining the cell center to the three cell corners (see
Fig.6).

Definition 3.3. Let ), z and x® denote the vertices of a triangular
element T obtained from the division of a primary grid cell. The approximate
solution Uy, of the diffusion problem (1)-(2) is defined in T as follows:

Un(z) =a- (z—x®)+U; , (15)

where © = (z,,z,)", a = (a,,a,)!, 20 = (2, 20)!, and U; = Uy (2), with
(.,.)t denoting the transposition operator. The components of the vector o are
easily calculated thanks to the fact that U; = Up (@) and Uy = Up(z®) are
given (from the solution of the finite volume discrete system).

Proposition 3.4. The approzimate solution Uy, is a continuous function in
Q (closure of Q). Moreover Uy, is in the space H(Q).

Before carrying out the proof of this Proposition, let us recall that for an
open subset D of RZ, the spaces H'(D) and HE (D) are defined as follows:

HY(D) = {veL2 (D) 5;’, € L*(D) for i:1,2} (16)
Hy(D)={ve H'(D); v=0 on T}, (17)

where L? (D) is the space (of classes) of functions v such that [, v*dz con-
verges, and where % denotes partial derivatives in a distributional sense (see

for instance [3] for more details). The mapping

v UQ \grad v|2dx] ’ (18)

defines the well-known H}(Q) — norm.

Proof. One easily checks that Uy, is continuous on grid blocks boundaries. This
follows from the fact that Uy, is linear in each triangular element T (inside
grid blocks) and is continuous at the corner points (of the primary grid). So
U}, is continuous over €. Since the restriction of Uy, in each triangular element
T is in H' (T) and U}, takes zero value on the boundary I of 2, then Uy, is in
H} (Q). O
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4 Numerical Experiments

In this section, we present some numerical results following two purposes.
The first one is to compare our MPFA solution with the one found in the
literature concerning a real-life problem, namely the Andra Couplex 1. The
second objective is to compare our MPFA solution with the one given by
the so-called MPFA O-method (see [1]).

4.1 The Andra Couplex 1 Test Case [9]

This Andra Couplex test case consists to compute a simplified 2D far field
model used in nuclear waste management simulation. From the mathematical
point of view, one should solve a system of an elliptic equation (hydrody-
namic problem) and a hyperbolic equation (transport problem, with a very
concentrated nature of the source). We should focus in what follows on the
hydrodynamic problem for testing our MPFA formulation.

4.1.1 Preliminaries

The repository lies at a depth of 450 m (meters) inside a clay layer which has
above it a layer of limestone and a layer of marl and below it is a layer of
dogger limestone. The water flows slowly (creeping flow) through these porous
media and convects the radioactive materials once the containers leak. There
is also a dilution effect which in mathematical terms is similar to diffusion.
The problem involves three main technical difficulties:

(1) The diffusion constants are very different from one layer to another (max-
imal ratio equal to 8 x 10).

(2) There is a large contrast between the width (25,000m) and the height
(695m).

(3) The imposed boundary conditions create a flow which is neither parallel
nor orthogonal to layers interfaces.

4.1.2 The Geometry

In this First test case, the computation is restricted to a 2D section of the
disposal site. The geometry is summarized in Fig. 7.

4.1.3 The Flow Computation

The permeability tensor D, assumed constant in each layer is given in Table 1
below.



A New MPFA Formulation for Subsurface Flow Problems 87

) I8 0> ee

Fig. 7. Geometry of Andra Couplex 1 computational domain

Marl |Limestone| Clay Dogger
K (m/year) |3.1536e-5| 6.3072 |3.1536e-6 | 25.2288

Table 1. Permeability tensor in the four rock layers

On the boundary, conditions are:

H =289 on {25000} x (0, 200),
H =310 on {25000} x (350, 595),
H = 180 + 160z /25000 on (0,25000) x {695},
H =200 on {0} x (295,595),

H = 286 on {0} x (0,200),

%—g =0 elsewhere.

l I

-

Fig. 8. Pressure computation. Left: Mixed hybrid finite element solution from [9] on
a relatively fine grid (54,432 elements involving 130,000 unknowns). Right: MPFA
solution on a relatively coarse grid (23,280 elements corresponding to 34,500 un-
knowns)

Let us mention that the quadruple precision were utilized when imple-
menting the mixed hybrid finite element (MHFE) as this method did not
converge for usual linear solver performing with the double precision (Fig. 8).
The proposed MPFA combined with linear solver has displayed a capability
to yield satisfactory results based upon double precision (Fig.9). The MPFA
methods remain challenging even when they are implemented on coarse grids
for problems with strong discontinuities (Fig. 10).
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Fig. 9. (a) Log of L*°-error for the proposed method, with the convergence rate
which is equal to 2.69. (b) Log of L? -error for the proposed method, with the
convergence rate which is equal to 2.55

(ah by
H 10 - B s
= [+
) . [ ]
~ 1 ._,_r—-rﬂ £ . k*—"’k/
- i
B ’ 20(23|286 |30(33 |40 :j, :
2 33| a [ag]sa &D&I 3 Iﬁ.ul!&a I:I.SS !l.ﬂ!l
E R [=o—=waiues | 3.8 |00 ] sa2]ase]5.20 [628]
I nn

Fig. 10. (a) Log of L*-error for the O-method, with the convergence rate which
is equal to 1.22. (b) Log of L*-error for the O-method, with the convergence rate
which is equal to 2

4.2 Second Test Problem

We consider the following elliptic problem governed by a full matrix of diffu-
sion:

—div(D grad w) = f i ]0,1[°  with D= { L 10 }

10 1000

which possesses the exact solution ¢ (z1, x2) = sin(7x1) sin(mxs).

5 Conclusions and Perspectives

We have presented in this work a new MPFA method for addressing flow
problems in anisotropic nonhomogeneous media. This method has displayed a
large capability for computing, with a satisfactory accuracy, the flows within
nonhomogeneous media involving strong anisotropies (see numerical experi-
ments of 5). A numerical experiment have been performed with an example
extracted from the literature, namely the Andra Couplex 1 test case.

Theoretical investigations concerning the stability and the convergence of
this method have been done for rectangular grids (see [13] and [11]). We have
been investigating the case of unstructured irregular grids.
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Analysis of a New MPFA Formulation for Flow
Problems in Geologically Complex Media

A. Njifenjou and M. Mbehou

Summary. This work analyzes some mathematical aspects of a new Multi-Point
Flux Approximation (MPFA) formulation for flow problems. This MPFA formula-
tion has been developed in [12, 13] for quadrilateral grids and [10] for unstructured
grids. Our MPFA formulation displays capabilities for handling flow problems in
geologically complex media modelled by spatially varying full permeability tensor.
However in this work, we focus our attention on the case of anisotropic homoge-
neous porous media. In this framework, the proposed MPFA formulation leads to
a well-posed discrete problem which is a linear system whose associated matrix is
symmetric and positive definite, even if the permeability tensor governing the flow is
only positive definite. Following the spirit of the finite element theory, we have intro-
duced the concept of globally continuous and piecewise linear approximate solution.
The convergence analysis of this solution is strongly based upon another concept:
the weak approximate solution. Stability and convergence results for the weak ap-
proximate solution are proven for L2- and L°°-norm, and for a discrete energy norm
as well. These results permit to prove some error estimates related to the globally
continuous and piecewise linear approximate solution.

1 Introduction and the Model Problem

Due to their local mass conservation properties, their flexibility for complex
geometries and the flux continuity, the mixed finite element (MFE) methods
have been widely used for modelling subsurface flow problems. Note that the
local mass conservation and the flux continuity ensure the global mass con-
servation. Moreover, the MFE methods allow an accurate computation of the
flow velocity and also handle well discontinuous coefficients. A computational
drawback of these methods is the need to solve an algebraic system of saddle
point type.

The multipoint flux approximation (MPFA) methods (see for instance
[1, 2, 6, 13]) have been developed these last years, as finite volume methods
of new generation for addressing flow problems governed by full permeability
tensors, over distorted meshes. The MPFA methods combine the advantages
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of the MFE methods, i.e., local and global mass conservation principles, accu-
racy for rough grids and discontinuous full permeability tensors. In addition,
the gridding flexibility makes the MPFA methods more competitive than the
classical finite volume methods. Several MPFA methods lead to cell-centered
stencil, for the pressures, which is relatively easy to solve. However a recent
variant of MPFA (see [12, 13]) giving higher order approximate solutions,
leads to cell-centered and vertex-centered stencils for the pressures. Since a
variational formulation of MPFA methods is an ongoing research issue (at our
knowledge), there exist only limited theoretical results in the literature con-
cerning the well posedness and convergence of these methods (see [4, 7, 8, 13]).

This work is a contribution to the theoretical analysis of the MPFA formu-
lation. It is also the continuation of the work done in [13] and is enriched with
the concept of globally continuous and locally linear approximate solution
following the spirit of the finite element theory [15].

For presenting our MPFA finite volume formulation, let us consider the
2D flow problem consisting in finding a function U (i.e. the pressure) which
satisfies the following partial differential equation associated with a Dirichlet
boundary condition:

—div(D gradU)=f in (1)

U=0 on r (2)

where f is a given function (commonly called source/sink term),  is a
given open square domain and I' denotes its boundary. D = D(z), with
x = (z1,22) € £, is a full symmetric matrix describing the spatial variation
of the permeability tensor which satisfies the uniform ellipticity i.e.

FVmins Ymax € RYL  such that VEeR? £#0
(3)
Ymin [€]* < ETD(@)E < Ymax €] ace. in Q

where | . | denotes the euclidian norm in R?, D;;(.) are the components of
D and are L™ (Q2) functions.

This paper is organized as follows. The second section deals with an MPFA
finite volume formulation of the model problem. Within this section we bring
an affirmative answer to the well posedness issue concerning the discrete prob-
lem. In the third section we introduce a notion of approximate solution in
terms of globally continuous and piecewise linear functions. In the fourth sec-
tion, we investigate the theoretical properties (stability and error estimates
in convenient discrete norms) for the solution of the discrete problem. Based
upon the discrete solution properties, convergence results are given in terms
of error estimates for the approximate solution in the fifth section. The sixth
section is devoted to conclusions and perspectives of this work.
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2 An MPFA Formulation

In what follows we are dealing with the case of flow phenomena governed by
piecewise constant full permeability tensors. This assumption is not restrictive.
Indeed when the permeability tensor is spatially varying, Petroleum Engineers
looks for its mean value over each grid-block from the primary grid. Therefore
from the practical point of view this assumption is very realistic (see [5, 14]
for instance).

2.1 The Discrete Problem

Our purpose in this section is to describe the matrix form of our MPFA finite
volume formulation for (1)—(2). Let us suppose that the spatial domain 2
is ]0, 1[x]0, 1[. However the method applies to bounded polygonal domains as
shown in [10]. We assume that (2 is covered with a square primary grid denoted

‘P whose size is h = %, where N is a given positive integer. On the other hand,

i iy ity i=3 L Jt+3
we denote K;; the grid block defined by: K;; = [zl 2z 2} X [1’2 2, Ty 2}
i+ 1 i—1 j+i j—% L. . 1 1
where z, =z, *+h, zy *=z5 *+h, fori,j=1,...,N with z{ =23 =0.
Recall that L? () is the space (of classes) of functions v such that [, v*dx
is a finite quantity, and for any positive integer m the so-called Sobolev space
H™ (Q) is defined by:

o]
H™(Q) = {UELZ(Q); % € L*(Q), with Y0 < |a| = a; + as Sm}
1 0T
where the partial derivatives are taken in the distributional sense. We de-
note |||, o the standard norm of H™ (£2) and we adopt the convention that
H°(Q) = L? (Q), which implies that ||-[|, , = Il p2)-

From the boundary-value problem theory (see for instance [3]), the system
(1)—(2) possesses a unique solution in H? (2) under the assumption (3) and
the condition f € L? ().

In what follows we assume that the solution of (1)—(2) is sufficiently
regular for our purpose (more precisions will be given later about the
solution regularity). We should look for a finite volume formulation
of the problem (1)—(2) in terms of a linear system which is derived
from the elimination of auxiliary unknowns, namely interface pressures,
from flux balance equations over grid-blocks. This linear system involves
{uijticij<n and {ui+%’j+%}1<i,j<z\r71 as discrete unknowns which are
expected to be reasonable approximations of {vijh <ij<N (cell center pres-

sures) and ;1 ;41 N (cell corner pressures) respectively, where
2712 )1<4,j<N—-1

— i d _ i+3  J+3 .
Pij =¥ (lea$2> and Pitrlj+i =¥ (IEl 2,xy ? ), with:
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. 1 ; 1 - 1 - 1
=3 it3 J=3 Jt3
T +x i x +x
i 71 1 j o *2 2 .o
T 1<ij <N (4)
We also adopt the following conventions
1 N+l 1 N+l
o =af, o) =20, af =, 2T =y (5)

It is easy to check that the exact solution ¢ satisfy the following systems
(see [9]):

Dz] D1]+1 D piitly pii+l pij
—22 22 .. 22721 22 21
Du+Du+1 [pi; — pij+1] + DI DT Pi—li+3 — Pitrlj+d

Dz] D1]71+D13—1D”

o
2D;;, Dy s

+D;’§+D;’J;I Jj (,Di,jfl] + ( D”+D”71 @z+%,] T %7%,]7%}
2D} DY 6
117711 PR . |
+Dﬁ+Dﬂ” i — i1l + ( D7 +Dz+1] [%-k%,j L= Pitd+i } (6)

D“ DL71J+DL71]DL_]
J solfl,j] + ( Dz] szlj

s
2D Dy ° i

D11+D11

Dl] Dz+1]+D1+1JD1] )
+ )

[‘pl 5.t T <'02+2J+2}

szij f(z)dx Vi< 4, j<N

DT pitlitl | pitli+l pij+
11 21 11 21 . — . .
( DTy pIHIT [‘Pz,JJrl <Pz+1,J+1]
11 1

7,+1 +1 ij+1 ij+1 it1j+1 . . .
(i pyt ) (D Dy >+D;z“+D;;“+l>{

203 T+ DL ) Pitdits <Pi+;,j+g}
+IJ 13 ij 1+1J
s +D+1D [it1,5 — i 4]

1]1+D’ J ) )

_|_

(DIV-DU)(DE-DY™) | DD
2(D+DiTY) + 2 [S"H%,ﬂ% - %%,jf%}

_|_

_|_

DT DIttt ) [‘PiJrl,j - SDi+1,j+1] (7)

_|_

z+11+1 z+11 it1j it+1j+1 i+1j i+1j+1
(D} -DifY)(Di5" -Di} )+D§1J+D§IJ s
Pitdj+i ~ Pitd i+l

Dz+1]+D1+1]+1)

13+1D13 +D1g Dz]+1
D1+1J+D7+1J+1 ) [‘pi,jJrl - ‘pi,j]

_|_

+

ij ij+1
22+D22 )

(Dz+1]D1+1]+1+D1+1]+1Dl+13

(04" DD | e
— + Qirl i1 — @ 1 51
2 +5,0t35 1—5,0+t35

fK f(x)dz V1< i, j<N-1
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where we have set
Pitl 1l =Pyl N+L = PLjrl = PNyL et =0 VO< 4, <N (8)
and
©i,0 = P0,j = Pi,N+1 = ¢N41,; =0 Vi< i, j<N (9)

The discrete problem consists in finding {ui;},o, ;cn and

U;p 1 41 real quantities such that:
{ 3.0t }1<ZJ<N 1 d

2Dij Dij+1 Dij Dij+1+Dij+1Dij
722 722 . .o 227721 22 21 _
DDt (Wid — Wi+ (TP ) (Ui g gy — Ui g
2D’L] DZJ*I Dij D'L'j71+D J*lD’L]
£722722 . 22712 ) ) o )
+ 22+D”*1 [wiy = il + D;Jﬁp;];l Yitgi-3 — Yi-3.5-%
2D7J D1+17 Dij Di+1j+Di+1iDij
7 1+1] [Uz] Ui+1 j]"‘ 11 7 1+1] 21 i+l gL — Uil 1 (10)
Dy} +Di} ’ ’ DY +Dit J 5:J+3

ij ryi—1j ij yi—1 i—1j ryi
2Dy Dy D131 Di, J+D JDJ){’LL.
i—

+D3+Di;lj [Uz,] - 'Uzifl,j} + ( Dz] +Dz—11 %,j+% — ui+%,j+%]

= [y, F@)da Vi< i, j<N

iG+1 yit1i+1 i+1j41 g1
DYy Doy 7T 4Dyt T Dy Wi 41 — Wit1 1]
Digl+1+Dﬁr13+1 7,7+1 i+1,7+1

D1+IJ+1 1J+1)(Dij+1 D;’irljJrl) LJ+1+Dz+1J+1
(D DY) + 2 i+3.0+3 T Yitd.i+3

1+13 ij ij 1+1]
Dy D21+D D, [u W ]
ng D1+1] i+1,j i,

i+1i _pis i pyitls 41
(Di3" —D13) (D~ Dy, )+ 2z.>+DZ J Wt —w o
i+5.0F5 +5:0—3%

+

+

D” +D1+1])

1+1J l+13+1 i+1j+1 Hitlj
DL pi +DiF ! D

+ D1+11+D1+1J+1 2 ) [“iJrl,j - ui+1ﬁj+1]

1+11+1 1+IJ i+1j _ pyitlj+1 i4+1j i+1j+1
L (OIS DI (DI D) Dby )[

17 Ujp L ;401 —U; 3 541
DZ+IJ+D;;13+1) i+5,0+5 Z+§;J+§]
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ij+1 yig ij yidt+1
1 (Pzz_DyptDy Dy [wi 41 — uij]
D;;1J+D;-2¢-1_7+1 i,5+1 2%

(Dij+17Dij)(Dij 7D”'+1) Dij+Dij+1
+ ( 21 2(D§§+D;Zil) 12 4+ =u 5 11 [ui—&-%,j-‘r% —ui_%,j+%} (11)

= [x flx)dz V1< i, j<N-—-1
i+5.i+3

where we have set

Uipd L = Ul Nyl = UL 501 =0 V 0< 4, 5< N (12)

and
Ui,0 = U0, = Ui, N+1 = UN+1,5 — 0 vV 1 S i, j S N (13)

If the preceding discrete problem gets a unique solution, one can deduce
the approximate values of the potential at the midpoints of interfaces using the
following relations which expresses the flux continuity at grid-block interfaces.
For0<i<N and 1<j3<N:

1 4] i+1,5
o, o=——1  lop¥iy.. 492D oy
Uit 2(Dig+DI ) { 11 Wi + 2011 Uiy,
(14)
i+1,5 g
+ [Du - D12} [ui+%,j+% *%%,y—%]}
For1<i<N and 0<j<N:
_ 1 { irj i+l
U 1 = ————— 12D u;; + 2D Ui g1
65+ 2(Dig+D ) 22 Wij 22 Uiy
(15)

,j+1 i,
+ [D21 - D21} [Ui+§,j+% - ui7%7j+%}}

Therefore, one can deduce the fluxes over the grid-block interfaces from the
following relations

_ pii ij
Gty =D {ui-i-%d—% - “i+%u} +2Dy [“iz‘ - “z‘+%,y}
(16)

ij _
+Dry [UH%J ui+%7j+%}

_ i 1j R
G jp1r = —Dg [ui+%,j+% - ui,j+%:| + 2Dy, [um “i7j+%]
(17)

DY w1 —us 1
D21 [uz,]-l-% uz—%7J+%:|
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2.2 Existence and Uniqueness for a Solution of the Discrete
Problem

We are going to deal now with the existence and uniqueness of a solution
for the discrete problem (10)—(11). Before giving the two main results of this
subsection, let us shortly comment about this discrete problem. Its matrix
form may be expressed as follows:

(o) ()= (5) 09

Uee = {Ui,jhgi,jgz\f and Uve = {ui+%’j+%}1<ij<N71 (19)

where we have set:

and where:
F.. is a sub-vector with N? components defined by the right hand side of (10)
only as we account with (12) and (13).

F,. is a sub-vector with (N — 1)? components defined by the right hand
side of (11) only as we account with (12) and (13).

A isa N x N symmetric positive definite matrix, associated to the classical
grid-centered finite volume when D is diagonal i.e. D15 = Dyy = 0.

C isa (N —1)x (N —1) symmetric positive definite matrix, associated
with the classical vertex-centered finite volume when D is diagonal matrix.

Bisa N x (N — 1) matrix and BT is its transpose.

Let us give now the two main results of this subsection.

Proposition 2.1. The discrete problem consisting to find {u; and

Jhsmszv

{UH% itd } such that the equations (10)-(11) are satisfied under the
’ 1<4,j<N-—-1

conditions (12) and (13), possesses a unique solution.

Proposition 2.2. The matrix <;T g) associated with the discrete problem
(10)—(11) is symmetric and positive definite.

The proof of Proposition 2.1 and 2.2, can be found in [9].

3 The Approximate Solution in Terms of Piecewise
Linear Function

Solving the discrete problem (10)—(11) leads to determining all the discrete
unknowns at grid-block centers and grid-block corners (with respect to the
primary grid). In what follows, we make use of the simplified notation wu,,
representing either u;;, Uy 1Ly Uiy 1y OF Uiy 1.
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Fig. 1. A (primary) grid block divided into four triangular elements T for a piece-
wise linear approximation of the solution. The symbol e represents a degree of
freedom (which is a nodal value) of the approximate solution over triangular elements

We start by dividing each grid-block (of the primary grid P) into four
triangular elements, whose generic name is 7T, constructed by joining each
grid-block center to the corresponding grid-block corners (see Fig. 1). By doing
so, one generates over ) a new grid denoted 7. Let Ué’— be the piecewise
linear approximate solution associated with the new grid 7. The quantities
U, actually correspond here to the values of UL at grid-block centers and
grid-block corners. Thus these quantities satisfy the following relation

Uy = U (2™)
where z(™) is a node i.e. a grid-block center or a grid-block corner.

Definition 3.1. Let z®, z& and x® denote the vertices of a triangular
element T € T. The approzimate solution UL of the flow problem (1)—(2) is
defined in T as follows:

Uk(z) = a- (x—2®) + u
where x = (z,,2,), a = (a,,a,)t, 20 = (29, 2)) and u; = Up,(z®), with
(.,.)t denoting the transposition operator. The components of the vector o are

easily calculated due to the fact that u; = UR(z®) and up = Uk(z®) are
given (from the solution of the discrete problem).

Proposition 3.2. The approzimate solution Uél— is a continuous function in
Q (closure of Q). Moreover UL belongs to the space Hg(9).

Before carrying out the proof of this proposition, let us recall that Hg ()
is defined as follows:

Hyj(Q) ={veH'(Q); v=0 on I} (20)

The mapping

v — [/ lgrad v|2dx} (21)
Q

defines the well-known H}(Q) — norm.
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Proof. One easily checks that UZ is continuous on grid-block boundaries. This
follows from the fact that UL is linear in each triangular element 7' € 7 and
is continuous at the corner points (of the primary grid). So Ué’— is continuous
over Q. Since the restriction of U2 in each triangular element T is in H' (T')
and U2 takes zero value on the boundary I' of Q, it is clear that UZ is in
H (). O

4 Stability and Error Estimates for the Solution
of the Discrete Problem

4.1 Preliminaries: Notion of “Weak Approximate Solution”

We start by considering an additive grid £ associated with the primary grid
(see Fig.2). The elements of £ are made of rhombi L completely imbedded
in Q. We denote 'z, the boundary of L € £ and E(L) the space of functions
v defined almost everywhere in €2 such that v is constant in every L € £ and
zero elsewhere. This space is obviously non-empty since it contains the null
function.

Let us endow E(L£) with the following discrete energy norm. For all v €
E(L) we set:

1
2

Z (Asv)

seS

[olly = (22)

where

(Asv) = Z lvr, — vk ? (23)
L, K€L such that
FKQFL:{S}

and where S is the set of vertices.

Note that a vertex s € S could belong to the boundary I' of the domain
Q. In this case, there exists a unique element L of £ such that s belongs to
the boundary I'y, of L. It is therefore natural to define (Agv) in this case by

R eltie

Fig. 2. An example of grid £ made of lozenges associated with a primary rectangular
grid
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(Agv) = vz |?. The norm defined by (22) could be viewed as a discrete version
of the classical H{(£2) norm.
Let us introduce the space

Co () = {v: Q — R is continuous, and v = 0 on I'}
and the following operator:
H:Co(ﬁ) — E (L)
v — Il

with: . .
v(z,), if x € Int(L), withL € L
[Iv] (z) =
0 elsewhere

where L € £ and where z, = (¥, 2%) are the coordinates of the center of L.

Since the approximate solution Uy, of the diffusion problem (1)-(2) is in
C? (Q) (see Subsection 3.2 for the definition of Uy), we have:

110, () = {UL, if xe Int(L), with L €L 24)

0 elsewhere

Definition 4.1. Let v be a function of E(L). v, is a weak approrimate solu-
tion for the diffusion problem (1)-(2) if there exists an approximate solution
V of (1)-(2) in the sense of Definition 3.1 such that v =TIIV.

Remark 4.2. According to this definition, HUQh—7 is a weak approximate so-
lutions of (1)—(2). Moreover it is denoted U, in the sequel for the sake of
simplicity of notations.

Note that Uy represents u; ; or Uiy 141 depending on whether z, is a
grid-block center point or a grid-block corner from the primary grid.

4.2 Stability of the Weak Approximate Solution

We are going to prove here the stability of the weak approximate solution in
the sense of the discrete energy norm (22). The main ingredient for the proof
of this result is a discrete version of the Poincaré inequality which reads as
follows.

Lemma 4.3. (discrete version of Poincaré inequality)
There exists a strictly positive number P such that

0]l L2 () < Pllvllyp Vv eE(«L)

[Vl p2(0) = (/Q ’Uzdl‘)

where we have set

W=

Proof. See [9]. O
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Proposition 4.4. (Stability result)
The weak approzimate solution uy, of the diffusion problem (1)—(2) satisfies
the following inequality:

lunllyn < ClIflleq)

where C is a strictly positive real number not depending on the spatial dis-
cretization.

For the proof of this proposition one may see [9].

Remark 4.5. This stability result implies the L2 —stability of the weak approx-
imate solution. This follows from Lemma 4.3.

4.3 Error Estimates for the Weak Approximate Solution

Let us define a function £, almost everywhere in R? in the following way:

_fer if xelnt(L) .
ep () = { 0 elsewhere with LeLl (25)
where we have set e, = ¢ —uy for all L € L. Note that the element L of the
additive mesh L is necessary centered on a point whose cartesian coordinates
o el il

are of the form (xll,x%) or (m?z , x;+2>. €1 is the generic name for ¢; ; or
Citdj+3-

One can check easily that the following quantities {e;, j},., ;o 5 and

{Ei+%) 1 }1§ o Nt are a solution of a discrete problem of the form (10)—
(13). Therefore,

ij myij+1 ij yig41 ij+1 ij

2DV2J2D2_J2Y [E' Y ]+ D2J2D2J1_ +D2J2 D3 € 1 1 —E:i1 i1

DI+ DIFT 156 T Shjt] DI 4 DI i—g3dt+s - Citgdts
2pYDY" L DYDUTleDE DY .

+ Gt € €ij—1] + 7 o1 Eixl 1 —E& 1. 1
D212+D2-72 5J )] D2'72+D2-72 i+35,0—3% i—5,0— 3

s B et S HEN PO . 11721 ‘11~ Poy . ) e .

+Dial+Dﬁrla lei; — €it1,4]+ DIDIHT Eitlj—1 — &l 4l (26)
2RO g DRDR YD YD [

—+— - e Ei—1.4| + e Ll £, 1 1 €01 1
CRETR CEEV R N KAt I EA

= Y hRY, V 1< i, j< N
eckE; ; ’
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ij+1 yit1li+1 i+1j+1 yij+1
DYPDS DU DR ey ]
D;JI+1+DH-1J+1 i,7+1 i+1,7+1

i+1j+1_ pyij+1 ij+1_ pyitli+1 i7+1 i+1j+1
+ (P13 D ) (D5 Dy ) 4+ Do 4D —
2(D1J1+1+D;‘1*'1J+1) 2 i+35,0t3 i+5,7+

it15 ij ij i+l
+ (D“ R ) [eiv1,y — il
D11+D11

| (D)o i) | i pig .
D”—&-Dl“’) Citg gty ~ Citdi-3

D1+1JDL+13+1+D'i+1j+1Di+1j
12 . Lo .
+ ( D’“M-DZ“J“ ) [52+1,J 5z+1,1+1]
z+11+1 1+11 i+1j _ pyitlj+1 i+15 i+1j+1
L (P DE D D) | D .
Dl;rlJ+D;;rlJ+1) 2 i+35,0+35 +35,7+

D”+1Di‘]2+D” D13+1
D1+1]+D'L+1]+1 > [Ei,jJrl - Ei,j]

1J+1_ 1] i ij+1 ij ij+1
n (D D )(D¥,-Di )+D;§+Dﬁ e e
212+D”+1) 2 +5,0+5 1— 735,

+

Wl
S
+
Nl=
| S

_ e . -

= > hRH%’jJr% vV 1<4 < N —1
€€Bi 1 +1
20 2

with, due to (8), (9), (12) and (13)

€ty i T EitdN+d = b+l TEN+b+ =0 ¥V 0S4, < N (28)

£i,0 = Eoyj =E&i{,N+1 = 5N+1,j =0 vV 1 S i, j S N (29)
We have the following result.

Theorem 4.6. (Error estimates in following norms: L>°(€2) and |||, ;)
Assume that the permeability tensor D in the flow problem (1)—(2) is a sym-
metric positive definite full matriz with piecewise constant coefficients. Assume
also that the unique variational solution ¢ of (1)-(2) satisfies ¢ € C? (Q) and
consider the space E (L) made up of functions v defined almost everywhere in
Q such that v is constant in each element of the mesh L (see Fig. 2 for the
definition of L) and zero elsewhere. Recall that Ilp is a function of E( L)
defined as follows:

Uy (x) = pr, = value of ¢ at the center of L, for all L € L

and (of course) zero elsewhere.
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Then, the function e, = pp — up, where ey is defined by (25) and wup =
11U}, satisfies the following inequalities:

(1) lenllyn < Ch
(i) lenll poe @) < ChZ

Moreover, if D is uniformly constant and the unique variational solution
@ of (1)=(2) lies in C* () then:

(4) llenlly,, < CP?

.. 3
(if) lenll (o) < Ch?

where C' represents miscellaneous strictly positive constants without depen-
dence on h.

The proof of this theorem can found in [9, 13]. From Lemma 4.3 (discrete
version of Poincaré inequality), one gets:

Corollary 4.7. (Error estimate in L*(Q) — norm)
en, satisfies the following inequality
First case: D is piecewise constant and the unique variational solution ¢

of (1)-(2) lies in C? ().

||5hHL2(Q) < Ch.

Second case: D is uniformly constant and the unique variational solution
@ of (1)-(2) belongs to C* (7).

lenll 2y < Ch2.

where C' represents miscellaneous strictly positive constants without depen-
dence on h.

5 Convergence Results

In what follows, C' denotes miscellaneous constants without dependence on
h and A is the classical Lagrange interpolation operator associated with the
nodes of the grid 7.

Let us carry out the error estimates for the approximate solution intro-
duced in the section 3. The notations introduced in the previous sections are
conserved here. In this connection, we recall that ¢ denotes the exact solution
of the boundary-value problem (1)—(2).

We give in this section the error estimates for the piecewise linear approx-
imate solution introduced in section 3.
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Proposition 5.1. First case: D is piecewise constant and the unique vari-
ational solution ¢ of (1)-(2) lies in C* (). Then the linear approzimate
solution UL satisfy the following inequality:

lo = Uzllgq < Ch

Second case: D is uniformly constant and the unique variational solution
© of (1)~(2) is in C3 (). Then the linear approzimate solution Ul satisfy
the following inequalities:

le = U[lyq < OB

The proof of this proposition can be found in [9].

6 Conclusions and Perspectives

We have presented in this work the formulation of a MPFA finite volume
scheme for flow problems in anisotropic heterogeneous media. The well posed-
ness of the discrete problem was not an obvious issue and was solved affir-
matively. The stability and the convergence of the weak approximate solution
have been shown for L? and L*°—norm in the one hand and in a discrete
energy norm in the other hand. It is also proven that the error estimates of
the weak approximate solution play a key role for the derivation of the error
estimates of the piecewise linear approximate solution introduced in the third
section.

The analysis of the presented MPFA finite volume method on unstructured
irregular meshes is our objective today as we have successfully implemented
it for such meshes.
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A Small Eddy Correction Algorithm
for the Primitive Equations of the Ocean

T. Tachim Medjo and R. Temam

Summary. Considering the interaction between the baroclinic and barotropic flows
and using the idea of the Newton iteration, a small eddy correction method is pro-
posed for approximating and numerically solving the primitive equations of the
ocean. We assume that the barotropic approximation to the solution is known. For-
mally applying the Newton iterative procedure to the baroclinic flow equation, we
then generate approximate systems. It is shown that the first step leads to the well
known quasi-geostrophic equations. The convergence analysis is presented and the
results show that the small eddy correction method can greatly improve the accuracy
of the quasi-geostrophic approximate solution. More precisely, we prove that the ap-
proximate system derived from the procedure converges to the primitive equations
of the ocean and we estimate the rate of convergence as a function of the aspect
ratio of the ocean. Some numerical simulations of a wind-driven circulation problem
are presented to illustrate the method.

1 Introduction

In dynamical systems theory the objective is to study the long-term behav-
ior of solutions of an evolution equation. When the equation is dissipative all
solutions converge as t — oo to a complicated set A, the global attractor,
which may be a fractal set. This set embodies the large-time dynamics of
the equations, corresponding to all sorts of regimes, including turbulent ones.
Although this set may be fairly complicated, in general it has finite dimen-
sion, see e.g., [7, 23, 26]. Despite the considerable increase in the available
computing power during the past few years, the numerical approximation of
the global attractor remains a difficult task specially for important systems
such as the Navier—Stokes (NS) equations or the primitive equations (PEs)
of the ocean. For the NS flows, there are some approaches to deriving simpli-
fied behavioral laws for the smallest structure set in motion with the aim of
reducing the computational cost, see e.g., [4, 19]. In the nonlinear Galerkin
(NLG) method introduced in [19], the small scales are given as a function of
the large scales and the nonlinear interaction between the large and the small
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scales is only approximately modelled. In [11], the authors presented a small
eddy correction method for the 2D NS equations. It is shown that the first
step of this iterative method leads to the standard Galerkin method and the
second step yields the nonlinear Galerkin method.

Although the source of the extensive scale variability differs for the NS and
the PEs models (the scale variability in the NS system is mainly the result
of the nonlinear term, while the sources are more varied for the PEs model),
there exists an energy cascade that is similar for the two models, and for which
one can apply the main principle of description given by Charney [3].

Every mode undergoes constraints due to wind. Even for a fairly constant
wind, there is still an infinite number of modes stimulated by the boundary
conditions. These modes will exhibit different behaviors with respect to the
stimulations based on their position in the spectrum. They can be grouped
into three categories:

— At the largest scales, geophysical flows such as the ocean and the at-
mosphere are essentially two-dimensional (barotropic component). These
barotropic modes transmit their energy in the two following ways:

(1) At modes of greater dimension, through an inverse kinetic energy
cascade. The surplus energy is then dissipated by the boundary
conditions.

(2) At modes of smaller dimension, through an enstrophy barotropic cas-
cade.

— At the medium scales, we have the baroclinic modes. These modes will
redistribute their energy as a baroclinic energy cascade, thus transporting
the energy to the viscous dispersal area. This cascade is similar to the
energy cascade predicted by Kolmogorov for the Navier—-Stokes system,
[4, 21].

— At the very small scales, the energy provided by the surface forces is
insufficient to oppose the viscous dispersion constraint.

Given the similarities with the NS system and inspired by the results ob-
tained for the 2D NS equations with the NLG method, we present in this
article a small eddy correction method for the PEs of the ocean. Consider-
ing the interaction between the baroclinic and barotropic flows and using the
idea of the Newton iteration, a small eddy correction method is proposed
for approximating and numerically solving the PEs of the ocean. We assume
that the barotropic approximation to the solution is known. Formally apply-
ing the Newton iterative procedure to the baroclinic flow equation, we then
generate approximate systems. It is shown that the first step leads to the well
known quasi-geostrophic equations. The convergence analysis is presented and
the results show that the small eddy correction method can greatly improve
the accuracy of the quasi-geostrophic approximate solution. More precisely,
we prove that the approximate system derived from the procedure converges
to the original PEs with a rate of convergence O(5¢/ 2)l), where ¢ is the shape
ratio of the ocean and [ is the number of small eddy iterations.
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The article is organized as follows. In Sect. 2, we recall the PEs of the
ocean and their mathematical setting. Section 3 is devoted to the existence
and uniqueness of strong solutions when the aspect ratio is small enough
and the initial condition and body forces satisfy some restrictive conditions.
For the latest results concerning the existence and uniqueness of solutions of
the primitive equations in space dimension 2 and 3, see [2, 14, 15] and the
review articles [22, 28]. For flows in shallow domains see [17] which however
does not apply here as the boundary conditions are different; also because
our approach here differs from that of [17] because the vertical height has
been normalized to 1, thus introducing the shape factor ¢ in the equations.
Note that the issues of existence and uniqueness of solutions are not our main
objective here and they are presented as a step toward the introduction of the
small-eddy algorithm. Section 4 presents the small eddy correction method
and studies its boundedness. Section 5 is devoted to the convergence of the
small eddy correction models to the PEs of the ocean as the aspect ratio
goes to zero. We derive an estimate on the rate of convergence as a power
of the aspect ratio of the ocean. Although the approach used here bear some
similarities with [11], there are several differences between the work of [11]
and the one presented here. First, our model is more complicated. In fact, the
PEs of the ocean possess some specific difficulties to circumvent, for instance
the nonlocal constraint (incompressible condition) and the integral expression
of the vertical velocity lead to a strong nonlinear term

([ aas) 2 o

More importantly, in [11] the authors used the eigenvalues of the Stokes op-
erator to split the solution between the large and small scales, while in this
article the large scale is the depth average (barotropic mode) of the solu-
tion and the small scale is the deviation (baroclinic mode), a decomposition
commonly used in ocean modeling. To illustrate the method, some numerical
simulations are presented in the last section of this article. See also related
but different ideas on multilevel methods in [5, 17, 18].

2 A Navier—Stokes Type Equation and its Mathematical
Setting

2.1 Governing Equations

Throughout this article, we use A, V, div to denote the two-dimensional
gradient, Laplacian and divergence operators on the horizontal plane. The
nondimensional domain M occupied by the fluid is given by

M =0 x (=h,0), (2)
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where © C R? is a smooth convex, bounded open set of R? with boundary
00, and h > 0 is a constant.
The boundary of M consists of

OM=T;Ul;UIy, (3)
where

I';(z = 0) = upper boundary of the ocean (interface with air),
I; = lateral boundary, i.e., I} = 90 x (—h,0), (4)
I,(z = —h) = bottom of the ocean.

We first recall the set of equations which describe the motion and state of an
idealized ocean. In the nondimensional form, the equations read

2
% - Rlel Au — 52}%2 % + VL) + fho X u+ (u-V)u

0
+W(u)% + grad p + grad / pds = Fi,
0 : (5)
div / u dz =0,

—h
O _ 1 a1 Pp 9p _
ot Rtl Ap 52Rt2 022 + (u V)p + W(u) 0z — Fs.
The boundary conditions are
0 0
6—520,a—izOonFiUFb,u:&p:OonFl, (6)
and the initial conditions are
(u,p) =a = (a',a?®) att=0. (7)

In (5), the unknown functions are the horizontal velocity u = (uy,us) and
the density p of the fluid. The constants R, = /- > 0, Re, = 5 > 0,
Ry, = {4 > 0 and Ry, = £“f- > 0 are nondimensional Reynolds numbers,

0= %1 is the aspect ratio, p = p(x, y) is the surface pressure of the fluid, Fy, Fp
are the volume forces and kg is the unit vector in the vertical direction. Here
U, is the reference value for the horizontal velocity, Ly is the reference value
for the horizontal length scale, H; is the reference value for the vertical length
scale, u and v are the effective molecular dissipations in the horizontal and
vertical directions, pur and vy reflect the heat diffusion [16-18].

The Coriolis parameter f is defined by f = fy + By, where 8 > 0, fo > 0
are positive constants. The operator W is defined by

0
W(u):/ divuds, (8)

and it represents the vertical velocity of the fluid [16].
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The operator L is defined by

1 1 0*W(u)
AW (u) — — T,
R AW - G2

0
L(u) = / La(u)ds, Lr(u) = — )

Remark 2.1. Hereafter, for simplicity we will consider only homogeneous
boundary conditions and we will assume that the function 7y in (5) is identi-
cally zero, that is 79 = 0. Let us mention that with a boundary data of the form
To = csiny that is commonly used in oceanography to simulate the double-
gyre phenomena [6, 8, 29], the boundary conditions in (5) present a disconti-
nuity on 9O x {z = 0}. This discontinuity may affect the accuracy /stability of
the numerical schemes if special care is not taken. To overcome this problem,
it is common in oceanography to take 79 = 0 and to compensate with a body
force F = ¢(z)7p in the momentum equations. The function g(z) is chosen
such that the forcing F' is nonzero only on a thin layer from the surface of the
ocean, the goal being to reproduce the effect of the wind-stress on the ocean
circulation.

2.2 Mathematical Setting

In this section we first define the function spaces suitable for the mathematical
setting of (5), see [1] and [12, 16] for details. Let 7 be the unit outward
normal vector to the boundary 9O of the domain O@. We denote by H*(O)
(resp. H5(M)), for s € R, the Sobolev spaces constructed on L2(0O) (resp.
L*(M)), and by H(O) (resp. H3(M),) for s > 1/2, the closure of C°(0)
(resp. C°(M)) in H*(O) (resp. H°(M)), the space of infinitely differentiable
functions with compact support in O (resp. M).

The Velocity Function Spaces

Motivated by the boundary conditions for the velocity field, we define

V1 = {u € (C®(M))?; u =0 in a neighborhood of I}, W (u) € H} (M),

0

/ div udz = 0},

—h

and denote by H; (resp. V1) the closure of V; in (L?(M))? (resp. (HY(M))?).
The scalar product in H; is denoted by (u,v) = / u - vdM, that on V;

M
is denoted by

(u,0)) = /M (w-w+ % : Z) M

and the associated norms are denoted by |- |r2 and || - || respectively.
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We also equip V4 with the norm
[ully, =l + W ()]

We will denote by P; the orthogonal projector of the space (L?(M))? onto
the space Hj.
Throughout this article, we will use the notation

Bi(u,v) =Py <(u -V)v+ W(u)?}j) , Yu,v e V4. (10)

For u,v € Vp, we set

a1 (u,v) = ngl (Vu, Vo) + Rlel (VW (u), VIV (v)) = (A11u,v),

a12(u,v) = R1£2 <%, %> + %(divu,divv) = (Ag1u,v), a1
e1(u,v) = (fko X u,v) = (E1u,v),
a; = a1 + a2, A1 = A+ Ao
The operator A; is the isomorphism from V; onto the dual V; of V; defined by:
<A1u7’U>VI’,V1 = al(u7 U)a VU,’U S ‘/1’

where (-, )y v is the duality bracket between V; and V;. The operator A4; is
also a linear unbounded operator in H; with domain D(A;) = (H*(M))?NV;.
Let us recall (see [28]) that there exists a positive constant ¢ such that

||’UHH2(M) S C‘Al’U‘L27 You S D(Al) (12)

Lemma 2.2. For allu,v € D(A;) such that % = % =0 on [;UT}, we have

<v /ZO AW(u)ds,v> = (VW (u), VIV (v)),

(e ) (2 .

(—Au, Ajov) = ! <5'Vu 5‘V'U>+R1 (Vdivu, Vdiw),

0z~ 0Oz

sz = (13)
(VL(uw),v) = 7 (VW (u), VIV (v)) + m(diw, div)

= (W), VW (o))

R,
1 OW (u) OW (v)
2R, 0z = 0Oz '

Proof. See [28]. O
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Proposition 2.3. The following properties hold true

ay (u,u) > alHuHi}, Yu € Vi,

(Bi(u,v),v) =0, e1(u,u) =0, Yu,v €V,

1By (u,0)|z2 < cllullu vl ¥[Arelfs, Yu € Vi, v € D(A),

|B1(@,v) |2 < c||ﬂ|\||vH%|A1v|%2, Ya e MVy,v € D(Ay),

[(Ba(u,v), )] < elullulolfwlialwll?, Yu,v0,w e Vi,

By, 0), uP)| < el [l | 0] [ ol |01, Ve, w” € NVA,© € MVA,

(14)

where ¢ > 0 and o1 > 0 are constants depending only on M, Re,, Re, and the
operators M and N are defined in (24)-(25) below.

Proof. The proof of (14); — (14)5 is given in [16], see also [28]. For (14)g, we
have

0
oy b b _ b
/ (w' Vo) - w'dM S/ v L4(0) VOl L2 (0) W’ | L3 (0)dz
M —1
O 3 b3 b3 b3
[ 220) VL2 0) [0 I E2(0) V| 2 0) 22

< C|V1_)|L2(O) /

25 SETICIE STRSIRSCIE. TR TS
<[ pallu 12 [[ofllw’] £ [lw”|2
(15)
and (14)g follows. O
We also define the following function spaces

Vi = {u € (C(0))?; div u =0},

and denote by H, (resp. V;) the closure of V) in (L*(0))? (vesp. (H'(0))?);
we have

H) ={ue (L*(0)? divu=0in O, u-7 =0 on dO}

and ~
Vi = {u € (H}0))? divu=0in O}.

The scalar product in H, is denoted by (u,v) = / u - vdzdy, that on Vi is
o
denoted by

((u,v)) = /(9 Vu - Vodzdy,

and the associated norms are also denoted by | - |r2 and || - ||, respectively.
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We denote by /11~the Stokes operator, defined as an isomorphism from Vi
onto the dual V of V; such that, for u € Vi, Aju is defined by

<1‘11U7U>f/1/,\71 = ((u,v)), Yu,v € Vi,
where (-, ->‘~/1,7‘~/1 is the duality bracket between V; and V;. The operator A;

can also be seen as a linear unbounded operator in H; with domain D(fll) =
(H?(0))?2N Vi when 00 is of class C2. We also denote by Py the LerayHopf
projector, which is the orthogonal projector of the space (L?(0))? onto the
space H;. The Stokes operator is related to Ps by

Aju = —Pa(Au), Yu € D(fll).
We also define the bilinear mapping B, by
Bi(u,v) =Py ((u- Vo), Yu,v € Vi,

which maps V; into 171' )
The following properties hold true, [28].

(Bl(u,v),v) =0, Yu,v e Vi,
N P § B (16)
|B1(u,v)| 2 < clul7|Arul7.]v]], Yu € D(Ay),v € Vi,

where c is a constant depending only on O.
We define the function spaces X; and X; by

Xl = {u € L2(O7T,D(141)), % S L2(07T7 ﬁl)}7

b
X; = {u" € L2(0,T; D(Ay)), % e L2(0, T; Hl)}.

The spaces X 1 and X, are endowed with the norms

1

2 2
_ b)

L2(0,T;H1)

2
LZ(O»T;H1)>

X, C C(0,T;V1), X, C C(0,T; V),

i . di
”u”)?l = HUHL2(O,T;D(A1)) + E

=

du?
4l = (ublim,mw +|%

Let us recall that

with continuous injections.
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The Density Function Spaces
We also define the following function spaces
Vo ={p € C®°(M); p=0 in a neighborhood of I}, },

and denote by Hs (resp. V) the closure of Vs in L?(M) (resp. H'(M)).
The scalar product in Hs is denoted by (p, ¢) = / p - ¢dM, that on V5
M

((ps9)) = /M (vp.v¢+ apa¢) dM

is denoted by

0z 0z

and the associated norms are denoted by |- |p2 and || - ||, respectively.
Throughout this article, we will use the notation

)
Bg(u,p):(u'V)erW(u)a—z, Vue Vi, pe Va. (17)

For p, ¢ € Vs, we set

021(p. ) = - (V.V9) = (Anp.0)
_ 1 /9p 99\ _
az(p, ) = i, <8 , 8z> = (Agp, 9), (1)

0
Agp:/ grad pds,
A = ag1 + a2, Ay = Az + Ags.

The operator A, is the isomorphism from V5 onto the dual Vi of V5 defined by:

<A2p, ¢>V2’,V2 = a2(p> ¢)7 vp7¢ € ‘/'2,

where (-,-)y+ v is the duality bracket between V4 and Va. The operator Ag
is extended to Hs as a linear unbounded operator with domain D(As) =
H?(M) N Va. Let us recall that (see [28]) there exists a positive constant ¢
such that

|l 2 (m) < clA2dlr2, Vo € D(As). (19)

Proposition 2.4. We have the following inequalities:

GZ(P,p) > a2||ﬂ||2, Vp € Vo,
<B2(U7P)7P> = 0) Vu € Vhp € ‘/27

1 1
| Ba(u, p)lr2 < cllullwllpl?[A2plf2, Vu, € Vi, p € D(Az),

1
|Ba(@i, p)| 2 < clli[lpl| ?| Azpl 22, Vi € MV4, p € D(Ay),
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1 3
[(Ba(u, p), ¢)| < cllullwllpllldlellol?, YueVi,p, ¢ € Vs,
1 1 B 1
[(Ba(u”,p), ") < clu’| Lo |01 |1]16° 2110117,
Vu’ € NVy,¢° € NVa, p e MVs, (20)
where ¢ > 0 and ag > 0 are constants depending only on M, Ry, , Ry, .

Proof. The proof is similar to that of Proposition 2.2. O

We introduce the function space Vy = Cg°(0), and denote by Hy (resp. V)
the closure of V, in L?(O) (resp. H'(0)).

The scalar product in Hy is denoted by (p, ¢) = / p - ¢pdady, that on V5
o
is denoted by

(. 6)) = /O Vp- Vdudy,

and the associated norms are also denoted by |- [z> and || - [|, respectively.
We denote by As the operator defined as an isomorphism from V3 onto
the dual Vi of V5 by: Asp is defined by

(Aip, 8y v, = (0 9))s Vo, € Vo,

where (-, ')‘72, v, is the duality bracket between V4 and V,. The operator Ay

is extended to H, as a linear unbounded operator with domain D(flg) =
H?(0) NV, when 90 is of class C2. )
We also define the bilinear mapping Bs by

Ba(u,p) = (u-V)p, Yu € Vi,¥p € Va,

which maps Vi x V, into V{ x Vj.
The following properties hold true, [28].

((u-V)v,v) =0, Yu,v € V,

(
(UV)p,p> = 07 Yu € f/hvpe ‘72)

IS

1.1 . -
|(u-V)v|r2 < clu|?s|Arul 72 |||, Yu € D(Ay), Vo € Vi, 1)
(

I(

We also define the function spaces Y7 and Y5 by

1 ~ 1 ~ ~
Volie < clulfa | Avulf. o], Yu € D(Ay),p € T,

IS

7= {pe 0mntn), L e vori )

d b
Y, = {pb € L?(0,T; D(Ay)), d—’; S LZ(O,T;HQ)}.
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The spaces )71 and Y] are endowed with the norms

1
2 2
_ b
L2(0,T;H2)

2 3
L2(07T;Hz)>

Y1 € C(0,T;Va), Y1 C C(0,T;Va),

_ _ dp
lolls, = (npn;mm» n H 4

dp’
19l: = (upb@mm» v %

Let us recall that

with continuous and dense injections. R S
_ Nowweset V=V, xVo, H=Hy xHy, X =X1xY1, V=VixVy, H=
H1><H2 andX:X1 XH.
For u = (u,p), v=(v,9) € V, we set
B(u7 V) = (Bl (U7 ’U), BZ(pa ¢)) , Aju = (Allua A21P)>
Agu = (Algu,Aggp)7 ./4 = A1 + ./42, (22)
FEu = (E1u,0), Au= (A3p,0).

For o = (@, p), Vv = (0,¢) € V, we set

B(w,v) = (Bi(w.0), B2(5,6)) , Au = (Aru, Azp). (23)
We also equip V with the norm
[l = flull? + lloll?,

for u = (u,p) € V.

Hereafter, if Z is any other Hilbert space, we will denote by (-, ) the
scalar product in Z and by || - ||z the associated norm. We will also denote by
¢ a numerical constant that depends only on the data.

We will use the following notations. We define the operators M and N by

1 0
Muzﬁ/ udz, Nu=u— Mu. (24)
—h

For u € L*(M), we set
i = Mu, v’ = Nu=u— Mu. (25)

In oceanography, the vertical average @ is referred to as the barotropic flow
and u” is called the baroclinic flow [8, 29]. The following properties hold.
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Proposition 2.5. The following properties hold true

(@,0°) = 0, Yu,v € L*(M),

ou
|ub|L2 S 2}?,’62:

, Yu € HY (M),
L2

(Au,v") =0, Yu € H* (M), Vv € L}(M),
(26)

(40" + 58) =0, Yu e (M), Yo € H(M)
satisfying % =0 on[;Uly,

(Aa, A + 55 ) =0, Vu € HA(M), Yo € H* (M)
0
satisfying a—z =0 on I;UIy.
Proof. See [25]. O

Hereafter, we assume that the initial data a = a + a’ and the forcing
F = F + F” satisfy the following smallness assumptions. There exist positive
constants c¢1,co and k, with 0 < k < 1, such that

T N b 2 9
|Va|ia+/ |F|22dt < e16%, | —— +’div ab}
0 Z |12 L2
oat > |ow(a) |’
— i ‘ (a) S 6252. (27)
0z L2 0z 2

Remark 2.6. Although the conditions (27) impose some restrictions on the
data, they are still physically relevant as (27) is satisfied, for § small enough,
by all data a,a”, F that are uniformly bounded (in L) with a bound of
order 1; more generally, if we denote by p the uniform bound of all these
quantities, then (27) is satisfied for § small, 0 < § < §,, with J, depending
on . Moreover, there is no restriction on the size of F” = NF. Furthermore,
since k < 1, (27); is less restrictive than (27),.

Using the previous notations and setting u = (u, p), it is easy to check
that a weak formulation of (5) reads:

Find u € L2(0,T; V) satisfying

d
d—l; +Aiu+02Au+ Eu+ Buu)+Au=Fin V' u(0)=a  (28)
Taking the vertical average of (28), we derive that the barotropic and baro-
clinic flows @ and u’ satisfy the following functional equations:
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da - _
d—‘t‘ + A+ Ba+ MBa+w,a+u’)=Fin (MV), a(0)=3a, (29)
d b
7‘1+A1ub+5—2,42ub+Eub+NBz(a+ub,a+ub)+/1(a+ub) = F" in (NVY,

u’(0) = a’. (30)

Let us note that MA(a+u’) =0 in (MV) and NA(a +u’) = A(d + u’) in
(NV).

2.2.1 The 2D Navier—Stokes

We first recall the following 2D Navier—Stokes equations (with a Coriolis force)
with an associated transport equation:

_ 1 ) )
%—R Av+ fkox o+ (U-V)o+ (0- VYU + (v- V)
-l-grealtd p= Fl, (31)
divo=0, =0, ondO, v =a'att=0,
a—qfiA‘+(U~V)‘+(@.V)iJr(TwV)‘—’
ot Rtl q q q = r2, (32)

Gg=0, ondO, G=2a%att=0,

or equivalently

d—‘t’ + A1V + EVv+ B(U,v) + B(v,U) + B(v,v) = F in (MV)', %(0) = a,
(33)
where v = (7,q), U = (U,).

In (31), the unknown functions are the velocity o and the pressure p. The
volume force F} and the initial condition a! = Ma' are given. The Coriolis
parameter f is given by f = fo+ By, where fo > 0, > 0 are given constants.

In (32), the unknown function is the density g. The volume force F and
the initial condition a? = Ma? are given. The scalar function ¢ is given and
¥ = (01,72) is the solution to (31) (note that the systems (31) and (32) are
decoupled).

We assume the following regularity conditions:

Flve Lg(OaT;ﬁl), VT > 07 él € Vl, FQae L2(0,T;-H2)7 52 € ‘72»

U e L>=(0,T; V1) N L?(0,T; D(Ay)), ¢ € L>=(0,T; V) N L?(0,T; D(Ay)).
(34)
The domain O occupied by the fluid is a smooth, convex and bounded open

set of R? with boundary 8O. Finally the constants Re, >0, Rt, > 0 are the
nondimensional Reynolds numbers.
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Proposition 2.7. The Navier-Stokes system (31) has a unique solution v €
L?(0,T;D(A1)) N L>(0,T;V1). The system (32) has a unique solution q €
L?(0,T; D(Ag)) N L>(0,T; Va). Moreover, we have the estimates:

T
[o()[72 + ()72 < eMo® <aliz +/ |F|i2d8> ,
0

T T
/ (191 + llal*) dt < Mo (Ializ +/ IFIQdeS> :
0 0

(35)
T
[ot))1? + [la@®)||*> < e ® ||5||2+/ |F|2L2d8>,
0
T, . o
[ (Ao + 1 ags) de < MOjalf + [ |FRads)
0 0
where
t — —
Mo(t) = ¢ / (112 + [9]) ds,
t — ~ — — ~ —
Mi(0) = ¢ [ (10121 AaD11a + 16112\ Aaii2) ds (36)
0
T 2 t
+ 2Mo(t) |a|i2+/ |F|2,ds +/ ||| *ds,
0 0
and

a= (5.1,5.2) S Vl X ‘72, F = (F17F2) S LQ(O,T; ,Hl) X L2(O,T; I’i’g) (37)

Proof. The existence and uniqueness of solutions to (31), (32), are well-known,
see e.g., [26]. The estimates (35) are also standard, but for the sake of com-
pleteness, we give a sketch of the proof.

For (35)1, multiplying (31) by v, (32) by ¢ and summing yield

1d ,,_ B _ B
Sq (|o]72 +al3=) +as ([|2)* + ||gl?)

_ _ - _ i T B | 1 = _ — _
< ol 11T + c|o| 2118112 [|91|a] 72 |Gl 2 + clFy| L2012 + ¢l Falp2|q] 2

Qa3 _ _ _ — — _ _ — —
< < (IP+1al®) +elolzz TP+l Pl (1017 +lalzz) +elFilza+elFalz,
(38)

which gives

d , _ _ B _ _ _ B B _
= (olia+laliz) +as (1017 +1all?) < e (101 +1017) (1ol72+al7z) +elFZe,
(39)
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where a3 = Mm( 1 1 ) and (35); follows from the Gronwall’s

R.,’' Ry,
Lemma, [26]. ) )
For (35)2, multiplying (31) by 417, (32) by A2g, summing and using (21)
yield

| =

(Iol* + llgll*) + as (| Ar9]z2 + |A2ql72)

N =
u

t
- _ 1 ~ 1 ~ 1 ~ 3 _
< c|]2]A10| 2 + c|U| 75| AU 2L (|0 AD] 2 + cf] 72| Ao 2, JU ||
1 ~ 3 _ 1 ~ _ 1 ~ 1 ~ 1 _ ~
telol Lol AalE, + o012 A0, [ Asdlce + ol Ll Ano) s 1611 sl
1 ~ 1 ~ _ ~ ~
+c|v]2,|A10| 2, ||qll| A2ql 2 + ¢ F| 2 (|A10] 2 + | A2q]r2)
< S (1Aiofs + |Aagl3a) + clolie + el
o o
+c|Ul 2| A1z (I1911° + 1911%) + ¢ (19132 +1glZ2) (1912 +11al*)” +ell)*]1o]1%.
(40)
Let
W(t) = ef0 2} A T2 + (o2 + [ai22) (12l + lal®) + el dll*
Then
t t B o
[ hsds < e [ 01120 eds + sup (1s) s + la(o) )
0 0 s
t
XA (2012 + 2l ds + |3

t t
Sc/UW§+MJ@»@+8%@(m;+/$m;@)
0 0

t
+AWW@zmw,

2

(41)
where My(t) is given by (36).
Therefore
Ld o o i =12 A =2
5 (1917 +1a1P) + s Aol + | Axal?s)
< o F[iz +clofiz +h(t) (19l + a]%) . (42)

and the estimates (35) follow from the standard Gronwall Lemma. O
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2.2.2 The 3D Linear System

We also consider the following 3D heat type equations

d b
d—‘; F AV + 572 AV + BV + AV = FP in (NV), v2(0) =a°,  (43)

which is equivalent to

b

% + A + 072 A0 + By + Ayd” = ) in (NV1), 0°(0) = a}, (44)
d¢’ b, -2 b b I b
o + Ag1¢” + 6 “Agp¢’ = F) in (NV;), ¢°(0) = ay, (45)

with v’ = (v°, ¢?).

In (43), the unknown function is v’ = (v, ¢"); the volume force F” and
the initial condition a” are given. The Coriolis parameter f and the aspect
ratio 6 << 1 are given.

We assume the following regularity condition

a” eV, F" ¢ L*(0,T; H). (46)

We also assume the additional condition

0 0
/ F’dz =0, / a’dz = 0. (47)

—h —h
Remark 2.8. Condition (47) appears in the equations for the baroclinic flow

0
u’ of the PEs (5). From (47), the flow v* of (43) must satisfy / vz = 0.
—h

Proposition 2.9. The heat type equation (43) has a unique solution VP o=

(v°,¢°) € L?(0,T; D(A)) N L>=(0,T;V). Moreover, we have the estimates:
T
V@2 = 0O + ") < e(|Va’[7 +02+/ |F?|72ds) = cs,
0
T T
| 1AV = [ 1A+ A e < e

T T
[ Iwde= [ + 101t < o
0 0

V()20 = [P (8)25 + |@°(8)] 2 < 8%cs.
(48)
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Proof. Multiplying (45) by ¢” gives

a¢ |
0z

L2

t t
\(bb(t)\%g—i-c/o <|V¢b|%2 +672 )dtgc(|ag|%2+/o |F5|2.ds). (49)

We also note that

o
bl < ol Lvgp
V&2 < c| 5=V (50)

L2

0
since/ V(bbdz =0.
—h
Now, multiplying (45) by Az ¢° + 6 2Ag0¢” yields (see (13))

N

V(@) + 67| 1)

L2

T
+C/ <A21¢b|%2 +($72
0

ONa?
0z

0 b —4 b2
— A o | dt
8zv¢ . + |A220° |7,

2
L

2 t
C
< c|VNa??, + = + c/ |F3 |2 2ds
L2 0

t
< ¢(|[VNa?|3: + ¢ —|—/ |F5|2.ds) = c3, (51)
0

and (48) follows from (51) (note that § << 1) for the second component ¢
of v”.
Multiplying (43) by v” gives

2

b r b b n’ 2
0 (02 + c/ Ve + VW) 4672|2572 faiv o] ar
0 82’ 2 L2
T
< ¢(|Na'|%, +/0 |F? 2. ds). (52)
We also note that
9
Vo©| 2 < c¢|=Vo°| 53
Vel < el Ve | (5)

0
since/ Vo'dz = 0.
—h
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Now, multiplying (43) by Aj1v° + 07 2A4120° yields (see (13))

2

b2 b 2 Ly |0 ol b2
Vo ()2 + VW) +572 |50 +6 ]dw |
L2
T 9 2 2
+c/ |A0°)2, 4072 | =V°| +672 ‘Vdiv vb‘ + 074 A2, | dt
0 aZ 2 L2

T
+c/ |A10° |2, dt
0

2

ONa' .
< c|VNa'l2, + c|VW(Na')|2z + cd2 8: . + o2 |div Na' 7:2
T
+c/ |FY[72ds
0
T
< c(|[VNal|2: + ¢ +/ |F?2.ds) < cs, (54)
0

and (48) follows from (53) and the fact that [A2¢°|z2 < ¢|V@’|r2. O

3 Existence of Strong Solution to (5)

To (28), we associate the following system:

d
% + A1u0 + (5_2./42110 + EUO + Allo = Fin V/, 110(0) = a. (55)

Taking the vertical average of (55), we derive the following equations for the

barotropic component g and baroclinic flow u% :

%?+Am+Em=FmMﬂWﬁmw=i (56)
d b
%+A1u5+5*2A2u%+EuE+A(ﬁo+uE) = F” in (NV)', ug(0) =a’. (57)

Remark 3.1. Note that (56) (resp. (57)) has a unique solution @y (resp. uj)
and estimates similar to (35) (resp. (48)) hold. In particular, we have

lo]% < 6%ad,

luol% = laol% + 1u3 % < a3, 5s)

T
/H%ﬁﬁs#ﬁw%m@sﬁﬁ,
0
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where
T
ad =clcp +eo+ |Vab|2L2 —|—/ |Fb‘%2dt), and k is as in (27),0 < k < 1.
0

Now let us set v =u — ug. Then v satisfies

d
l+A1V—|—572A2V—|—EV+B(V—|—UO7V+U0)—|—A(V—|—Uo) =01in V', v(0) = 0.

dt
(59)

Taking the vertical average of (59), we derive the following equations for the

barotropic flow ¥ and the baroclinic flow v”.

dv -
(7: + A1V + BV + MB(V + o,V +ug) = 0 in (MV), ¥(0) =0,  (60)

d b
d—‘;+A1+5_2A2vb+Evb+NB(v+uo,v+uo)+A(v+u0) =0in (NV),

v’ (0) = 0. (61)
Let us note that
MB(v +ug, v +ug) = B(V + 19,V + ) + MB(* +u}, v’ + 1)),
NB(vV +uy,v +ug) = B(V+ 1, v’ + ul) + B(v’ + ), v + 1)
+NB(V’ 4+ ul, v’ +u)). (62)
We also have
MB(¥,w’) = MB(v’,w) =0, W, w” € NV, Vv,w € MV.  (63)

To solve (60)(3), we consider the sequences (v,,), (V%) given by the systems:

Dot 4 49,1 + BVnys + B(¥np1 + g, ¥yt + 1)
+MB(v?, +u), v, +u)) =0in (MVY, (64)
‘_’n+1(0) = 07
dv7b1+1 A b §—2A b E b NB
—dF =+ 1Vt + 2Vot1 + Vo+i + (Vn +up, v, + uO)
+A(Vpi1 + 1) =0 in (NVY, (65)
VE7,+1(0) =0,

for (vo, v) given such that

IVoll% < o*R?,

Ivoll% = Iwoll% + VBB < 2, .

T
/|MMﬁ§ﬁﬁw%@msﬁ#,
0



126 T.T. Medjo and R. Temam

where R = R(a,g,T, Re,, Re,) > 0 will be defined later (see (87), (83)), and
kisasin (27), 0 < k < 1.

Note that for v2, v,, given, v,,.1 and v/, 11 are solutions of a 2D Navier—
Stokes equations and a 3D heat equation, respectively. Therefore, the existence
and uniqueness of v, are v, +1 is well known provided that v}, are v, are
regular enough. Moreover, estimates similar to (35) and (48) hold for v,1
and v',’L 11, Tespectively.

Let us set

T = MB(V?, + 1, v> +u}) + Bi(to, 1),
$p = NB(v,, 4+ g, vV, +1g) + A(Vpy1 + 09 + 1)) = B(V,, + 09, v, + u})

+B(V>, +u), vy, + Ug) + NB(V), + 1}, v, + 1)) + A(V,p1 + o + uj).

(67)
Then (64) and (65) can be rewritten into the form
dv,, - 7 o
% ~+ A1V + Evpi1 + B(Viag1, ug) + B(tg, vig1)
+B(Vypt1,Vpt1) + 7 =0 in (MV)’, (68)
‘7”4'1(0) = Oa
dv® .
% + AV 62 AV L+ BV AV + s, =0 in (NV),
VEL-H(O) =0. (69)

In the next step, we derive some estimates on the barotropic and baroclinic
components v, 41 and VEL 11, respectively, assuming some regularity conditions
on vy, vfm 1o and u(b). The goal is to prove (using a fixed-point argument)
that for a suitable choice of R, the sequence (v,) is convergent for ¢ small
enough.

Proposition 3.2. We assume that

[vall% < B2,

Vall% = IVAlIX + 19al% < B2,

T
/H%Mﬁsfm,
0

where k is as in (27), 0 < k < 1.
Then the following estimates hold true for r, and s, :
T
/ ral2odt < (SR [vall% + GR* + Sad + 6*ad),
0

T T
/0 Isn[22dt < c(GR||va|% + SR + 60 + 6%a2) —|—c/0 901 |2, (71)
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Proof. Using (14), (21), (58) and (70) we have

[ral72 < cllvy, + ugll AV, + ug)lallvy, + ugll + CIﬁolelﬂlﬁolmllﬁollz, :
72

and

T T
[ et < csup vl wbll [ AGh + )V + wj
0 0

T
+esuplaol ool [ vl ol 73)
0

< ¢l v + ug[I% (R + a0)?d + cd*ag
< eS(RY||vall%k + ad + RY) + cskag.
We also have (note that [NB(v?, +ud, v> +u})|z2 < |B(V2, 4+, v2 +u))|12)
[slZ2 < cllVn + o |PlAVS, + ug)|2[lv;, + ug|
+ellvy, + w)|*| AL (Vi + 10) |2 [[ Ve + o]
b b b b b b
+ellvy, + gl AWV, + ug) e [[vy, + g
- _ b
He([Vasal® + llTo]* + [[ug)?) (74)
and
T T
[ lsnliade < csup 9, + P [ 1A+ a0laa v+ uplae
0 0

T
+esup ||V, + to| sup v, + ug|| / ALV + 00) 22|V, + ugldt
0

T
+csup ||va + u%||fu/ |.A(VfI + u%)|L2||vEL + ungt + cékag
0

T
+c/ V1 || 2t
0

T
< cllvalBe + B (R -+ 05+ o e [ [Vt
0

T
< eS(R|vall% + ol + RY) + co*a + c/ 9 0ia 2. (75)
0

O

Proposition 3.3. We assume that (70) holds true. Then there exists a con-
stant 69 > 0 such that for 0 < d < &g, we have
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Vol = IVialli + IVnra % < 65 R2,

T (76)
| Wesiliar < R Wl < R
where k is as in (27), 0 < k < 1.
Proof. Tt clearly follows from Proposition 2.5 and (71) that
Vi1 ()72 < e (GR|lv, |1k + dag + IR + 6Fag),
[9na (2 < eV DGR v, + b + 51+ 80, -

T
/ | A1V n1|22dt < M DSR2 ||v, ||% + 6o + OR* + 6Fap),
0
where
t
No(t) :c/ 0|12t < cad,
0
t
Ni(t) = c/ o | 2| Aviio| L2 dt + ce®No D (SR + ad + SR + ad)?
0

t
+/ |t *dt
0

< cal + e (6R* + g + ai)? + c*aj

< cal + e (6R® 4 60§ + ab) + cap = Ny. (78)
Tt also follows from Proposition 2.6 and the estimates (75), (77) that
Vi1 (072 < c(e™s + 1)OR?|[va % + dag + 6R! + 6%af + 6 aj),

V2 (DN < e(e™ + 1)(OR?|[vallk + dof + 6R* + 6 af + 6*ag),

T
/ |AV? 1 22dt < (€2 + 1) (OR?||va || % + 00 + R + 6Fad + %ap).
0

(79)
From (77), (79) we can write
IVasilk = Vasi % + Vi % < ellvalk + Lo, (80)
where
e=co(eM +1)R? = 6%¢y, €9 = 5 7F(eMN2 + 1)R?,
Lo = c6(e™ + 1)(ad + R*) + cd%(eMN2 + 1) (ad + ad) = 6%k, (81)

ko = 67 F(e™N2 + 1) (ag + RY) + c(eMN2 + 1) (ad + o).
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Note that
ceN? = cexp (cad + ce®3af + cal) exp (¢0262° (RS + af)) (82)
= Ll : L27
where )
Ly = cexp (cad + ce?*0af + cap), (83)
Lo = exp (622 (R® + af)),
and Nj is given by (78). Therefore
Ko = et FeN2ad (ad + RY) + c(e™2 + 1) (ad + ad)
(84)

= 0'"F(L1Ly + ¢)(af + R*) + (L1La + ¢)(ad + ad).

Note that the constant ¢ that appears in (81)—(83) is independent of R and &
(see Propositions 2.5, 2.6 and 3.1).
Using inequality (80) successively, we get

_n
Vst l% < €llvollk + =S Lo

< ok egllvol% + L= ot ko (85)

< o* (68R2 + 117 i /@0) .

—€
The goal is to choose R (independent of ¢) such that
[Vatillk < 6°R?, (86)

for § small enough (depending on R).
Now let us set
R? =12(Ly + ¢)(ag + of), (87)

where L is given by (83) and c is the constant that appears in (83). We then
choose ¢ such that

0" F(LiLa + ¢)(ag + RY) < Li(ag + ap),

Ly <2, (88)
€0 < %
It follows that
R2
ko < Li(ag +ag) + (2L1 + ¢)(ap + af) < o (89)

and (86) follows from (85) to (89).
It is clear that (76)2 follows directly from Proposition 2.6 and the estimate
(75). O
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Proposition 3.4. Let R be given by (87). We assume that § is small enough
s0 that (88) is satisfied. Let vo = Vo + v € X such that (66) is satisfied.
Then the sequences (V,,), (V) given by (64)-(65) satisfy the estimates

IVallk = IVaI% + [19al% < 6% R?,

T
/ IV I2de < 82R2, VA (6)2, < 6°R?,
0

where k is as in (27), 0 < k < 1.
Proof. This result follows from the previous estimates. 0O
Now, let us set wy, 11 = v41 — vy,. Then w,, 1 and WELH satisfy
AWn i1

+ A1Wn+1 +Ew, 11+ B(WnH, Vg1 +19) + B(Vn + o, Wpy1)
+h, =0 in (MVY,

Wﬂ"rl(o) = 07
(91)
Wkl | 4 5 Agwt o Bwh ey 4 AWy 4k = 0 in (NVY
7 + 1Whnt1 + 2Wnt1 + Wi+t + W1 + kp =01n ( ) 5
Wh41(0) =0, (92)
where
hn :MB(WEL’VEL+U%)+MB(V’|:L+1 +ug7W?L)a (93)

and

kn = NB(Wp, vy, +ug) + NB(Vp—1 4+ ug, Wy,) + AW, 41
= B(V_Vnavi':z + u%) + B(“’Exa‘?n + ﬁO)
b b o b - Z b b (94)
+NB(W?, V2 +u)) + B(Vyp—1 + 0o, W),) + B(V2_y + uj, wy,)
FNB(V),_q +ug, wy,) + AW

Proposition 3.5. We assume that 6 is small enough so that (88) holds. Then
the following estimates hold:

T
/0 a2t < cad®|[wa %,

T T
/ Ve 2adt < cad® [ wal% +c/ Wt |2t
0 0

where ¢4 = c4(ap) depends on ag for § small enough.
Proof. From (14), we have

b b b b b b
[nl72 < cllw %AWV, 4 ag) 2 1vy, + gl + el vy, g + a3 AW |2 [ w) |
(96)
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and
T T
/0 i 2dt < csup w2 / LA(YE, + 0| alIv2, + b e

T
tesup W [V2ga + e / AW, 12 [V iy + 1)t
0
< cadl|walk- (97)
We also have

[Knl7e < cllwall*| AV, +ug) 22 ]|vy, + ug ||+ el w17 s (Vo + o) 2|0+ T
He[Whll% AW, +ug)|z2 vy, + ugll + el Vo1 + ol Pl AW, |2 [ w |
Hellvi w3 AW e[ Wl + cllvi g + 13 AW 2]l
+e| Wh ][,

which gives
T T
/O lkn 22t < csup ||, / LAY, + 0|z lIvE, + b e
T ~
tesupl|9n + o[ W4l / AL (¥ + 80) 2 WP, il
0
T
tesup|[Fn_y + o2 / AW, | W, de
0
T -~
tesup|[vE_y + o[l / Ay g2 [Vo_y + 1 |t
0
b b b r b b
tesup|[vh_y + bW / AW, 12 [ W, [t

T
+c/ W1 ||2dt
0
< 4| W || % + cad®|wall% + cad® || W 1% + cad|| W || %
T
reabwh | + e / [ |2t
0
T
< ca¥lwall% + / [ 2, (99)
0

and (95) follows. O
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Proposition 3.6. The assumptions are the same as in Proposition 3.4. Then
the following estimate holds true:

Iwna [l < cad®[[will- (100)

Proof. From Proposition 2.5 and the estimates (95) on h,, we derive that
W1 satisfies

(Wit ()32 < cad®||wn %,

[Wat1 (8|2 < cad®||wn %, (101)

T
/ Wi [2adt < a6 [woll%.
0

From Proposition 2.6 and the estimates (95) and (101), we derive that
w’_, satisfies
w71 (D72 < cad®|lwal%,

1w ()15 < cad™[wallk,

(102)
T
1A e < o
We conclude that the flow w,, 11 = W, 11 + WEL 1 satisfies
W71 5 < cad™[wallk (103)
Finally from (101) to (102), we get
[Whi1ll% < cad® w50 (104)

Hereafter, we also assume that ¢ is small enough such that (88) and
et <1 (105)

hold true.
Therefore (104) proves that the sequence (v,, = v, + v%) is a Cauchy
sequence. Moreover we have

Vp — ¥, Vi — v, (106)
in X and X, respectively and the following rate of convergence holds true

IV =Vl = V0 = ¥I% + v, = VII%

(e (107)

< c——~4.
- Cl — C45k

Therefore, the following main result is proved.
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Proposition 3.7. We assume that ¢ is small enough so that (88) and (105)
are satisfied. Then the sequence (v, = vV, +V’) defined by (64),(65) converges
to a solution v =v +v° of (59) in X, and v is the unique solution of (59) in
X that satisfies |v||% < R?. Furthermore the following convergence rate holds
true:
IV =Vl = Vo = ¥I% + v, = vII%
< o lcad®)" (108)
- 1- C45k '

Remark 3.8. The conditions (88) and (105) show that for any initial data and
volume force satisfying (27), there exists dg such that for 0 < ¢ < dg, the PEs
(5) have a unique strong solution u € X that satisfies

[ — o5 < R

4 A Small Eddy Correction Method

Hereafter we set

b
F(a,u’) = (Ci; + A’ + 624w’ + Eu’ + NB(a+u’, 0+ u’)
+A(@+u’) — F°, u’(0) — ab). (109)

Then, (30) is equivalent to
F(a,u’) = (0,0) in (NV)' x NV. (110)

Supposing that the barotropic flow u is know, formally applying the Newton
iteration to (110), we get the following iterative procedure: assuming that the
initial guess for the baroclinic (or the small eddy) component uj) = 0 and the
(j — 1)th approximation uij’;1 € NV is known for some integer j, find the jth
approximation ug € NV such that

DubF(ﬁ,ub)(ug - u?;l) = —F(ﬁ,u?;l). (111)

Simple calculations show that (111) reduces to

du’ - N

% + A1) 4 672 A0 + B + B(a,u}) + B(u), u)
+NB(ug-71,u?) + NB(ug»,uz;l) - NB(UE;DUZA) + A(a+ ug)
=F’in (NV), u}(0) = a".

(112)

Combining (112) with the barotropic equation (29) (with @ replaced by v),
we obtain the following small eddy correction method: let wg = 0 and [ be a
fixed positive integer:
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Ccll—: +Av+Ev+ MB(V+w,v+w)=Fin (MV), v(0)=a, (113)

% —+ A1Wj —+ 672A2Wj —+ EWJ' —+ B(V,Wj) —+ B(Wj,V)
+NB(Wj,1,Wj) + NB(Wj,ijl) — NB(ijl,ijl) + A(V =+ Wj)
=F"in (NV)', w;(0) =a’,

(114)
for j=1,2,...,1.
Remark 4.1. For | = 0, (113)—(114) reduces to (since wo = 0)
C(% + Av+ Ev+4 B(v,v)=Fin (MV)', v(0) = a, (115)

which gives the well known QG model.

For [ =1, (113)—(114) become

d ~ _
d—;' YAV 4 Ev+ MB(NV +wi,v+w)=Fin (MV), v(0)=a, (116)

% + Aywy + 6245w, + Ewy + B(v,wl) + B(wl,v) + A(v+wy)
=F"in (NV)', w;(0) = a°,
(117)

which has the form of the multilevel (nonlinear Galerkin) method studied in
[27, 13, 19, 20] for the 2D Navier—Stokes equations.

4.1 Some A Priori Estimates

In this part, we prove the existence and uniqueness of strong solution to
(113)-(114) when the aspect ratio J is small enough.
Hereafter we set X = X x X!'. For v = (V, wy, wa,... ,wi) € X, we set

VI = 1911% +sup [lws|%- (118)

The existence and uniqueness of a strong solution is proved as in Sect. 2.
Therefore, we will only sketch the proof.

4.1.1 Linear Problems
As previously, to (113)—(114) we associate the following system:

0 ~ _
% + A’ + Ev? = Fin (MV)', v°(0) = a, (119)

and for j =1,2,...,1
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dw?
—L + w4+ 62 AWl + Ew) + A(VO +wY) = F* in (NV), w2(0) =a’.

dt
(120)
Following Propositions 2.5 and 2.6, the unique strong solution (v°,w?{,
wi,...,wP) € X to (119)-(120) satisfied

IVolI% < 6*ad,

[VO]1% +sup [[wF % < af
R ’ (121)

T
sup [ ISt < 820, sup [wd(o) 2 < 6%,
J 0 J

where k is as in (27), 0 < k < 1.

4.1.2 Nonlinear Problems

Now let us set 9 =v —v° n; = w; — w?. Then ¥ and 7; satisfy

Cfl—f + A9+ E9+B(0,v°) + B(v°,9)+B®,9)+ 51 = 0in (MV), 9(0) =0,
(122)

d .
% + Ay + 072 Aany + Enj + Anj + Sy =0 in (NV)', 7;(0) =0, (123)
where

S1 = B(v°,v%) + MB(n + w},m + w}),
So =B +v,n; + W) + B(n; + w2, 9+ v°) + NB(n;_1 + wI_;,m; + w9)

J

+NB(n; +wimj1+w) ) = NB(nj—1 +w)_,mj-1+w)_ )+ Ad.

(124)
To solve (122)—(123), we consider the following iterative process
n+1 ~ ~ ~
dﬂd;r _|_A119n+1 _,'_qun—i—l + B(,ﬂn-ﬂ—l’VO) _|_B(VO’,[97L+1)
+B(9 9t £ 57 = 0 in (MV), (125)

971(0) = 0,
dnn+1
Zﬁ FAT ST AR T B T 4 AP T 4 5) = 0in (NV), 91 (0) = 0,
(126)
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where
St = B(.VO) + MB(n] + wi,n + wp),
Sy = B(9"™ + VO,T];L + W?) + B(ny + W?,ﬁ" +v9)
+NB(nj_y + wg,l,n? + W?) + NB(nj + w?,n}‘,l + w?fl)
—~NB(nj_y + Wg‘)—u nj—1+ W?—l) + A" (127)
for (vo,n%,n9,...,n?) € X such that
[9°]% < 6" R?,

19°11%, -+ sup I2]1% < R?, .
J
T
sup / 10112 dt < 62R2, sup [n0(t) 2. < 6°R?,
7 0 J

where R = R(a,g,T, Re,, Re,) > 0 is given by (87) and k is as in (27),
0<k<1l

As in Sect. 3, the goal is to prove (using a fixed-point argument) that the
sequence (9", n7) is convergent for ¢ small enough.

Proposition 4.2. We assume that
2 k p2
9" % < 6" R%,

19" 1%, +sup [0} [k < R,
J (129)

T
Sup/ Inf12,dt < 6°R?,
J 0

where k is as in (27), 0 < k < 1.
Then the following estimates hold true for ST and S% :

T
/0 Sy adt < cOR(|9" % + sup %) + 58" + 6o + af),

T T
[ 183 st < cOR3(10" % +sup ) + SR + 5ad) +c [ om e
0 k 0

(130)

Proof. The proof, which is very similar to that of Proposition 3.1, follows from
the inequalities
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157132 < cllnf + wlIZ | Az (np + W) 2 [nf + Wi + ¢|vO] 2| Arv®| L2 [ vO]2,

(131)
which gives

/T |SP(Z2dt < c§(R*sup ||} [|% + o + RY) + c6*ag. (132)
0 J
We also have
155122 < cll9™ +VOIPJA®; +w))|zallnf +will + cllnj
AW PAL (" +VO) 2 ][9" + V0| + ey
+wi_ g |15 AM] +w3) 20
Fwil| + el +wiL Ay + wi_y) ez lnf_y + Wil

+ellnf_1 + W(]')—1||12U|A(77?—1 + W9—1>|L2||77;L—1 + W?—l” + el 7, (133)

which gives

T T
/ 1S5 22dt < eS(RE([9" % + sup [0 1%) + af + RY) + / [0n |2t
0 7 0

(134)
O

Proposition 4.3. Let R be given by (87). We assume that (129) holds true.
Then for § < &y, we have

974 + sup [ 1% < 64 R2,
J
(135)

T
sup / I 2 e <8R, sup it (02 < 62R2,
J J

where k is as in (27), 0 < k < 1.

Proof. 1t clearly follows from Propositions 2.5 and 4.1 that

[ ()0 < N GRA(|0" % + sup 7 %) + o + 6R* + 5o,
J

[+ @)1 < eN2 (SR (|97 |1% + sup [Inf %) + dag + OR* + 6% axp),
J

T
/0 0" Badt < N SRA(10" % + sup I} %) + dad + 5R* + 6% af).
J

(136)
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It also follows from Propositions 2.6 and 4.1, the estimates (134) and (136),
that

sup [} 71 (#)[72 < (€™ + (@R (0" % +sup [0} %) + 6ag + OR" + 6 ag),
J J

sup [ 7 (@)I[7, < e(e™ + DOR?([[9" 1% + sup 17 %) + dag + SR + 8 ag),
J J

T
sup [ A s
J 0

< (€2 + 1) (OR2(|9" 1% + sup [[n}[1%) + dag + OR* + 6" ).
J
(137)

It is clear that (135) follows from Proposition 2.6 and (134) (see Proof of
Proposition 3.3). O

Proposition 4.4. Let R be given by (87). We assume that § is small enough
so that (88) is satisfied. Let (9°,19,...,nY) € X such that (128) is satisfied.
Then the sequence (9™, n¢,ny,...,n) € X given by (125)-(126) satisfy the

estimates ) ) -
9" 1% +Stjl_p [nj Ix < 6"R7,

T (138)
sup [} e < 82, sup i (O < 8212,
i Jo j
where k is as in (27), 0 < k < 1.
Proof. 1t follows from the previous estimates. O

Now, let us set g7 = g+t —gn, ¢"+t — g+t — g Then (67, ¢ +1)
satisfy

don+t ~ ~
dt +A19n+1_~_E9n+1+B(€n+1,ﬁn+l —|—VO)
+BW" + v, 0"+ KP =0 in (MV), 6"t(0) =0, 139
1
dq.;H_l n+1 —2 n+1 n+1 n+1 n . ’
dr +.A1qj +9 .quj +qu +qu + K} =0in (NV)',
¢;H(0) =0, (140)
where
Ky = MB(q', 0" +w}) + MBsy(nj' +w},q"), (141)
and

K2 =B(0", 07 +w?) + B(q?, 9" +v°) + NB(q?, 0 + w9)

+BO" V0, g + B+ w2 0m) + NB(nP T+ wY,q) + A9
(142)
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Proposition 4.5. We assume that 6 is small enough so that (88) holds. Then
the following estimates hold:

T
/ KL 20dt < ead™ (107]% + sup [¢71%),
0 J
(143)

T T
/ [KalZ2dt < cad® (|07 1% +sup 14} %) + C/ 1674 dt.
0 J 0

Proof. The proof is very similar to that of Proposition 3.4. O

Proposition 4.6. We assume that 6 is small enough so that (88) holds. Then
the following estimates hold:

1072+ sup 2 [ < cadt (ue"n%z T oup |q,?||%<) L
J J

Proof. The proof, which is similar to that of Proposition 3.5, follows from
(143). Moreover, the following results is proved. 0O

Proposition 4.7. We assume that 6 is small enough so that (88) and
(105) are satisfied. Then the sequence (9",n7,n5,....n0") € X defined by
(125),(126) converges to a solution (¥,m1,m2,...,m) to (125)—(126) in X.
Moreover, (9,m1,n2,...,m) is the unique solution to (122)—(123) in X that
satisfies

[0 —91% + sup ] - n;ll% < R?.

Furthermore the following convergence rate holds true:

(cad™)™

[9™ — 9% + sup [[n} —n;ll% <c
J

5 Convergence of the Method

In this part, we study the convergence of the small eddy correction method
presented in Sect. 4. We prove that the method converges and we estimate the
rate of convergence with respect to the aspect ratio 9.

Hereafter, we set u; = v+w;, ( =u—u, ; = w; — w;_;. In particular,
€1 = Wi.

Using (28) and (113)—(114), it is clear that u; and ¢ satisfy:
du
7;+A1Uz+572A2uz+Eul+B(uz, w)—NB(er,e1)+Aw; = F in V', w;(0) = a,

(146)

%+A1C+5_2A24+EC+B(C7 w)+B(w, ()+NB(er,e1)+AC= 0 in V', ((0)= 0.
(147)
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Taking the vertical average of (147), we derive that the barotropic and baro-
clinic flows ¢ and ¢” satisfy

% +A1(+ EC+ B(C, )+ B(v,{)+ MB((, 0’ ) + MB(w;,¢’) = 0 in (MV),

¢(0) =0, (148)

d< + A1+ 072 4:¢" + B¢ + B((, W) + B(¢°, 1) + B(v, (") + B(wy, ()

+NB(C, W)+ NB(w;, (") + NB(e, &)+ A+ ) =0in (NVY, ¢*(0) =

(149)
Hereafter, we set o = min(ay, a2), where aq, o are given by (14), (20).
Note that
[(B(¢ ), Q)] < eliClClezllall < GICIP + ellufl?(¢]3, (150)
(MB(¢,u), Q) < (B¢, €), )|
< dCIZNC I IS w2 (151)
< QUK + el ¢ MW z2 [,
(MB(wi,¢"), )] < [(B(wi, (), ¢)
1 1 - 1 1
< clwil a w2 ICHIC 2 M1 112 (152)
< QICI? + elwil 2 [wal[1¢°] 2 11€ I,
Therefore, multiplying (148) by ¢ and using (150)—(152) yields
t
C(1)[7: + C/O ICI7ds < esup([u’(s)] L2 [0’ ()| + [wils)| 2l wa(s)]])
(153)
T
<[
0
We also have
[(B((w), N = (B ¢), )|
FEEIE TR 1 E 112 154
< c[CIZ:lIChz 1 [ lu’] 72 lu’]2 (154)

< QI + elilP w2 e’

(B(C ), ¢ < el llullallic? = N1¢°11 < < GICHE +clal®lczz,  (155)
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1 3
(NB(C w), ") < el Lol 1CTENIC17 < GNECIE + cllu’[*1¢° 1,
(156)

(B(w1,0), ¢ < clwil [will F NI 2111
(157)

< QISP + elwil 2 [wall[I€I1%,
1 3 Q
(N B(er &), )] < cllellwllelllCI21C017F < §||Cb||12u +elell,  (158)
|AC| 2 < €[] (159)
Therefore, multiplying (149) by ¢* and using (154)—(159) yields

t agb
b 2 b2 -2
|§ (t) L2 +C/O (g ||w + 5 82

> ds < esupl (5) |22 10 ()|

t t t
+mmmﬂm@m/Wm%mmwMM@m/Wmm@+qAMW@
0 S 0
t
Scwmwwmﬁw@m+wmmﬂmeFAHM@&+@M%

+Sgp(|ub(8)lL2Hub(8)ll + IWz(S)\L?IIWz(S)II)/0 6”13 dt.

(160)
From Remark 3.1, Propositions 3.2 and 4.2, we have

[0’ (s)|p2 < cad, |wi(s)|p2 < cad. (161)

Therefore, (121) and (138) yield

2

T c T aCb
OO+ e—eid) [ IR+ 55 [ 5| ds<cslalk. 102
0 (5 0 aZ
Finally, for § small enough such that
¢ —c40 >0, (163)

we have (see (153))

T T
COR < edlall, [ 1C@OFd< sl [ 101Eds < sl
0 0

T
()72 < cadllerllk, /O C()IZ2dt < cad’ller-

(164)
The next step is to derive some a priori estimates on ey.
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Note that ; satisfies (for 2 < j <)

dEj

=+ Aiej + 6 Ase; + Eej + B(v, ) + Blej,v)

—|—NB(W]'_1,€]') —+ NB(Ej,Wj_l) —|— NB(fj_l,E]‘_l) —|— AEj = 0 in (ZV‘/)/7

€j(0) =0.

We also have
~ % 3 6]
{B(ej,v),eq)l < cllejlluwllvilleslzallesll* < o
(NB(Wj-1,¢5),€5) =0,

lej 1% + €llvIPle; 7,

(N Blej, wim1), i) < ellejllollw—1lle ] Ealle 1
< sl + ellwa e 3,
(NB(ejo1,8j-1), )| < ellejollulles—allleslalle; 1
< < llesl% + elles-a e,
Therefore, multiplying (165) by €; and using (166)-(169) yields

t
5B + ¢ / le;12ds < cadlle; ]Ik

We also have

1, ~ 1
[(B(ej,v), Agj)| < cllejllwIVIIZ[Arviz.|Ae;| L2

< gL + cllej I IVIIAL v ze,

(165)

(166)

(167)

(168)

(169)

(170)

(171)

~ 1 1 o
(B(v,e)), Azj)| < ellvlwlle; 2 |Ae;|f2l Azl ee < Sl As[E2 + ellvialle; |,

1 1
(NB(Wj-1,¢;), Aej)| < cllwj—1lwllesl|?[Ae;|72[Ae; | 2
< SMejlte +cllwj-allylle; 1%,

1 1
(NB(ej, wj—1), Agj)| < cllgjllwllwi—1]|2[Aw;_1]7.|Ae;j] 12

IN

SIAejl 72 + cllwj—all|Aw; -1 z2]le;]*,

1 1
((NB(gj-1,€j-1),Ag;))| < cllej—1llwllej—1l1Z[Aej-172|Aej] L2

IN

IN

SlAe; 1T + cllej-allZ AW 1]z [lej—1 -

(172)

(173)

(174)

(175)
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Therefore, multiplying (165) by Ae; and using (171)—(175) yields
t T
les ()12 + ¢ / Az, 2ads < esupllj_1(5)lgj-1(5) / eyl e 1 |2t

< csblgj-ll%-

(176)
Finally we have (for j > 2)
lejll% < cadllej-allx (177)
which gives
B/2)!! @/2)
ledllx <57t (5/2) (a0 lealx) . (178)
Hereafter, we assume that ¢ is small enough such that
csb7|lerllx < 1. (179)
Note that ||e1]|x = |[w1]|x is bounded (although not necessary small).
Therefore, we have (see (178))
ledli% < 6726/, Jlarflf < 67202, (180)
and (164) yields
B2 = 1COFa +1C O < cad®llarlk < ead®>
L L L
(181)

T
/ (OB 2dt < callarlli < cad®/?,
0

Finally, the following convergence result is proved.

Theorem 5.1. We assume that the data satisfy (27). Then there exits a
constant 1 > 0 independent of | such that for 0 < § < 61, the error

C(t) = u(t) — w(t) satisfies

T
(D)7 < cad®D, / G2 2dt < cad®/D)". (182)

6 Numerical Results

In this section, we present some numerical simulations of the PEs of the ocean
with continuous density stratification. The goal is to compare the solution
obtained for the PEs (29)—(30) to that of the small eddy correction algorithms
presented above. Hereafter we restrict ourselves to I = 1. More simulations
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for larger values of [ will be presented elsewhere. To avoid dealing with the
divergence-free condition, we first rewrote the barotropic equations in the
vorticity stream-function formulation.

In our experiments, the basin configuration is the (nondimensional) cube
[0,1] x [0,1] x [-1,0]. Let us simply recall that this is a two-gyre, wind-driven
ocean problem with a steady sinusoidal wind stress (maximum 75 = 1 dyne
em™ ) in a basin that is L; x Ly x H; km (east-west x north-south x
bottom-surface extent). The Coriolis parameter is given by f = fo + Oy,
fo = 93 x 10 %!, B = 2 x 107" m~'s~!. The model does not in-
clude bottom topography. The ocean is forced by a steady wind stress 79 =
(1&,79) = (=10"*cos(2my/L1),0) and a density variation. Others dimen-
sional quantities are given by U; = 10~ 'ms™!, ¢ = 9.8ms™2, L; = 2.105m
and H; = 4,000m, which gives § = H;/L, = 2.1073. The initial condition
is given by v = p = 0att = 0. The details on the numerical method is
given in [24]. Let us simply recall that all the operators in (29)-(30) are dis-
cretized using a second order central difference scheme. The Jacobian operator
is approximated using Arakawa’s method [29]. For the time integration of the
model, we use a fourth-order Adams—Bashforth method. In all the computa-
tions presented in this article, the (nondimensional) time step is At = 1074
For the space discretization, we take 100 x 100 points in the z—y plane and
10 points on the vertical direction. For the boundary condition (6), we take
Ty = p* = 0 and we compensate with a forcing term Fj in (5); defined by

Fy = c(g9(2)70,0), (183)
where ¢(z) is defined by
g(z) = 0.5(1 + tanh ((z/Hy + 2z1)/€1)), (184)

where z; and €; are very small constants chosen such that the forcing F} is
nonzero only on the first couple layers from the surface of the ocean.
The forcing term F» in (5)3 has the form

& ps
Fa(s) = ¢S5 oo, (185)
where p; is given by
ps(z) = 1028 — 3exp (10z/Hy), (186)

and c is a constant.

Simulations 1 (steady state solutions). In this simulation, we compare
the two models (29)—(30) and (116)—(117) when the solution converges to a
steady state. For R., = R., = Ri, = R:, = 100, the solutions obtained
with the two models converge to a steady state characterized by two gyres,
one subpolar cyclonic and one subtropical anticyclonic. The two gyres are
separated by a meandering jet, [9, 10]. Figure 1 shows the barotropic stream-
functions obtained with the two models. As one can see, model (116)—(117)
approximates very well the PEs (29)—(30).
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Fig. 1. Barotropic stream-function at the steady state, § = 1.1073. PEs on the left
and reduced model (116)—(117) on the right
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Fig. 2. Snapshot at the (nondimensional) time ¢ = 5 of the barotropic stream-
function and the total density at z = 0.25. PEs on the left and reduced model
(116)—(117) on the right
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Fig. 3. Snapshot at the (nondimensional) time ¢ = 5 of the surface density deviation
and the total density at (z,y) = (0.5,0.5). PEs on the left and reduced model (116)—
(117) on the right

Simulations 2 (time-dependent solutions). For the two models (29)—(30)
and (116)—(117), the following Figs. 2-5 show a time-sequence of the surface
density deviation (that is p(z,y,0)), the barotropic stream-functions, the to-
tal density at = 0.25 (that is (ps + p)(0.25,y,2)) and the total density at
(z,y) = (0.5,0.5), (that is (ps+p)(0.5,0.5, z)) for the Reynolds numbers R,, =
2.103, R,, = 10%, R;, = 103, R;, = 10%. For these values of the Reynolds num-
ber, the flow remains time-dependent. From these figures, it is clear that the
density fields obtained with the two models are similar. The situation is a lit-
tle different for the barotropic stream-functions as the solutions obtained with
the two models present more differences. However, Fig. 6 shows that the time-
average of the two flows are very similar. This seems to confirm what is already
believed in oceanography that, from the climate point of view (where the main
focus is on the time-average of the flow) the interactions between the baro-
clinic and the barotropic mode do not need to be accurately represented [6].
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Fig. 4. Snapshot at the (nondimensional) time ¢ = 10 of the barotropic stream-
function and the total density at = = 0.25. PEs on the left and reduced model
(116)—(117) on the right

7 Conclusion

The purpose of this article was to present a small eddy correction method
for the numerical solution of the PEs of the ocean. Considering the interac-
tion between the baroclinic and barotropic flows and using the idea of the
Newton iteration, a small eddy correction method was proposed for the PEs
of the ocean. We assume that the barotropic approximation to the solution
is known. Formally applying the Newton iterative procedure to the baroclinic
flow equation, we then generate approximate systems. It was shown that the
initial step (I = 0) leads to the well known quasi-geostrophic equations and
the next step (I = 1) yields a nonlinear Galerkin type approximation. Some
numerical simulations for [ = 1 show that the method can accurately approx-
imate the PEs of the ocean. For the simulations presented in this article, we
did not observed any CPU gain for the reduced model (116)—(117) compared
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Fig. 5. Snapshot at the (nondimensional) time ¢ = 10 of the surface density devia-
tion and the total density at (z,y) = (0.5,0.5). PEs on the left and reduced model
(116)—(117) on the right
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Fig. 6. Time-average (over [0, 10]) of the barotropic stream-function. PEs on the
left and reduced model (116)—(117) on the right
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to the PEs (29)—(30), the primary reason being the simplicity of the time
discretization used in this article (a fourth-order Adams—Bashforth method
for both the barotropic and baroclinic flows). An efficient time discretization
of the model presented in this article may lead to considerable savings in cal-
culation costs. In fact, such method should take advantage of the time scale
differences between the barotropic and baroclinic modes. For instance:

— One can use different time steps for the small and large scales.
— One can use different schemes for the small and large scales.
— One can freeze the small scales over an interval of time.

These approaches, already used with success (significant reduction in CPU
time cost) for the Navier—Stokes equations (see [4, 13]) are currently under
development by the authors.
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Aspects of Modeling Transport in Small
Systems with a Look at Motor Proteins

D. Kinderlehrer

1 Introduction

Diffusion-mediated transport is a phenomenon in which directed motion is
achieved as a result of two opposing tendencies: diffusion, which spreads the
particles uniformly through the medium, and transport, which concentrates
the particles at some special sites. It is implicated in the operation of many
molecular level systems. These include some liquid crystal and lipid bilayer
systems, and, especially, the motor proteins responsible for eukaryotic cellular
traffic. All of these systems are extremely complex and involve subtle inter-
actions on widely varying scales. The chemical/mechanical transduction in
motor proteins is, by contrast to many materials microstructure situations,
quite distant from equilibrium. These bio-systems function in a dynamically
metastable range. There is an enormous biological literature about this and
a considerable math-biology and biophysics literature, e.g., [1, 2, 8, 9, 14, 15,
19, 20, 23, 25-28].

Our approach is to look at a dissipation principle for such situations and
its relationship to the Monge-Kantorovich mass transfer problem, e.g., [16].
In effect, we begin with simple — but not too simple — assumptions of mo-
tion along a track followed by statistical assumptions which provide us an
ensemble. The procedure permits us to establish consistent thermodynami-
cal dissipation principles from which evolution equations follow. In a given
instance, the dissipation principle identifies the thermodynamic free energy,
the conformational changes that result, for example, from ATP hydrolysis
reactions, and dissipation.

The simplest diffusional transport equation in this context is the Fokker—
Planck Equation with a periodic potential. Diffusion spreads density and po-
tential attracts density to specific cites but this typical system does not exhibit
biased transport. Something else has to be present in system for transport to
take place. We investigate possible relationships between the potentials in the
system and the conformational changes that lead to the accumulation of mass
at one end of the track.
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2 A Dissipation Principle

Our dissipation principle, based on extending the simple spring-mass-dashpot
to an ensemble, provides natural weak topology kinetics for the motion of
molecular motors. The dissipation, we shall see, is related to the Wasserstein
metric, a Monge—Kantorovich metric on probability distributions. The motion
of a spring-mass-dashpot in a highly viscous environment may be expressed
by the ordinary differential equation

g i
7E+w(§)—0, O<t<r

JUEES

We think of z € 2 = (0,1) and 7 > 0 a relaxation time. v is a given potential.
Multiplying the equation by (1) by d§/dt and integrating gives

1[G i) = o) )

expressing that, in this simple system, the dissipation plus energy at the termi-
nal state is the initially supplied energy. We have a trajectory like as pictured
in Fig.1 left. Consider now an ensemble {£(¢,z)} of spring-mass-dashpots
distributed by a density p*(x). We average (2) over {2, which renders the in-
dividual spring-mass-dashpots indistinguishable, Fig. 1 right. We must, thus,
contribute entropy to the resulting configuration. The most convenient such
entropy is combinatorial indeterminacy leading us to

(1)

v [ G etrandnat + [ et a)e ()
0 Q

+op* (f(T, x))log p* (5(7—’ x))}dw

< [ @@ @)+ 05" (@) logs" () do.
Q

0.8 0.8
0.6 4 0.6
044 0.4

0.2 4 0.2 4

0.0

T T T T T T T 0.0~
01 02 03 04 05 06 07 08 01 02 03 04 05 06 07 08 09 10

Fig. 1. A trajectory (left) and an ensemble of trajectories (right)
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This Lagrangian formulation (3) may be written in Eulerian terms by setting

o(x,t) = £(t, z), family of transfer mappings
v(&,t) = ¢i(z,t), with &€ = ¢(z,t) velocity
p(&,t) family of transformations given by (4)

[ coie = [ ctotatnp ).

The descriptions are linked by the continuity equation

o 9
5P T 5, =0. (5)

The Eulerian expression of (3) is

v [ [ wpdndt [ (wproplogpldr s [ (wprroptlogpide. (0)
0 Q Q Q

The dissipation principle is to choose the most likely configuration satisfying
(6) among all probability densities on €2, which means minimizing its left hand
side. In particular, we can begin by minimizing the first term for given initial
state p* and terminal state p. This gives rise to a Monge—-Kantorovich metric
or Wasserstein metric d(p, p*), namely

1 T
—d(p, p*)* = min/ / v?pdxdt, (7)
T Aty Ja

where the minimum is taken over the set A of deformations and velocities
satisfying the continuity condition (5) and initial state p* and terminal state
p. The Wasserstein metric may be defined in several ways, in particular,

Ao =in [ o~ €Pdp(a.©),
P Jaxa

where P denotes the set of joint distributions whose marginal densities are
p* and p. Obviously it can be extended to probability measures and the re-
sulting metric induces the weak-* topology on bounded subsets of C(Q)’, cf.
Villani, [29]. The equivalence (7) is due to Benamou and Brenier [3], and is
also found in work of Otto [22].

Thus we are led to the dissipation interpretation of the variational princi-
ple: given p* find p subject to

1 " .
2Td(p, )%+ /Q{wp + oplog p}dx = min. (8)

Metrics and variational principles give rise to implicit schemes. Given p(*=1),
determine p®) by setting p*~1 = p* and p(*) = p, the solution, in (8). For
fixed 7 we set
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density

Fig. 2. The stationary solution of a Fokker—Planck Equation with its potential
illustrating diffusion and transport but not biased transport

pr(z,t) = p®(x), kT <t < (k+1)7. (9)
According to Jordan et al. [16] and Otto [21],

Pr = P

where p is the solution of the Fokker—Planck Equation

3] d, 0 .
aff:%{aa—z +4¢'p}, inQ, t>0

) (10)
a%p—i-l/)p:Oon@Q, t>0.

The iteration scheme (8) expresses the Fokker—Planck Equation as a form
of gradient flow in the weak™ topology for a natural free energy. Equation
(10) itself illustrates diffusion and transport as described in the introduction.
Diffusion spreads density and the potential attracts density to specific sites. It
does not show biased transport, cf. Fig. 2. For this, something additional must
be present in the system. We shall investigate this by looking at a description
of kinesin 1 molecular motors.

3 A Look at Multiple State Motors

Conventional kinesin has two identical head domains (heavy chains) which
walk in a hand over hand fashion along a rigid microtubule. This is an intri-
cate process with a complicated transformation path comprising both the ATP
hydrolysis (chemical states) and the motion (mechanical states), [14, 28]. For
a crude reckoning, at a gross combinatorial level, each head is attached or in
motion and is nucleotide bound or not. Assuming that a given motor has one
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head bound and one free at any instant leads to eight possible pathways for
each cycle. We shall give a simplified description by considering the nucleotide
binding and then the subsequent motion. Our dissipation/variational principle
is flexible enough to accommodate this process. We shall consider an ensem-
ble of motors with n states, which in the earlier mechanical language may
be described as an ensemble of conformation changing spring-mass-dashpots.
Conformation changes occur, typically, at specific places and are represented
by changes in population among the various states. More complicated types of
conformation changes are possible and we reserve this for a future discussion.
For details of how this scheme is applied to kinesin 1, we refer to [5, 10, 12].

Let 0 > 0, 1, ..., %, be smooth non-negative functions of period 1/N, and
A = (a;;) a smooth rate matrix of period 1/N, that is, a;; are 1/N—periodic
functions with

a; £0, a;; 20 for i # j and

> ai;j=0,j=1,...,n
=1 n

Note that for 7 > 0 small, the matrix P = 14 7A is a probability matrix. Let

(11)

Fo) = [ Y (v + omilogm}ds (12)

i=1,...,n

nliOand/ nidr =1
7 O Z 7

1=1,..., n

denote the free energy. Now given a state p*, determine its successor state p
by resolving the variational principle

= > d(pi, (Pp*);)* + F(p) = min,
2T

1=1,...,n

/pidxz/(Pp*)idm,
Q Q

where P is the probability matrix above. For this functional we can perform
the same iterative procedure that we indicated for the original one (8): deter-
mine p*) by setting p*~1) = p* and p*) = p, the solution, in (13). Again we
may set

(13)

pr(x,t) = pF (), kr <t < (k+1)7 (14)
and ask about p = (p1, ..., pn) which arises as

= lim p-.
p=limp
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It is the solution of the weakly coupled parabolic system

Ipi 9, Opi ’ :
ot = %(U O +¢ipi)+j:1z:nai]’pj =0in Q, t >0,
aapi+1/1gpi:()on8§2, t>0,i=1,...,n,
Ox
piZOinQ,/(p1+~~-—|—pn)dx:1,t>0. (15)
Q

The possibility of including terms of inferior order in this type of implicit
scheme seems to have been first observed in [18].

Before proceeding further, let us review what we intend by transport. In
a chemical or conformational change process, a reaction coordinate (or coor-
dinates) must be specified. This is the independent variable. In a mechanical
system, it is usually evident what this coordinate must be. In our situation,
even though both conformational change and mechanical effects are present,
it is natural to specify the distance along the motor track, the microtubule,
here the interval €2, as the independent variable. We interpret the migration of
density during the evolution to one end of the track as evidence of transport.
This leads us to the stationary state of the system pf where

plz,t) — ph(x) as t — oco. (16)

We shall omit the superscript, writing p(x) = pf(z). So, obviously, p is the
solution of the stationary system of ordinary differential equations

d dpi .
%(U dr Yipi) + Z a;jpj =0in Q
j=1,....n
dpi ., : (17)
o +Ypi =000 00, i=1,...,n,
T

pi 20inQ, /(p1+-~~+pn)dﬂc:1-
Q

Directed transport results from functional relationships in the system (15) or
(17). First note that detailed balance for the conformational changes must be
broken. In this situation, where the solution p of (17) satisfies

Ap=10in Q, (18)

the ordinary differential equations decouple leading to a collection of functions
P1y---,pn any of which has a plot like that depicted in Fig.2. Let us first
direct our attention to the potentials 1,...,1,. In Fig. 3 two configurations
with symmetric wells are depicted. Detailed balance, (18), is not satisfied and
there is lack of transport. Asymmetric potentials are thought to play a role
in transport. In Fig. 4, we see that this is not necessarily the case.
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species densities
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Fig. 3. Solutions of (17) for two state systems with symmetric potentials placed
symmetrically (left) and symmetric potentials placed asymmetrically (right) show-

ing lack of transport of density. A was chosen constant to optimize the possibility
of transport. Detailed balance is not satisfied by the solutions
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Fig. 4. Slightly shifted asymmetric wells, left, and the solutions of (17), right, illus-
trating lack of transport. The matrix A was chosen to optimize transport possibilities

If we adopt the pragmatic notion that in a two species system, the two
species function in the same way, we are led to interdigitated potentials 1;
of the form in Fig.5. This is not a reason, of course. We discuss this further
below. We are led to the intriguing question of the relationship between the
1; and A. Even under the most propitious circumstances, one may always add
to the system independent uncoupled equations. So it is necessary, in view of
(11), that

(477 ?é 0 in €.
The basic mechanism of diffusional transport is that mass is transported to
specific sites determined by minima and local minima of the potential. For
directed transport, to the left toward x = 0, for example, in any subinterval
of a period interval, there should be some 1; which is increasing. This explains
the result shown in Fig. 4, where the potentials are asymmetric and transport
is not present. Moreover, some interchange must take place: mass in states
associated to each of the v; which is decreasing should have the opportunity
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Fig. 5. Asymmetric periodic potentials symmetrically interdigitated, the configu-
ration which promotes transport

to change to the ith-state. This is reminiscent of an ergodic hypothesis. It does
not say that all states are connected, but it will be a very strong condition
since it will be required to hold near all the minima of all of the potentials. In
the neck linker example we have mentioned, the condition fails and so does
the conclusion of our theorem. We give a more precise statement with this
theorem, [11], and see [4] for a different point of view.

Theorem 3.1. Suppose that p is a positive solution of (17), where the coeffi-
cients a;j, i,j = 1,...,n and the;, 1 =1,...,n are smooth and 1/N-periodic

in Q). Suppose that (11) holds and also that the following conditions are sat-
isfied.

(1) Each 4! has only a finite number of zeros in €.
(2) There is some interval in which ) >0 for alli=1,...,n.
(8) In any interval in which no ; vanishes, 1; > 0 in this interval for at least

one j.
(4) If I, |I| < 1/N, is an interval in which ¢, >0 fori=1,...,p and ¢, <0
fori=p+1,...,n, and a is a zero of at least one of the ;, which lies

within € of the right-hand end of I, then for € sufficiently small, there is

at least one indexi,i=1,...,p, with a;; > 0 in (a—n,a) for some n > 0,
allj=p+1,...,n.

Then, there exist positive constants K, M independent of o such that

;Pi(:ﬂ—kﬁ) < Ke @ ;pi(x), x € Q, x<1_N (19)

for sufficiently small o.

An example is given in Fig. 6, where the potentials from Fig. 5 were employed
and the 2x 2 matrix A had support in a neighborhood of the well minima. This
situation is consistent with the experimental results reported some time ago by
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Fig. 6. Computed solution for two state rachet for interdigitated asymmetric po-
tentials, period 4. Plot shows summed density p1 + p2

Hackney [8]. The methods described here may be elaborated to include some
additional features, even without incorporating multiple reaction coordinates,
for example. In [12] we describe how the kinesin 1 necklinker, described in [28]
and analyzed in [9] falls into this framework. The central feature of additional
conformational changes, or more generally rapid localized changes, is that
they act by altering the populations of the species but without potentials.
Thus, one is led to a dissipation principle

: E : d(pi, (Pp*);)? + F(p) = min,
2T
i=1,...,m (20)

/pid:v:/(Pp*)id:r7
Q Q

where the number m of species is larger than the number n of potentials. The
resulting equations are a mixed system of partial differential equations and
ordinary differential equations.

Finally we note that there are other mechanisms of diffusion mediated
transport, in particular, the flashing rachet. This is discussed in [2] and from
the analysis point of view in [7] and [17]. Not all apparent rachet type mech-
anisms are in fact such. For a discussion of this in relation to the Parrondo
coin toss, see [13].
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Optimal Control of Il1l-Posed Parabolic
Distributed Systems

A. Omrane

Summary. We show that the low-regret notion of Lions [C. R. Acad. Sci. Paris Ser.
I Math. 315:1253-1257, 1992] is well adapted for the control of the ill-posed heat
problem. Passing to the limit, we give a characterization of the no-regret control by
a singular optimality system. No Slater hypothesis on the admissible set of controls
U.q is necessary, since we use a corrector of order zero argument. The result is a
generalization of the low-regret control [Dorville et al., Appl. Math. Lett. 17:549—
552, 2004; Dorville et al., C. R. Acad. Sci. Paris Ser. I Math. 338:921-924, 2004] to
the no-regret control optimality system.

1 Introduction

The question of existence and characterization of the optimal control for sin-
gular problems, and thus for ill-posed problems has not been considered in
detail, since there is a lack of regularity of the state solution. Moreover, the as-
sumptions on the control problem are mostly chosen in such a way that some
standard methods can be applied to derive the existence of solutions. Most of
the work is then to derive necessary or sufficient optimality conditions.

We consider in this paper the prototype of ill-posed problems: the ill-posed
backward heat problem, with controls v in a non-empty closed convex subset
U, of the Hilbert space L?, and a cost functional.

It is well known that if we add the Slater type hypothesis as: U, , having a
non-empty interior, then we ensure the existence of an optimal control, using
standard methods (see [4]). But, we do not know if this hypothesis is really
necessary!

One way to deal with this problem — instead of answering to the question —
is to propose another approach, where the Slater hypothesis on U/, is not
needed. Convex cones as (L?)T which are of empty interior may be used as
set of admissible controls v. We here use the regularization approach in a first
part, and the null-controllability approach in a second part. In both methods,
a new data is introduced. This data is supposed to be chosen as largely as
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possible, say in a vector space. That is the data is incomplete, and in this
case, the standard methods as the penalization method are not adapted (see
[6, 9, 10]). We then seek for the low-regret control of the distributed system
of incomplete data obtained. And thus, the no-regret control of the original
problem appears naturally by passage to the limit, which is possible without
the Slater hypothesis.

Roughly speaking, the low-regret control u” satisfies to the following in-
equality:

J(u”,g9) < J(0,9) +7lgll¥ V g in a Hilbert space Y,

where v is a small positive parameter (g being the pollution or the incomplete
data). With the low-regret control we admit the possibility of making a choice
of controls v ‘slightly worse’ than by doing better than v = 0 — but ‘not much’
if we choose v small enough — compared to the worst things that could happen
with the ‘pollution’ g.

In the no-regret concept, we search for the control wu, if it exists, which
makes things better than v = 0, for any given perturbation parameter. It is
the limit when v — 0, of the family of low-regret controls u”.

This concept is previously introduced by Savage [11] in statistics. Lions was
the first to use it to control distributed systems of incomplete data, motivated
by a number of applications in economics, and ecology as well (see for instance
7, 8)).

In [9] (see also [10]), Nakoulima et al. give a precise optimality system
(which is a singular optimality system). In [10], the no-regret control for
problems of incomplete data, in both the stationary and evolution cases is
characterized. A number of applications is given too.

In the literature mentioned above, the regular problems are considered
only. Moreover, the set of controls was a Hilbert space. In this article, we
generalize the study to the control of ill-posed problems, where the controls
are in a closed convex subset of a Hilbert space only. Without loss of generality,
we consider the prototype of ill-posed problems: the ill-posed backward heat
problem.

2 Existence Problem

We recall below some basic properties of the most significant parabolic prob-
lems: the heat equation and backward heat equation.
2.1 The Heat and Backward Heat Problems

Consider an open domain Q C RN with regular frontier 92, and denote by
Q= (0,T) x Q, and by ¥ = (0,T) x 9. Then it is well known that the

following heat system:
{z’—Az:v in Q, (1)

z=0 on X,
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and
z(0) =0 1in £, (2)

is well-posed. Here, z = 2(t,z) is the state solution and v = v(¢,z) € L*(Q).
Moreover, any solution z of (1)—(2) is a.e. continuous from [0,7] to H~1(Q)
and we have

JeL2(0.TLH2(Q) and z_eH' (]O,T[; H—%(ag)) .
But, the above system does not admit a solution for arbitrary data. Indeed,
in the case of final data, i.e. replacing (2) by
z(T)=0 in 9, (3)

there is no solution for the backward heat problem, even for regular control v,
as we can see in the following one-dimensional example:
For Q =|0,n[, T = 1, consider the backward heat system:

0z 0%z .
E — @ = v 1n ]O,W[X]O, 1[,
2(0,t) = z(m,t) = 0 in ]0,1], (4)

z(z,1) =0 in ]0, 7],

where v € L2(]0, 1[; L2(]0, 7[)) is the uniformly convergent series

If = € L?(]0,1[;L%(J0,7x[)) is a solution to (4), such that z(t,z) =

2
Z Zm ()W (), where wy, () = (/—sinmz (w, is an eigenvector for
T

m>1

2
—% related to the eigenvalue m?), then we have
x
d 1
%(t)+m22m(t) = — i 0.1,
zm(1) =0,
so that
) = 5 [ emte-tgs = L (12 ema-0)
" m? J; m? ’
F t € [0,1], we then obtain [z||? —Zi 1—em (-0 i
or every » 1[; we then obtain [|z[|72(0.-p = o e .
m2>1
But,
. 1 m?2(1—t) 2
lim —4(1—6 ) = +o0, Vtel0,1].
m——4+oo | M

Hence, the series diverges and the solution z of (4) does not exist.
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2.2 Existence of a Solution for the Ill-Posed Heat Problem

The prototype of ill-posed problems is the following backward heat problem:

Z—Az=wv in Q,
z =0 on X, (5)
z2(T) =0 in Q.

This problem has however a unique solution z in some dense subset of L?(Q)
that we explicit now: Consider the vector space

N
V:{w:Z)\iwiz —Aw; =0, w;=0o0onTI, and wieLQ(Q)}.
i=1

(6)
Then, there exist f € L2(]0,T[) and w € V such that

N
o(t, z) = f(t) (Z wi(@) ;
i=1

for given v € L?(]0,T[) ® V (which is dense in L?(Q)). It suffices to take z of
the form z(¢,x) = ((H)w(zx), ¢ = ({1, .--,¢n)- So, ¢; is solution of

0¢; )
{ ;t MG = f in 10,7,
G(0) = 0 in ©,

which defines ¢ in a unique manner.

3 Optimal Control of the Backward Heat Problem

3.1 Preliminaries

Consider v € U,,, U,4 a non-empty closed convex subset of the Hilbert space
of controls L?(Q), and the quadratic function

2 2

: (7)

L2(Q)

J(v,z)sz—zd +NHU

L2(Q)

where z; € L2(Q), N > 0, and where ‘

Hilbert space X.

If a pair (v,2) € U, x L*(Q) satisfying to (5) exists, then it is called a
control-state admissible pair. Denote by X,q the set of admissible pairs. We
suppose in what follows that X,q is non-empty. Then for every (v,z) € Xaq,
we associate the cost function defined by (7), and we consider the optimal

control problem:

H is the norm on the corresponding
b'e

inf J(v,2), (v,2) € Xaa (8)

which admits a unique solution (u,y) that we should characterize.
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Lemma 3.1. The problem (8) admits a unique solution (u,y) called the
optimal pair.

Proof. The functional J : L?(Q) x L?*(Q) — IR is a lower semi-continuous
function, strictly convex, and coercitive. Hence there is a unique admissible
pair (u,y) solution to (8). O

A classical method to control the system (5) and (7) is the well-known
penalization method, which consists in approximating (u,y) by a penalized
problem. More precisely, for € > 0 we define the penalized cost function

1, :
Je(v,2) = J(v,2) + %Hz — Az — U”m(@)'
The optimal pair (u.,y.) then converges to (u,y).
The optimality conditions of Euler-Lagrange for (uc,y.) are the following:

d
aJE(ue,yg—i—t(z—yg))h:O =0, Vze F (9)
and d
%JE(UE +t(v —ue),Ye )|,y >0 Yvel,,, (10)

then an optimality system is obtained by the introduction of the adjoint state
1 !/
Pe = _g(ya — Aye — ue).

A priori estimates (consisting in bounding p. in L?(Q)) have to be obtained,
which allows the passage to the limit under some hypothesis: For the problem
(5) and (7)—(8), Lions obtained in [4] a singular optimality system, under the
supplementary hypothesis of Slater type:

U

. has a non-empty interior. (11)

The following theorem is due to Lions: [3, 4]:

Theorem 3.2. Under hypothesis (11), there is a unique (u,y,p) € U, X
L?(Q) x L*(Q), solution to the optimal control problem (5) and (7)—(8). More-
over, this solution is characterized by the following singular optimality system
(SOS):
Yy —Ay=u,—p —Ap=y—2z inQ,
y(T) =0, p0 =0 in Q, (12)
Y =0, p =0 on X%

with the variational inequality:
(p+NU,1)7U)L2(Q) >0 Yvel,. (13)

Proof. For a proof of this theorem see [3, 4]. O
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Remark 3.3. In some applications, the Slater hypothesis (11) is not satisfied.

It is the case when U, = (L2(Q))+ which has an empty interior. In what
follows, we propose another approach which avoids the use of (11).

When U,q = L?(Q), the hypothesis (11) is satisfied and the above theorem
holds.

4 The Low-Regret Optimal Control

In this section, an elliptic regularization of the ill-posed parabolic problem (5).
We obtain a well-posed problem but with a new unknown data. We then let the
classical control notion away, to consider the one of no-regret and low-regret
control as introduced by Lions [6], and recently developed by Nakoulima et al.
in [9, 10].

4.1 The Regularization Approach
For any € > 0, we consider the regularized problem:

! " — 3
2L —ezl —Az. =vin Q,

2¢(0) =gin Q,
ze(T) =0in Q, (14)
Ze =0on %,

where g € L?(Q).
It is clear that for any e > 0, and any given (v, g), there is a unique state
solution z. = z.(v, g) of (14) for which we associate a cost function given by

Jo(v,g) = ‘ 2e(v,9) — 24 ’ ’ , g € L*(Q). (15)

—|—NHU

L2(Q) L2(Q)

We are concerned with the optimal control of the problem (14)—(15). Clearly
we want

inf Je(v,g) Vg € L*(Q).

VEU 4

The above minimization problem has no sense since L?(f2) is infinite! One
natural idea is to consider the following minimization problem:

inf sup J:(v,9) |,
veEU, 4 (gGLQ(Q) E( )>

but J. is not upper bounded since supgerz2(q) Je(v,9) = +00. The idea of
Lions is then to look for controls v — if they exist — such that

Je(v,9) < J.(0,9) Vg e L*(Q),
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and thus
Je(v,9) = J-(0,9) <0 Vg e L*(Q).

Those controls doing better than v = 0 for every pollution g are called no-
regret controls. We have precisely the

Definition 4.1. We say that w € U, is a no-regret control for (14)—(15) if u
is a solution to the following problem:

Ugg,id (g:;r()ﬂ) (Je(v,9) — Js(O,g))> : (16)
Lemma 4.2. For any v € U, we have

J(v,9) = J:(0,9) = J-(v,0) = J=(0,0)+2(¢./(0), 9) o, Vg € LX), (17)
where & satisfies to:

76‘; 756‘;’7A£e = ye(v,0) in Q, §:(0)=&(T) =01inQ, §e=0on3.
(18)

Proof. A simple calculus gives

Je(v,9) = Je(0,9) = Je(v,0) = J=(0,0) + 2( 2(v,0) ; 2:(0,9) )

L2(Q)"

Using the Green formula we find
(2:(0,0)5 2:(0,9)) = £ (&/(0): 9) 0 s
where & is given by (18). O

Remark 4.3. Of course the problem (16) is defined only for the controls v € U,
such that

sup (J-(v,g9) — J=(0,9)) < occ.
geL?(Q)

From (17) this is realized iff v € K, where K = {w € U,4, (&(w),g) =0 Vg €
L?(Q)}. This set is difficult to characterize. As in [9], for any 7 > 0, we
introduce then the low-regret control.

Definition 4.4. The low-regret control for (14)-(15), is the solution to the
following perturbed system:

. . _ _ 2
3 (s (Je0,9) = J0.9) =l ) ) (19)

We notice the following :

'f( (J,—Jo,— 2))
B gy V9 = I =l

— _ . _ 2
=t (0.0 = J 0.0+ sup 20,05 5200)) oy ~Malar) )
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Thanks to the conjugate, we obtain the classical control problem:

inf J2(v), (20)

VEUL

where
2

T (v) = Je(v,0) — J.(0,0) + % ’

(T, v)

; (21)

L2(Q)
and where & satisfies to (18).
Remark 4.5. Then as we can see, the low-regret control method allows us to

transform systematically a problem with uncertainty to a standard control
problem. Hence, we can use the Euler-Lagrange method.

We can replace now (19) by (20) and (21) for the low-regret control.

Lemma 4.6. The problem (14) and (20)—(21) has a unique solution u, called
the ‘approximate’ low-regret control.

Proof. We have J(v) > —J:(0,0) = —||Zd||%2(9) Vo € U,. Then d =
infveuad JX(v) exists. Let v, be a minimizing sequence such that d =
lim;, 00 J2 (vp,). We have

2

1
~llzall?, ,, < T2 (Wn) = Je(vn, 0) = J=(0,0) + —||€"(0) <d,+1
Y L2()
Then we deduce the bounds
1
< = ! 0 ‘ < ’ ’ aO - ’ < )
Hv”’L?(Q) =C A O g = elvn, 0) = 2] gy <€

where the constant c is independent of n.

There exists u? € U,, such that v, — u) weakly in U, (which is closed).
Also, Ye(vn,0) — yo(u2,0) (continuity w.r.t the data). We also deduce from
the strict convexity of the cost function J that u) is unique. O

Proposition 4.7. The ‘approximate’ low-regret control u) is characterized by
the unique quadruplet {u),y2,pY,pl}, solution to the system:

Yy —eyd — Ayl =ul, pY —ep?’ —Ap? =0, and
—p' —epl"—Apl =yl —za+pl in Q,

y2(0) = y2(T) =0, p2(T) =0, pz<0>=§fz’<o>,
0

2=0, p2=0, pl=0 on 3%,
with (18), and the variational inequality:

(p? + Nul,v—ul) >0, Yoel,.
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Proof. The Euler condition of first order to (20) and (21) gives:
(92 = 2a:4e(,0)) 2 gy p2ey T N (U W) 1200120y

2
3
o ;Q'(O),gs’(o,w) >L2(Q)><L2(Q) >0,

where y2? = y.(u,0), and & = £.(u2,0). We then introduce pY = p.(u?,0)
solution to p2" —ep?” = Ap2 =0, p2(0) = (¢/7)€2(T), p2(T) = 0, and p? = 0
on Y, such that:

g2 o~ / vy /
<;fgm»@(aw>> = (2p2(0),&(0,) ) a0 . 1ore

L2(Q)xL2(Q)

= (P2, 4e(w,0) >L2<Q>xL2(Q>

using the Green formula.

Introduce now the adjoint state p} = p.(u2,0) as follows : we solve —p?’ —
epl” — Ap? = y2 — za+ p2, p2(T) = p2(0) = 0, and p? = 0 on 3. Hence we
have

<yg — Zd + Pg ’ ya(w7 0)>L2(Q)><L2(Q) = <pz , W >L2(Q)><L2(Q) .
Finally,
{p2 + Nug, w>L2<Q>xL2(Q> 2 0. =
4.2 A Priori Estimates

In this section we give the S.O.S for the low-regret control of the backward
heat equation. We first show the following estimates:

Proposition 4.8. There is a positive constant C, and, for any small n > 0,
there is a constant C,, > 0 such that:

3

[l <O g SO L Ol <O (@)

ellv2'll 2 @) + 182022 (@) < © 192l 2 go.r—npzr-1 () S s (23)
and,

el Nz ) + 18222 () < € 16271 2 g -2y < G (24)

€ ||szHL2(Q) + ||pg||L2(Q) <G, HpglHLQ(]O,Tfn[;H*l(Q)) <y, (25)

e p2'll 2 ) + 1222 ) < € 1Pl 2 g -1 9 < O (26)

Proof. We know that

JI(ul) <JM(v) Vv el,.
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We then have for the particular case v = 0,

2 2

g2 g2
Je(u?,0) = Jo(0,0) + —|I&" (u2)(0) < — & (w2)(0)
L2(Q) Y L2(Q)
But 4.(0,0)(t,z) = £.(0)(t,2) = 0 in [0, T] x ©Q, hence:
e 2.0) — = ! no)||
Ye(ul,0) — 24 u] + H )(0
o L2(Q) L2(Q) \[ L2(9)
2
< sz = constant, (27)

L2(Q)

so we have (22).
Now, from the Poincaré formula, there exists a constant C; > 0 such that:

g

thus, there is another constant C' > 0 such that

oy
ot

gy HIE 52 >y 2y < Cilla? 2o 1211 2 .

2
e 522 ) < G
H At |l12(q) @
9y | 0
that is the first part of (23). Now, we start from —e 8ty26 + ais = v+ Ay..

Denote by g. = v + Ay,, then g. remains in a bounded subset of LQ(Q).
Introduce a function ¢ € C*([0,T]) such that ¢(0) = 1 and ¢(T) = 0,
then we multiply

azye 3ye
o T Ve

€

0
by ¢ 8yt and we integrate over ). We have

T 2 T
Hays dtJr/ gﬁHays dt:/ go(gs,ays> dt.
2 0 L*(Q) 0 Ot |12 @ 0 ot ) 120
(28)
And,
EERS e
o L2(Q) ot 2@ Jo dt || Ot |2
thus
2 T 2
9% (o) Hf)ys dt + / o|| 22 dt
ot L*(Q) 2 0 L*(Q) 0 ot L*(Q)
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The second term is of O(1), so

T 2 T
0Ye 0ye
goH dt:/ <p<gs,> dt + O(1).

We finally deduce (23) from the triangular inequality.
The estimates (24), (25) and (26) follow easily. O

Theorem 4.9. The low-regret control u’ = lirr(l) ul for the backwards heat
E—

equation (5) is characterized by the unique {u”,y",£7, p7,p7}, solution to the

system:

Y- Ay =, =0 AL =y, p = Ap?’ =0, and

—p"' = ApY =y —zg+p’ in Q,

y’(0) =0, &(T)=0, and
p?(0) = X(0), p'(T)=0 in Q,

y'=0, & =0, p?=0, p*=0 on X,
with the following weak limits

y'=limy), & =lm¢, p’=lmp), p’=Ilimp],

e—0 e—0 e—0 e—0
and the variational inequality:
(PP +Nu,v—u")>0 Yoel,,

where
ul, Y, pY, p7, € € L0, T LA(Q), A(0) € L*(Q).

Proof. We use the estimates of proposition 4.8. From (27), we deduce the
following limits:

u) — Y weakly in U,
y2 -y weakly in L*(Q),
A (29)

-
(0) = X(0)  weakly in L*(Q),

iaﬁa(ug)
= m),

For every fixed v > 0, the adjoint state p? is also bounded in ¢ (from
(26)). O

(up to extract a subsequences (u?), (y2) and (

5 The Now-Regret Optimal Control

For the no-regret optimal control to the original problem, we now introduce
the notion of corrector of order 0 of Lions [5] for elliptic regularizations, instead
of using the Slater hypothesis (11).
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5.1 Corrector of Order Zero

It is well known, the passage to the limit gives no information on y7 (7).
Moreover, y7(T) # 0 in general.
We make the following hypothesis:

yI(T) € HY(Q), v € L' (Q). (30)
Denote by
V ={pe L(|0,T[; H(Q)) such that ¢’ € L' (Q)},

and by
Vo = {p € V such that ¢(0) =0, »(T) = 0}.

Definition 5.1. We say that a function 7 € V is a corrector of order 0 iff
5(931780/)L2(Q) + (9;//790)1;2(@ + (Vegavsﬁ)f}(Q) = \@(fs#P)LZ(Q) Vo,

02(T) +y(T) =0,

where we suppose that

HfEHL2 (0, T;H~(Q)) < C. (32)

5.1.1 Calculus of a Corrector or Order 0

We recall how to calculate a corrector of order O :
We define ¢ by writing

—epl"+¢l'= 0,
{ eA(T)  =-y'(T),
2 decreasing rapidly when ¢ — —oo,
then -
02(t) = =y (T)e” "= . (33)
If we suppose that y7(T') € Hg (), the function

m =1 in the neighbourhood of t="1T,
02 = myp? 'm

=0 in the neighbourhood of ¢t =10

is a corrector of order 0.
We then satisfy the variational equation, the main term being

mAy (T)e = = eh.

Hence, under the above hypothesis we have:

T T iy
/ 1h2 dthg_l/ =250 g — o(1).
0 0

H=1(2)
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We then have the theorem:

Theorem 5.2. Let be 02 a corrector of order 0 defined by (31) and (32). We
then have
2 — 7+ 62)ll 2 o sy < CVE- (34)
Moreover,
d ‘ 2
Sl - @O~ 0 weaklyin L'(Q), (33)
when € tends to 0.
Proof. If we put w) =y — (y” + 62), then
5(“’3/, Sﬁl)ﬁ @ Tt (w;ﬂ7 W)LZ(Q) + (Vwl, V)2 Q)
= =€ (y7’7 ‘PI)L2(Q) - \@(fea SD)L2(Q) v V. (36)
Particularly, if ¢ = w?, then
el 22 g + 0212y < O VE [VEI02 52 ) + 22 ) -

Thus the inequalities (34) and (35) hold. O

5.2 Passage to the Limit

We use the regularity properties of the heat equation, the well posed one, as
follows:

First, we notice that ||y,|/12(g) < C by the above proposition. It remains
to see that &, (resp. p,) formally satisfies to the well-posed system:

=€ = AO =y € L*(Q), —p?' = ApY =y — 2,
(x) €7 =0, <resp. (k%) |[p? =0 on X, )
§(T) =0, p(T) =0,

with the mean of a zero corrector. But (x) implies that
1€ L2 0,7 113 () + 1€ L2 0,7 -1(02)) < O
(vesp. (xx) gives ||p”]| 2 (0,7, o) + Hp’yl||L2(0’T;H—1(Q)) <C)
Then &7 — ¢ (resp. p? — p) weakly in L%(0,T; H}(Q)), and by compact-
ness &7 — £ (resp. p? — p) stronly in L?(0,T; L?(2)).
Also,
pV = Ap? =0,
p? =0,
p7(0) = A7(0),
implies that p? — p strong in L?(0, T; L?(2)) by the same arguments, because

. € / N 2
||AV(0)||L2(Q)§;%\—WH§E (W) (O, < C. then A7(0) — A(0) € L*(€).
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We then can announce the theorem:

Theorem 5.3. The no-regret control u for the backward heat ill-posed prob-
lem (5), is characterized by the unique quadruplet {u,&, p,p} solution to the
optimality system:

y—Ay=u, —-Al=y p—Ap=0,
and —p' —Ap=y—z4+p in Q,

y(0)=0, &T)=0, and
p(0) = X(0), p(T)=0 in €,

y=0, £€=0, p=0, p=0 on 3,
and the variational inequality:
(p+Nu,v—u)y>0 WYoel,,

with w € U

ad’

y € L*(0,T; L*(Q)) and
p. py & € L*0,T; H*(Q)NH (), A€ L*(9).

Remark 5.4. As we have seen in this work, the hypothesis (11) is replaced by
the no-regret notion. This method gives another point of view of solving the
control problem of singular distributed systems.
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A Parametric Study of Low Reynolds Number
Blood Flow in a Porous, Slowly Varying,
Stenotic Artery with Heat Transfer

A. Ogulu

Summary. Blood vessels are modelled as porous media in this study. Asymptotic
series expansions about a small parameter, ¢, is employed to obtain the axial velocity
and temperature distributions from which shear stresses at the tube wall and rates
of heat transfer are evaluated. Results obtained, which compare favourably with
previously reported studies, show that the shear stress increases as the distance,
while the rate of heat transfer increases initially, attains a peak value before dropping
to equilibrium value.

1 Introduction

The flow of blood in the cardiovascular system of humans and animals has been
studied by quite a few workers, see for instance, Bestman [1], Latinopoulos
and Ganoulis [2], Misra and Chakravarty [3], Haldar [4], Misra and Chauhan
[5], Haldar and Ghosh [6], Cavaleanti [7], Hung and Tsai [8] and Tay and
Ogulu [9]. The flow of a viscous fluid in a tube of slowly varying section
is of fundamental importance with obvious applications in physiology and
physiological fluid dynamics. Some of the more recent works on blood flow
include Vajravelu et al [10], Filipovic and Kojic [11], Ogulu and Abbey [12],
Mandal [13] and Ogulu [14].

In this study we consider the flow of a viscous fluid, which blood is, in a
tube of slowly varying section to simulate stenosis of the blood vessel. Studies
of this type form an important basis for the early diagnosis and treatment
of heart diseases arising from blockages in the circulatory system. Manton
[15] considered the steady flow in axis-symmetric rigid tubes of slowly varying
radius as a perturbation to lubrication theory.

Ogulu and Bestman [16, 17] proposed a mathematical model for blood flow
during deep heat muscle treatment. This study is an extension of Ogulu and
Bestman [16, 17]. Here we are concerned with the stresses on the blood vessel
arising from heat transfer to the blood vessel regarded as a porous medium
with varying cross-section.
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2 The Problem

The problem is formulated thus, since we are interested only in flow in one
direction (the axial direction) so we consider swell-free blood flow in cylindrical
polar coordinate system (r/, z’) with velocity component w’ such that ' = 0
is the axis of symmetry of the tube where we regard the vessel as a porous
medium and we take into account heat transfer. We know that the wall of
our blood vessel is not rigid but distends and contracts so we define the vessel

wall as
, ez
= —_— 1
= ags ( o ) (1)

In (1) € is a small parameter and ag is a constant, say the radius of the tube.
The modified Navier—Stokes equation governing for the flow which we propose
here are:

ow' N ,ouw’ 7871)’+ 19 (0w N o’
P ot’ pw oz 0z H 7! Or’ " or’ 0z'?
—pgB(T — Ty)sing (2)
oT ow’
r [(at ) o azl] =k ((V?T) = V.q) (3)

where V2 = 6:2 + %82,

k is the thermal conductivity, p’ is pressure, p is the molecular viscosity
and ¢, is the specific heat at constant pressure. In the undisturbed fluid p is
the density, T is the dimensional temperature, g, is the radiative flux vector
and gravitation, g, is assumed to make an angle, ¢ with the radial axis of the
tube. (2) and (3) are to be solved subject to the boundary conditions

w =0; T="T, onr =ags(ez'/ag)
w, T, <oco onr' =0 (4)

Assuming Boussinesq approximation is valid we can write the equation of
state for a Boussinesq fluid as

Poo — P = pocfB (T —Tx) (5)

where [ is the coefficient of volume expansion.

In this study, we describe the heat flux using the general differential ap-
proximation for radiation for a non-grey fluid near equilibrium, Elbarbary and
Elgazery [19], so that the last term in equation (3) can be written as

v.q. :4(T—Tw)7a2 <z];> o)) (6)
0
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« is the absorption coefficient, B is Planck’s constant and A is frequency. For
an optically thin fluid® which blood is, a << 1.
We now introduce the following non-dimensional quantities and parameters.

’ ;_ Q0% / (Ew) ;T T —-Tx (p/ — pOO) ao

r aopr, 2 < ) (Ew ) - ) wa Tw — Too , P NUoo )
HCp pep aoUso wla% gbas (Tw — Two)

Pr=-—~ Pe=—F = =
kT Tk , @ VU ’
160’&0T

Ra = 7

3ak (7)

U is a typical axial velocity, w is the frequency of the driving pressure pulse,
Pr is Prandtl number, Gr is Grashoff number, Ra is the radiation parameter,
Re is Reynolds number, Da is Darcy parameter and ¢ is a small parameter
(e << 1). In virtue of (10) and (11) the governing equations become

ow ow\  Jp 10 ( ow o, 0%w .
aa—i—Rea (waz> =5 + (7’87” (7" 8r) +e 522) —eGrlsing, (8)

00 oT 10 00 020
Pr— +P — ) === (r= — + Ra®6. 9
7 r8t+ 65<w32> r or (T8r>+€822+ “ ©)
o= g is the Womersley number, and Pe is the Peclet number. The bound-

v
ary conditions are now

w=0, =40, onr=s(z),

w,0 < oo onr=0. (10)

The problem therefore depends on the Reynolds number of the flow, Re, the
Grashoff number (or the free convection parameter), Gr, the Peclet number,
Pe, the Womersley parameter, o, and the radiation parameter Ra.

The mathematical statement of the problem is now complete; it embodies
the solution of (8) and (9) subject to the conditions in (10). We see that the
problem depends on oscillation (Womersley parameter), the radiation para-
meter, the Peclet number, the Prandtl number, Reynolds number and the free
convection parameter (Grashoff number).

3 Asymptotic Solutions
Since ¢ is small, we seek a perturbative solution in the form of a power series

in € as in Ogulu [14]. As shown in Bestman [20] a scheme of the type advanced
in (11) converges very rapidly. For the velocity and temperature we put



184 A. Ogulu

w=w (r,2) +ewy (r,2) 4 oeveeeeenn
9290(7‘,2’)—1—801 (T,Z)—i— ..............

While for the pressure we put
1
p= 209 () +5D (r,2) + e (1, 2) a

Substituting (11) into our leading equations we obtain the following sequence
of approximations for the leading terms

Ow  Opy 10 Owg
Uat__az+r8r<rt9r> (12)
00y 10 ( 006y 9
UPrE—rar (rar>—|—Ra 0o (13)
Subject to the boundary conditions
_ 9o (r,0,t) = Ag + Asin (wqt)
az ) )
wog =0, g =0, on r=s(z)
wp, g >0 on r=0 (14)

Ay is the steady state part of the pressure gradient, El-Shahed [18], A; is the
amplitude of the oscillatory part, wy = 27 f1, f1 is the heart pulse frequency.

Continuing our substitutions we obtain the sequence of equations for the
higher approximation as

8w1 8’LUO - 8p1 10 8w1 .
O—W + Re WOW = E + ;5 (Tar> GT90 Sin ¢ (15)
00, 00
g PI‘W + P@ <’U)08Z> = (V2 + Ra2) 90 (16)

The boundary conditions are now

wy=0=60; on r=s(2)
Op1

e (r,0,t) = (17)

4 Solutions for the Leading Approximations

Obviously, po = po (2), only.
We now put

wy = w(()o) (ry z2)+ w(()l) (ry 2, t) F-oeeve e
6o = 980) (ry, 2) + 9((]1) (ry 2, £) 4+ oeeeees (18)
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Substituting (18) into (12) and (13) we obtain the following steady state

equations
o 10 [ ouwy
Po 22 (%o (19)
0z r Or ar
(V2 + Ra) 05" = 0. (20)
With the conditions,
(0)
_ 9 = Ao,w(()o) =0, 9(()0) =6, on r=s(z) (21)

0z

And the following oscillatory state equations

(1) (1) (1)
ow, :_8]90 +1€) r(“)w , (22)
ot 0z r or or
(1)
o Pr agt = (V% + Ra?) 6", (23)
With the conditions
(1)
822 = Asin (w t), wél) =0, 9(()1) =0 on 7r=s(2). (24)

The solution of (19) and (20) subject to the conditions in (21) can be put in

the form
© _ Ao, ()2
Yo = 4 <1 (s) )’ (25)

Jo (Rar)

0(0) = ew
0 Jo (Ras)’

(26)

Where, J,, is the Bessel function of the first kind of order n. (25) gives the
classic Poiseuille flow velocity.

For the solution of (22) and (23), we follow the method in Bestman [20]
writing

1 . —~
1 5 (hoezt + hoezt) ’

9(1 2 (’Y zRat+,y ezRat) (27)

(1) ( (1) eit 4 zt)

Where, we have used a tilde to indicate complex conjugate. When we substi-
tute (27) into (22) and (23) subject to the conditions in (24) gives
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Lopt” [ Jo(Cr)
ho = — 1- 2
" o 0z Jo(¢s) )’ (28)
1 J() (\/ Pr Ra C ’I’) ( )
Yo = - 1- 29
iPr Ra o JO ( /PI‘ RCLCS)
(% = —io, Jy (x) is Bessel function of the first kind of order zero.

5 Higher Approximate Solutions

This order of our approximations is given by (15), (16) and (17). In conformity
with flow in porous media, Tay and Ogulu [9], we drop the inertial terms, hence
we have

Owy  Opr 10 Oowq .
e = t oo (raT ) — Gr bysin ¢, (30)
891 890
oPr Sy e (“%) = (V? + Ra®) 6. (31)

Again we put
wy = w§0) (r,z) + wgl) (ryz,t) 4+ ..o

0 =0 (r,2) + 00 (r 2 t) + ... (32)

Then (32) separates into

39(1) 89(1) o
o Pr—— + Pewy—2— = (V? + Ra?) 6, (33)
©)
Pewy 822 = (V? + Ra®) 9§0) (34)

And (32) separates into

owM ol 10 [ owl '
Tor T s Trar e | GO sme. (39)
(0)
0 — _% + 20 — 6ro® sin g. (36)

On solution of (33)—(36) subject to appropriate boundary conditions we obtain
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© 2] Gro Jo (Rar)
o__Pp T T 0w 0 .
w1 i1 {1 B (g) } * Ra {1 ~ Jo(Ra s)] sin ¢, (37)

(0) _ ' J Ao r r rJi(er)
6" = Pe b, {4 |:1_1582:|_ 22 |:1 2J0(<$)] [C_1:|

e f- - b ne) 1)

(1) 2
1) IO (C’I") Gr 1
wi =g (T ) )+iPrRaU [\/PriRaC_l}
A WPTRIT)\ L) (| sh (VPrRaG)\
2y (VPr Racs) ) 1o(Cs) \" 2Jo (v/Pr RaCs) ’

(39)

(1) _ p, g0 ) Ao 1 rJi(¢r)] [1
07’ = Peb, { 1 [1 - 1552] - 22 {1 B 2Jy (Cs)} [C _1]

) Jo (227) ] Ao 52 p(()l) sJ1(Cs 1
—Fef Jo(Qs){ﬁl[llfJ ¢ [ 2o 48} {cl]
40)

02 = (Ra2 + CzPr) and a prime here is used to denote differentiation with
respect to z.

Having obtained the expressions for the axial velocity and the temperature
we can terminate the solution of the order 1(¢) problem here without loss of
generality.

6 Shear Stress and Heat Transfer

We can define the shear stress at the wall 7, as

dw
e |:_Ndr:| r=s(z) (41)

and the local rate of heat transfer ¢, as

do
. , 42
4 |:d’l“:| r=s(z) ( )
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7 Results and Discussion

In the previous three sections we have formulated and solved asymptotically
the problem of blood flow as obtained during deep heat muscle treatment
modelling the blood vessel as a porous medium. For the purpose of this nu-
merical discussion we shall only consider a locally dilating tube of the form
s = e*. For the wall temperature of the blood vessel we take 6, = 2, and
z = 0 we shall assume is the entrance to the aorta.

We shall only focus on the shear stress and the rate of heat transfer at the
wall of the vessel since the other effects are discussed in the literature. (See
for instance Ogulu [14].) Figures 1, 2, and 3 show the effect of shear stress
variation with time at different locations where we observe an increase in the
shear stress as z, the position increases. For any chosen position (constant
z), we observe very little variation in the shear stress as time increases for a
normal heart. Further we observe from Fig. 3 that when f; is increased from
0.6 to 1.2 the shear stress begins to oscillate for large values of z.

Figures 4 and 5 show the rate of heat transfer at the wall for different times
and locations. The rate of heat transfer increases slightly as time increases but
rapidly as the radiation parameter and the position are increased.

-0.05

Wall shear stress 1,

01 02 03 04 05 06 07 08 09 1

-0.35 L i 1 1
0

time t

Fig. 1. Variation of wall shear stress with time for different locations, fi = 0.6
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shear

Fig. 2. 3-D Plot of variation of wall shear stress with time for different locations,
f1=0.6Hz

Fig. 3. 3-D Plot of variation of wall shear stress at different locations f; = 1.2Hz
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Fig. 4. Variation of wall rate of heat transfer with time for different values of the
radiation parameter Ra
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Fig. 5. 3-D plot of wall rate of heat transfer variation with time for different values
of the radiation parameter Ra
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Stability of Generalized Convexity
and Monotonicity

P.T. An

Summary. It was shown that well-known kinds of generalized convex functions
(generalized monotone maps, respectively) are often not stable with respect to
the property they have to keep during the generalization. Then the so-called
s-quasiconvex functions, s-quasimonotone maps and strictly s-quasiconvex functions
were introduced in Optimization, vol. 38, vol. 55 and Journal of Inequalities in
Pure and Applied Mathematics, vol. 127, respectively. In this paper, some stabil-
ity properties of such functions and a use of s-quasimonotonicity in an economics
model are presented. Furthermore, an algorithm for finding the stability index for
strict s-quasiconvexity of a given continuously twice differentiable function on IR!
is presented.

1 Introduction

Convex functions belong to the most important objects investigated in math-
ematical programming. They have many interesting properties, for instance:

(L) Each lower level set is convex

(M) Each local minimizer is a global minimizer

(S) Each stationary point is a global minimizer

(E) If the considered function attains global maximum on a compact convex
set then it attains global one at least at one extreme point of this set.

Definition 1.1. A function f : D C IR™ — IR is said to be stable with respect
to some property (P) if there exists € > 0 such that f + £ fulfill (P) for all
linear function & satisfying ||€]| < e.

It was shown in [14] that well-known kinds of generalized convex functions
are often not stable with respect to the property they have to keep during the
generalization, for example, quasiconvex functions (pseudoconvex functions,
respectively) are not stable with respect to the property (L) ((S), respectively).
Then the so-called s-quasiconvex functions were introduced by Phu
n [14]. They are stable with respect to the properties (L), (M) and (S).
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A subclass of s-quasiconvex functions, namely strictly s-quasiconvex func-
tions which guarantee the uniqueness of the minimizer was introduced
in [2].

Various kinds of generalized monotonicity were introduced (see [8, 9]).
Among others, pseudomonotonicity was introduced by Karamardian in 1976.
This concept is used in economics. We now denote IRZ, the subset of IR"™ with
all positive coordinates. In an n-good competitive economy, F': D C IRY; —
IR™ is said to be an excess demand if it is homogeneous in p € D and satisfies
Walras’ Law (see [5, 6]). In [11] John showed that a demand which yields a
pseudomonotone excess demand if it is combined with an arbitrary supply (in
particular, a constant function) is necessarily monotone.

There arises a question: What kind of a demand is it if “arbitrary supply”
is replaced by “supply with sufficiently small norm”?

Definition 1.2. A map F': D C IR™ — IR" is said to be stable with respect
to some property (P) if there exits € > 0 such that

F(z)+a satisfies (P) whenever |all <e

(a € R™).

The supremum of the set of all € in Definitions 1.1-1.2 is called the stability
indez for the property (P) of f (of F', respectively) and is denoted by sy (sp,
respectively).

In [1] we showed that quasimonotonicity and pseudomonotonicity are
not stable with respect to their first-order characterizations and introduced
the notion of s-quasimonotonicity. In [3] we showed that a demand which
yields a pseudomonotone excess demand if it is combined with a supply
(in particular, a constant function) with sufficiently small norm, is neces-
sarily s-quasimonotone. In this paper some properties of s-quasiconvex func-
tions and s-quasimonotone maps are presented in Sects.2 and 3. A use of
s-quasimonotonicity in an economics model is presented in Sect. 4. The prob-
lem to find the stability index for strict s-quasiconvexity of a given contin-
uously twice differentiable function f on D C IR' is presented in Sect.5.
Algorithm to find the stability index for s-quasiconvexity of a given f (for
s-quasimonotonicity of a given F, respectively) on D C IR' can be introduced
in the same manner. Some questions and future tasks are given in Sect. 6.

Before we start the analysis, we recall some definitions and properties
from [8, 13]. Let F : D C IR™ — IR™ and D be convex. Denote by T the ma-
trix transposition. We recall that f is convex (strictly convex, respectively)
if for every xo,z1 € D, X €]0,1[, we have f(zx) < (1 — A)f(zo) + Af(z1)
(f(xa) < (L =X)f(xo) + Af(z1), respectively). f is quasiconvex (strictly qua-
siconvex, respectively) if for every zg,z1 € D, A €]0,1[, we have f(z)) <
max{f(zo), f(z1)} (f(zr) < max{f(xo), f(x1)}, respectively), where z: =
(I=XN)xo+Azy. It is well-known that f is quasiconvex if it has the property (L).
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A differentiable function f is pseudoconvex if for every zg,z1 € D,

f(z1) = f(zo) <0 implies (z1 —0)” v f(z0) < 0.

Obviously, if z* is a stationary point of f (i.e., 7 f(z*) = 0), then 2* is a
global minimizer of f. Thus, such a function has the property (S).
F is called quasimonotone if for every xg,x1 € D,

(z1 — x0)T F(x9) >0 implies (z1 — x0)" F(x1) > 0.
F is called pseudomonotone if for every xg,x1 € D,
(1 —20)T F(x0) >0 implies (21 — 20)T F(z1) > 0.

In [8], Karamardian and Schaible showed that a differentiable function f is
quasiconvex (pseudoconvex, respectively) if gradient 5/f is quasimonotone
(pseudomonotone, respectively).

2 S-Quasiconvex Functions

We recall the definition of s-quasiconvex functions (“s” stands for “stable”).

Definition 2.1. ([14]) f:D C R"™ — IR is said to be s-quasiconvex if there
exists o > 0 such that
f(@o) — f(z1) <5 f(ax) = f(z1)

= == 2§
w0 — 2| [2x — 21

for |6 < o,x0,x1 € D, # 21,27 = (1 — N+ Axy and X € [0, 1].

Clearly, every convex function is s-quasiconvex and a s-quasiconvex func-
tion is quasiconvex.

Theorem 2.2. ([14]) Suppose f: D C R™ — IR.

a) [ is s-quasiconvez iff f is stable with respect to quasiconvezity;
b) [ is s-quasiconvex iff f is stable with respect to s-quasiconvexity.
Let us recall the concept of strictly s-quasiconvez functions.

Definition 2.3. ([2]) f:D C IR" — IR is said to be strictly s-quasiconvex
if there exists o > 0 such that

flwo) = fler) _ 5 flon) = fl@) <5
|zo — 21| zx — 21|

for |6| < o,x0,x1 € D, # 21,27 = (1 — N)xo + Ax1 and X €]0,1].
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Clearly, a strictly convex function f is strictly s-quasiconvex. Further-
more, every strictly s-quasiconvex function is s-quasiconvex and every strictly
s-quasiconvex function is strictly quasiconvex. A complete description of the
relations existing between strictly s-quasiconvex function, s-quasiconvex func-
tions and known generalized convex functions was given in [2].

Theorem 2.4. ([2]) Suppose f: D C R" — IR.

a) f is strictly s-quasiconvex if f is stable with respect to strict quasiconvexity;
b) f is strictly s-quasiconvex if f is stable with respect to strict s-
quasiconvezity.

It follows from the proof of Theorem 2.4 (see [2]) that the supremum of
the set of all o in Definition 2.3 of the strictly s-quasiconvex function f is s;.
Hence, if f is strictly quasiconvex then sy = +oo for strict s-quasiconvexity.

Our next objective is to give a necessary and sufficient condition for a
continuously differentiable function to be strictly s-quasiconvex.

Theorem 2.5. ([2]) A continuously differentiable function f on D C IR"™ is
strictly s-quasiconvex if there exists a > 0 such that f is strictly convex on
every segment [xo, x1] satisfying

T
T —T
gi(x,\) <a forall z € [xo,x1].
[[1 — 2ol
In the proof above, to prove the sufficiency we set o: = € and to prove the
necessity we set e: = o (see [2]). Therefore, sy is the supremum of the set of

all a. It follows directly from Theorem 2.5 the following

Corollary 2.6. A continuously differentiable function f on D C IR is
strictly s-quasiconvez iff there exists o > 0 such that f is strictly conver on
the level set

L(|f'l,e): ={x e D:|f'(x)| <o}

Furthermore, sy = sup{c : f is strictly convex on L(|f'|,a)}.

3 S-Quasimonotone Maps

Let us recall the concept of s-quasimonotone maps.

Definition 3.1. ([1]) F: D C IR" — IR™ is s-quasimonotone if there exists
or > 0 such that

(1 —z0)"
21 — 2ol

(w1 — o)
Flog)>6 = 22 p(y)>56
= ool T

for |6| < op,xo, 21 € D.
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Obviously, every monotone map is s-quasimonotone. By setting § = 0,
every s-quasimonotone map is pseudomonotone.

Stability with respect to pseudomonotonicity (or s-quasimonotonicity) is
a necessary and sufficient condition for a map to be s-quasimonotone.

Theorem 3.2. ([1]) 1) F is s-quasimonotone iff F is stable with respect to
pseudomonotonicity.
2) F is s-quasimonotone iff F' is stable with respect to s-quasimonotonicity.

We now establish a relationship between s-quasimonotonicity and s-
quasiconvexity.

Theorem 3.3. ([1]) Suppose that f is continuously differentiable. Then f is
s-quasiconvex iff N7 f is s-quasimonotone.

Note that not all s-quasimonotone maps arise as gradients of s-quasi
-convex functions. For example, consider F(x): = (1,22 + ¢(x1)), « =
(x1,72) € IR?, where ¢ is a differentiable function of the univariable z; € IR
such that |¢p(z1) — ¢(z})| < |z1 — 2| for all z1,2) € IR! (see [10], pp. 208
209). Then F is monotone therefore it is s-quasimonote while there is some ¢
such that F' does not arise as a gradient of any function.

Proposition 3.4. ([1])

(1) A univariate polynomial F of even degree is s-quasimonotone iff F' has
no 100ts.

(2) A univariate polynomial F of odd degree is s-quasimonotone iff the
coefficient of highest power in F is greater than 0 and F has a unique
T00%.

It follows directly from Theorem 3.2 and Proposition 3.4 the following
Corollary 3.5.

(1) A univariate polynomial f of odd degree is s-quasiconvezx iff 7 f has
no T00ts.

(2) A univariate polynomial f of even degree is s-quasiconvez iff the co-
efficient of highest power in </ f is greater than 0 and ~/f has a unique
T00¢.

4 A Use of S-Quasimonotonicity in an Economics Model

In an n-good competitive economy, Z : P C IRY; — IR" is said to be an excess
demand function if it is homogeneous in p € P, i.e., Z(p) = Z(Ap), A > 0 and
satisfies Walras’ Law, p? Z(p) = 0. The following property is called Wald’s
Axiom:

pge P, ptZ(q) <0and ¢"Z(p) <0 = Z(q) = Z(p)

(see [5, 6]). Some strong versions of Wald’s Axiom were given in [4, 7, 12],
... A strong version of Wald’s Axiom is introduced in [3] as follows:
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do > 0 such that

pg€D, [§|<o
F(q) # F(p),q"F(p) —6 <0

By setting § = 0, the version above implies Wald’s Axiom. Moreover, this
version is actually stronger than the Wald’s Axiom. To see it, in [3] we consider
Z : P C IR?2 — IR? such that

2 = (1 2L )

P2 D2 D2

} = p'F(q)+d>0.

where P: =]0,2]x]0,2] and f(z) = 2* (2+sin1),z > 0. Then Z satisfies
Walras’ Law and it is homogeneous in p € P. Z satisfies the Wald’s Axiom.
But Z does not satisfy the strong version of Wald’s Axiom (see [3]).

Theorem 4.1. ([3]) S-quasimonotonicity of —F is equivalent to the strong
version of Wald’s Axiom.

By Theorem 4.1, we get directly the following result.

Proposition 4.2. ([3]) A demand which yields a pseudomonotone excess de-
mand if it is combined with a supply (in particular, a constant function) with
sufficiently small norm, is necessarily s-quasimonotone.

5 Stability Index of Generalized Convex Functions

First of all, it is of interest to know if s; = +oo (for strict s-quasiconvexity)
implies that f is strictly convex.

Proposition 5.1. f: D C IR" — IR is strictly convex iff f + & is strictly
quasiconvex for all linear functional £ on IR™.

Proof. Clearly, if f is strictly convex then f+ ¢ is strictly convex for all linear
functional £ on IR™ therefore f + £ is strictly quasiconvex. Conversely, we
prove that f is strictly convex if f + £ is strictly quasiconvex for all linear
functional £ on IR™. Let zg,x1 € D, and choose a linear functional £ on IR™
such that &(x1 — xo) = f(zo) — f(z1). Since f + £ is strictly quasiconvex, for
any x) = xg + M@ — xg) with A €]0,1[, it holds

(f +8(w0) > (f +&)(xr) = fza) + A(21 — 20) + &(20)
f(@x) + A(f(zo) — f(21)) + &(20).

This yields that
f@a) < (1 =A)f(zo) + Af(x1).

Hence, f is strictly convex. O
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Corollary 5.2. f:D C IR" — IR is strictly convex iff sy = 400 for strict
S-quasiconvexity.

Proof. 1t follows directly from Theorem 2.2 and Proposition 5.1. O
It follows from Corollaries 2.6 and 5.2 the following

Corollary 5.3.  Suppose that continuously differentiable function f : D C
R' — IR is strictly s-quasiconvez. If it is not strictly convez, then the set of
all o > 0 given in Corollary 2.6 is bounded above.

Proof. Assume the contrary that the set of all & > 0 given in Corollary 2.6 is
not bounded above. Then, s; = +o0 and therefore, by Corollary 5.2, f must
be strictly convex, a contradiction. O

Algorithm

Given continuously twice differentiable function f : D C IR! — IR, small-
est double precision real number z,,;, allowed by a compiler, and step length
. Find the stability index s# for strict s-quasiconvexity of f.

1. If f is strictly convex on D (i.e., f”(xz) > 0 for all x € D) then, by
Corollary 5.2, sy = +oo. STOP.
Else, choose the initial o > zp,5, and flag: = 0.

2. If f is strictly convex on L(|f'|,a): ={z € D : |f'(z)| < a} (i,
f’(z) >0 for all z € L(|f'],a)), set flag: =1 and a: = a+ 7,
go to 2.

3. If flag: =0, go to 4.
Else, set sy = a —~. STOP.

4. Set a = a — . If a < z,;, then f is not strictly s-quasiconvex,
sg: =0. STOP.

5. If f is strictly convex on L(|f|,«) (i-e., f"(z) > 0 for all x €
L(|f'], ®)), set sy: = a. STOP.
Else, go to 4.

Note that the set L(|f’|, &) above is convex ([14]). By virtue of Corollary 5.3,
the algorithm stops after a finite number of steps. Algorithm to find the sta-
bility index for s-quasiconvexity of a given f (for s-quasimonotonicity of a
given F, respectively) on D C IR! can be introduced in the same manner.

6 Some Questions and Future Tasks

An exhaustive study of stability of generalized convexity and monotonicity is
impossible here. Actually, there arises some questions and future tasks:

1. A suitable replacement of inequalities by strict inequalities, as in
Definition 3.1 of s-quasimonotonicity, gives rise to new type of gener-
alized monotonicities which is also stable.
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To find the stability index in case D C IR™, n > 1, is still open.
What kinds of generalized convex functions are stable with respect to the
property (E)?

. In Definition 1.1 (Definition 1.2, respectively) the disturbance is linear

(constant, respectively). Stability investigation in case of nonlinear dis-
turbances (nonconstant disturbances, respectively) will be considered.

. Stability investigation for generalized convex vector valued functions will

be considered.
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Are Viscoelastic Flows Under Control
or Out of Control?

M. Renardy

Summary. We discuss the controllability of viscoelastic shear flows. Both linear
and nonlinear results are reviewed. An interesting aspect of the problem is that the
nonlinear problem introduces new stress components which are automatically zero
in the linear case. It is therefore a challenging problem to determine to what extent
these stresses are controllable.

1 Introduction

Many engineering problems are concerned with steering a system in a desirable
direction by using inputs we can control. In the context of fluid dynamics, for
instance, the process of filling a mold aims to direct the flow inside the mold by
controlling the flow at the inlet. Active control of turbulence aims to suppress
turbulence by blowing or sucking air at certain locations.

Mathematical control theory is an abstraction of such problems. In control
theory we consider a system governed by differential equations which we want
to steer from a given initial condition to a desirable outcome, using an input
from a given class. There are a number of possible ways to make this notion
precise and formulate mathematically well-defined problems. In this paper,
we focus on the notion of controllability. A problem of controllability has the
form

j::(j)(.]?,f), (1)

where x lies in some Banach space X and the control f lies in another Banach
space Y or a subset thereof. We are given an initial condition x(0) = xo and
a desired final state z(T") = xy. We want to choose f(t) in such a way that
the state z ¢ is reached at time 7. If this is always possible with an admissible
control, we call the system controllable.

Linear control problems have the form

&= Az + f(1). (2)
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Of course, if f(t) is completely arbitrary, the system is trivially controllable.
In applications, however, we are interested in the case where f is restricted
to a subspace. In the context of partial differential equations, f is usually
restricted to a subset of the spatial domain or to its boundary.

In problems arising from continuum mechanics, a possible choice of control
is a body force added to the equation of momentum balance. An extensive
literature has developed on controllability of such systems in classical fields of
continuum mechanics, such as the Navier—Stokes equations or elasticity. The
author’s recent work has been concerned with viscoelastic flows, which raise
fundamentally new issues.

Some results on controllability of linear viscoelastic media appeared in
the 1980s [2-5]. in those papers, the viscoelastic medium is treated as a per-
turbation of the elastic case and the variables which are controlled are the
displacement (if the material is a solid) and velocity. This misses an impor-
tant issue, however. In contrast to elasticity, displacement and velocity are
not sufficient information to determine the future evolution of a viscoelastic
medium; in particular, zero displacement and velocity do not guarantee that
the stresses are zero either at the present or at any future time. In practice,
controlling stresses can actually be more important than controlling the mo-
tion; for instance in a manufacturing process stresses can cause subsequent
deformation or damage.

In [1], the authors study linear viscoelastic fluids of Maxwell or Jeffreys
type. For those equations, the state of the system is characterized by veloc-
ities and viscoelastic stresses, and the authors state an affirmative result on
controllability. Unfortunately, their results do not hold as stated. Consider,
for instance, the linear Maxwell fluid, with a constitutive law given by

T, + AT = u(Vv + (Vv)T), (3)

where T is the stress tensor and v is the velocity. It is obvious from this
constitutive equation that, if at any time T is the symmetric part of the
gradient of a vector field, then this will also be so at later times. At best,
therefore, T can be controlled within the subspace of those tensors which are
symmetric parts of the gradient of a divergence-free vector field, in contrast
to the theorems announced in [1]. It is likely that a suitably corrected version
of the results in [1] holds.

This raises new questions, however. For nonlinear models of viscoelastic
flow, it is in general not the case that T is the symmetric part of a gradient.
Hence we encounter a situation where the linear problem has an invariant
subspace which does not persist in the nonlinear case. Controllability in the
linear case is restricted to this invariant subspace, and we are left with no
intuition from this what to expect in the nonlinear case. Indeed, elementary
examples show that there are many possibilities. Consider, for instance the
system

i=—x+f(t), y=$2, (4)
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with initial and final conditions

z(0) =z,  y(0)=yo, x(T)=ws,  y(T)=ys. (5)

If we linearize, i.e. neglect the z2-term, then it is clear that we can control the
x variable, but on the other hand y; = yo no matter what f is. On the other
hand, if we include the z?-term, we can reach any final state with Yyr > Yo,
with equality possible only if g = 2y = 0. We shall encounter situations in
viscoelastic flows which behave essentially like this elementary example.

In the rest of this paper, we shall consider viscoelastic shear flows. The
flow domain is the interval 0 < z < L, and the equation of motion is

pur = 7z + f(z,1), (6)

where v is the velocity, 7 is the shear stress, p is the density, and f(x,t) is
a body force (the control) which can be prescribed on some subinterval [a, ]
of [0, L]. For simplicity, we shall consider homogeneous Dirichlet boundary
conditions for the velocity: u(0,t) = u(L,t) = 0.

We shall consider linear and nonlinear problems. In the linear case, we
shall assume that the shear stress is related to the velocity by a multimode
Maxwell model, i.e.

T(z,t) = Zﬁ(%t)a Ai(Ti)t + Ti = pitta, (7)
i=1
where \; > 0, p; > 0, and all the A; are different. We allow one of the \; to
be zero, which corresponds to a Newtonian contribution to the stress.
In the nonlinear case, only single-mode models have so far been analyzed.
For these models, we have a system of differential equations of the form

T = g(Taux)v (8)

T:(Z;) (9)

The components ¢ and @, known as normal stresses, are simply zero if the
system is linearized, but in the nonlinear problem they become nonzero. It
turns out to be a nontrivial problem in general to characterize the values
which they can take.

and T is a matrix of the form

2 Linear Controllability

Controllability of linear shear flows was analyzed in [6], and we refer to this
paper for further details and proofs. We note that homogeneous boundary
conditions for the velocity imply that
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L
/ Ug(z,t) dx = 0, (10)
0

and we shall impose the corresponding condition

L
/ Ti(x,t)der =0 (11)
0

on the shear stress for the rest of this section. We denote by LZ(0,L) the
space of those functions in L?(0, L) which satisfy this integral constraint. For
the case of a single relaxation mode, we have an exact controllability result
analogous to those known for the wave equation. Indeed, the problem can be
recast in a form equivalent to a lower order perturbation of the wave equation,
which forms the basis (see [9]) of the following result from [6].

Theorem 2.1. Assume T > 2 ”N—)‘max(a,L —b). For any choice of initial
conditions

u(z,0) = ug(z) € L*(0,L), 7(x,0) = 7o(x) € LE(0, L), (12)
there exists f € L*((a,b) x (0,T)) such that the solution of the problem
puy =T+ fy AT+ T = pug, (13)
with initial conditions
u(z,0) = ug(x) € L*(0,L), 7(x,0) =7o(x) € L3(0, L) (14)
and boundary conditions
u(0,t) = u(L,t) =0 (15)
satisfies
w(z,T) =71(z,T) = 0. (16)

We note that if we can control to the final condition uy = 7y = 0, we can
control to any other final state, because the initial value problem is well-posed
in both directions.

There is also an exact controllability result for several relaxation modes,
but only in the case where the control is available on the entire interval [0, L].
To state such a result, we need to be careful about identifying the right reg-
ularity assumptions. For concreteness, we focus on the case of two relaxation
modes; the general case is analogous (as long as none of the relaxation times
are zero). We thus consider the system

pPUt :Ta:+az+f(x7t)
AT+ T = iUy,
A20t + 0 = loUy. (17)
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For the further discussion, it is convenient to introduce the new variables

A A
T+ 0 =p, —177—20:(1. (18)
M1 M2

In these new variables, we have the following regularity result; note that
p and g are treated differently in this result.

Theorem 2.2. Assume that f € L*((0,T); L?>(0, L)) and that the initial data
satisfy ug € L*(0,L), po € L3(0,L), qo € L3(0, L) N H(0,L). Then (17) has
a solution with the regularity uw € C([0,T]; L*(0,L)), p € C([0,T]; L§(0, L)),
g € C([0,T]; L2(0, L) N H'(0,L)).

The corresponding result on controllability is the following.

Theorem 2.3. For any initial data u(-,0) = ug € L?(0,L), p(-,0) = pg €
L3(0,L), and q(-,0) = qo € L3(0,L) N H(0,L), and any T > 0, there exists
f € L*((0,7); L?(0,L)) such that the corresponding solution of (17) satisfies
u(vT) = p('aT) - Q('vT) =0.

For multiple relaxation modes and control on a part of the interval, we
can prove a result on approximate controllability.

Theorem 2.4. Let

(19)

y‘?;

and assume that
T > 2+/p/Gmax(a, L —b). (20)

For any given initial data u(-,0) = ug € L*(0,L), Ti(',()) 9 ¢ L3(0,L),
there is a dense set of final states uy € L*(0,L), (7:) ( ) which can
be reached at time T with some control f € L*((a,b) x ( , ))

~

3 Nonlinear Controllability

For nonlinear shear flows, the stress has more than one non-zero component.
Linear results therefore tell us nothing about controllability of the nonlinear
problem, even for small data. In general, we can expect it to be quite difficult
to characterize the set of states which can be reached from a given initial
condition. The simplest case which can be considered is that of homogeneous
shear flow. In [7], this problem was consider for a number of popular consti-
tutive models. In homogeneous shear flow, the velocity gradient is given by

Vu = (8 ﬁg)) : (21)
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and the stress tensor is

T= (i ;) . (22)

We regard the shear rate +(t) as the control which we are free to pick, and
we want to characterize the set of stresses which can be reached for a given
constitutive model.

The models considered in [7] include the following:

1. The upper convected Maxwell (UCM) model:
T — (Vu)T — T(Vu)? + AT = p(Vu + (Vu) 7). (23)
2. The Phan-Thien-Tanner (PTT) model:
T — (Vu)T — T(Vu)? + AT 4 s(tr T)T = u(Vu + (Vu)?).  (24)
3. The Giesekus model:
T — (VO)T — T(Vu)? + AT 4 £T? = u(Vu + (Vu)?).  (25)
4. The Johnson—Segalman (JS) model:

()T + T(ve)) -

+ AT = p(Vu+ (Vu) ™). (26)

T —

(Vu)''T + T(Vu))

For the case of homogeneous shear flow, the UCM model assumes the
following form:

=214+ Ao =0,
=3+ AT = ud,
O+ Mp=0. (27)

Clearly, ¢ is unaffected by the shear rate and will be zero for all time if
we assume that the flow history is also one of shear flow. Concerning the
remaining stress components, we note that

%(MO’—TQ) = —Npuo —1%) + M2, (28)

It follows that
t
po(®) = 7(0)? = Mo (0) ~ () + A [ NI s, (29)
0

and hence, at the final time T', we have

po(T) = (T)* = e (na(0) — 7(0)%), (30)
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with equality possible only if 7 is zero throughout the interval (0,7"). On the
other hand, we can pick a function 7(¢) such that

T
H0)=A  =(T)=B, /0 AT (9245 = ¢ (31)

with arbitrary choices of A, B and C' > 0 (with C' = 0 also possible if A =
B = 0). Having chosen such a 7, we can then define 4 by the second equation
of (27). Hence the set of attainable states (o(T),7(T)) is defined precisely by
the inequality (30).

Hence the attainable stresses for the UCM model form a subset of a two-
dimensional manifold (i.e. ¢ = 0), which is defined by the inequality (30). For
the PTT, Giesekus, and JS models, the result is qualitatively similar, although
the analysis is more complicated. That is, the attainable stresses are also a
subset of a two-dimensional manifold which is characterized by an inequality.
For specifics, I refer to [7].

Inhomogeneous shear flows are far more difficult to analyze. Only the
upper convected Maxwell model has been studied at this point [8]. That is,
we consider the system

pUt = Ty + f(xvt)a
Ty = —AT + [y,
or = —A0 + 27Uy, (32)

with homogeneous boundary conditions for u, initial data at time ¢ = 0 and
final conditions at time ¢ = T'. The body force f is the control we can adjust.
Clearly, a necessary condition is that the inequality (30) is satisfied pointwise
for every z, and it is natural to ask whether this condition is sufficient. In
[8], it is shown that this is indeed the case if the control f is applied over the
entire spatial interval [0, L]. If, on the other hand, the control is applied only
on a subinterval, then the attainable stresses satisfy other constraints which
are not of a pointwise nature.
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On Topological Optimization and Pollution
in Porous Media

I. Faye, A. Sy, and D. Seck

Summary. Using the tools of topological optimization, we propose a method for
the location of pollution in the porous media. Thus we propose a modeling of the
problem and we study the nonlinear partial differential equation arising in the model.

1 Introduction

In this paper we deal about the location of the pollution in a porous medium.
This type of problem may arise in agriculture. More generally, it may be meet
when we manipulate chemical products. For illustration let us consider the
water under the soil. If some chemical product is injected in the soil, the
chemical body goes through the soil until reaching the water. In our world,
drinkable water is nowadays rare resources. And it would be interesting to try
to understand the evolution of the pollution in the water. It is obvious that
this topic is studied by scientists. But we are not aware that people study these
problems by using topological optimization. It is important to remark that
these problems can be interpreted as inverse problems. In fact the problem is
to quantify the rate of pollution in the water under the soil after measuring
the quantity of the pollution on the accessible boundary.

Typically our aim is to locate the concentration of the pollution. For this,
we use tools of topological optimization to get the distribution of the pollution
in the porous media.

What is topological optimization? It is a topic belonging to the family of
shape optimization. The goal in shape optimization is to optimize a criteria
depending on the domain (or the design of the domain) in which state equa-
tions are verified. Most of the time these state equations are partial differential
equations.

In classical shape optimization, the aim is to get an optimal condition
without modifying the topology of the domain.

Unfortunately it is not always possible to get the best shape of the domain
conserving however its topology.
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There are some problems in classical shape optimization which don’t get
solution if there are not additional restrictive assumptions on the class of
domain.

In relaxation theory and homogenization theory the problems studied
could allow to overcome this gap that classical shape optimization lies around
in some cases. But it is important to note the large progress that the classical
shape optimization provide in industry (for example the improvement of the
shape of wings of planes, cars, etc.), in mechanics, etc.

To take account other problems which cannot be treated by classical shape
optimization, there is the advent of topological optimization. Here, it is pos-
sible to optimize the domain (to get an optimality condition) by changing the
geometry and the topology of the domain. And it is important to emphasize
that in that topic it is possible to change the topology by putting a hole.
And on the boundaries of the holes on can even put Dirichlet or Neumann
conditions.

In this paper, we focus our analysis on the pollution problem. But it would
be interesting to use topological optimization in thermo-elasticity, evolution
of tumor, image processing. We are about to end some works on these topics
cf. [6, 12, 15].

This paper is organized as follows: In Sect.2 we give a model from which
we will do mathematical analysis. In Sect. 3, we study nonlinear partial dif-
ferential equations coming from the model in the stationary case. Section 4
is devoted to topological optimization. This section gives theoretical results
in asymptotic analysis. These results allows us to get ideas and information
about the topological variation of the domain. In Sect. 5, we will present nu-
merical simulations which give the location of the pollution.

2 A Model

Let D be a porous medium. Let us introduce, for z € D and t € (0,77) 11 > 0
is a fixed time

g(x,t) the effective porosity given by

dvi

ela,t) = dViotal |

where dV] is an element of the volume of the fluid and dV;,tq; an element
of the total volume
o(x,t) the porosity given by

v,

olet) = o7

where dV,, is an element of the volume of the vacuum and ¢ the Darcy
velocity vector given by
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q=¢V,

where V' is the velocity vector of the fluid.

) is considered as an elementary domain of a porous domain D.

We have M(Q,t) = [, dm; dm is an element of the mass of the fluid.
dm = p(x,t)e(x,t); p(x,t) is the fluid density of the solution.

For our model we will use these notations: ps(kgm=2) the fluid density of
the solution given by

o dmsolution

Ps = .
dvsolution

W(x,t) the fraction of the mass (concentration):

d sotute
W (x,t) = —Nsolute

dmsolution

dMgorution 15 an element of the mass of the solution and dmgopyute 1S an
element of the mass of the pollutant.

2.1 The Conservation of the Mass of the Solution

We have

d o d _ dvsolutiond
Msolution = Ps@Usolution = Ps d Vtoal
Vtotal

= Psg(x, t)dvtotal
Msolution(Q7 t) = / dmsolution = / PsEdI-
Q Q

The principle of conservation of the mass stipulate that the variation of the
mass in 2 is equal to the flux through the boundary of Q with velocity V'

dMso ution )
dMsotution (%, 1) — _/ pseVudo.

Hence,

/ g(pse) +/ pseVvdo =0 .
o Ot o9

By the Green formula we obtain

/(Q(pse) + div(peeV))dz =0 ¥ QCD.
A7

Hence 5
% +div(psq) =0 inD. (1)
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2.2 Conservation of the Mass of Pollutant Liquid

Here we consider for example that our pollutant liquid is: water + chemical
concentration (it is homogeneous). By the formula given W (z,t) we have

dmsolute = W(£E7 t)dmsolution = W((E» t)ps (LC, t)&f(l’, t)dvtotal

M(Q7t):/dmsolute:/Wpsgd{IJ.
Q Q

We use the principle conservation of the mass. This imply that

0
/(—(Wp55)+div(Wpsq+J))d:r = 0,
q Ot

where J is the flux of dispersion diffusion. Hence

%(Wpss)—l—div(Wpsq—i—J) =0 VQcCD

%(Wpsa) +div(Wpsg+J) = 0 inD. (2)

2.3 Conservation of the Momentum

If the porous medium is homogeneous the Darcy law is given by
K
q= —;(Vp + psges)

where e is third vector of the canonical basis of R?; p is the pressure, gez = §
is the gravity field, K the intrinsic permeability tensor, u the dynamic viscos-
ity and K/p hydraulic conductivity. We will assume the following ellipticity
condition:
%(x)ff > o1/€]|%; a1 is a positive constant.

If we have some weak concentration the flux of dispersion diffusion J is

determined by the Fick law
J=—psDVW |

where D be the tensor of dispersion diffusion. We assume also the ellipticity
condition D = (d;j)1<i j<n; dij&i&; > aol|€]|?, where ag a positive constant.

Remark 2.1. ps = ps(T,p, W). For our study we suppose that ps satisfy the
relation

ps = poexp(Br(T — To) + Bp(p — po) + VW),

here (7, B, et v are constants; p designates the pressure of the fluid, T' the
temperature and W the concentration. pg = p(Tp, po,0) is a reference den-
sity; Ty and pg are respectively the reference temperature and the reference
pressure. This expression is used in engineering science see for instance [14].
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Finally we have a system of equations

0= + div(pg) = 0
g+ div(pWa+J) =0

J = —p, DVW . 3)
ps = poexp|fr (T — Ty) + Bp(p — po) +YW]
g =—5(Vp+ psges)

Remark 2.2. The porosity € of the medium can be given by many laws. We
can quote [16]

1. The Garner law(1958) given by

_ Es —Ep
1+ (ah)?
€ =g, for h>0

€ + & for h<0

2. The Brooks and Correy law (1964) where

h
e= (g5 — sr)(h—o)ﬂ +er for h<h

e =a.h® +bh* + ¢, for hy<h<0
€ =¢&4 for h>0

3. The Van Genuchten Law (1980) where

e=(es — &) (14 (ah)?) +¢, for h<0
€ =¢&, for h>0
witht=1-1/8

h is the pressure measured relatively at the atmospheric pressure and ex-
pressed in columns of water.

To fix the idea we will use the Van Genuchten law for our model.

Solving these equations in the porous medium is very difficult. To overcome

these difficulties, the following hypothesis:

H-1 p; is a constant.Replacing ¢ by its expression in the first equation of
(3) we obtain the expansion of the divergence

0 K K

Frihe div(;Vp) - psgdiv(;eg) =0 in Qx(0,Ty), (4)
where T is a fixed time.

Replacing ¢ and J by their expressions in the second equation (3) and
after simplifications we have

K K
a(6W)—div(WuVp)—psgdiv(MWeg)—div(DVW) =0 in Qx(0,71).

ot
(5)
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e H-2 The hydraulic conductivity tensor is a constant positive:
(% = (Ids, 8 > 0) and D is a constant positive (D = alds,a > 0).
Using the hypothesis (H-2), (4) and (5) become respectively
0de K

a_;Ap:o in Qx(0,T). (6)

0 K K ow .
E( W) — ;dw(WVp) - psgzg —aAW =0 inQx(0,T1). (7)

Using (6), (7) becomes

0

K Kow
EEW - ;VWV;D - psgza— —aAW =0 in Qx(0,77). (8)

0z

To (6) and (8) we are going to add boundaries conditions adapted to
pollution in porous medium. We obtain finally some boundaries and initial
value problems given by

%2 —BAp=0 Qx(0,Ty)
e(x,0) =gy in Qx{t=0} ()
e=¢e; O0Q\T;x(0,T1)
e=¢, I''x(0,T)
and

B EVWVp—Lpg %L DAW =0 i Qx (0.T)
W — () JONTy x (0,T7)
W=V T;x(0,T)
W(w,0) =Wy in Qx{t=0}

(10)

Other assumptions to get the model which we will study in the next section
are:

H-3 In the porous medium we have a steady state, this means that % =0.
H-4 The evolution is isotherm.

Let us recall that by hypothesis (H-1) ps is constant and is given by the
expression

ps = poexp[Br(T — To) + By(p — po) + W]
Using hypotheses (H-1) and (H-4) we can find a relation between p the

pressure and W the concentration:

ps
log P By(p — po) + YW

then,

1 Ps
p=po+ —[log — —yW].
Bp Po
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We deduce -
Vp=—-——VW.
By
Applying the hypotheses (H-1)—(H-4) and replacing Vp by its value in (10)
we obtain

7Ap = 0 in Ql
€1"¢Er —#_ %
- W on 0Q\I'4 ()
p=0 on I

and

+BIVW % = BpsgHYL — %AW =0 in Q
ZW=0 on 9Q\I'! : (12)
W=V on TI!

Remark 2.3. The boundary condition of (11) is obtained by the Van
Genuchten law.

In the following section we will study the above boundaries value problems.

3 Study of Partial Differential Equation (PDE)

After our model we fall on a second-order partial differential equation.

3.1 Fixed Point Theorem Approach

In this section we want to study this PDE (12) via a Schauder fixed point
theorem which can be found in [2].

3.1.1 Solution of PDE in H;(2)

First of all we are interested by the resolution of the boundary value problem

orn

_ 2_ Ou i
Au + |Vu| 1 0 in Q ’ (13)
u € Hy(Q)

where 4 : Q C RY — R, with  a bounded open set of RN, N > 2.

Proposition 3.1. Let Q be a bounded open set of RY. There exist a solution

of (13).

Proof. We are going to use a fixed point theorem to prove the Proposition 3.1.
The objective here is “to disappear” the nonlinearity of the term |Vu|?. For
this we introduce, for v € L?(Q), the following boundary value problem:

{—Au+vwv—;§;; = 0 in Q (14

u € HHQ)
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We transform the nonlinear problem into a linear boundary value problem
for all v € L?(Q2). Multiplying the first equation by a test function ¢ € Hg ()
and by integrating we have

/Vquo-i— VuVoup — Ou —¢=0 ,VU,WGHé(Q)-
Q

Q q 0N

@)z/VquO-i—/Vqugp—/ ﬂg&
Q Q o Ozn

be the variational form of the boundary value problem. We look for u € H}(Q)
such that a,(u,¢) = 0 for all v € L?*(Q) and ¢ € H}(Q). It is easy to show
that a, (-, ) is a bilinear form and is continuous. It remains to show that a,(.,.)
is coercive, i.e., Jo > 0 such that a,(u, u) > of|ull g (). For ¢ = u we have

Let

av(u,u):/ \Vu\er/Vquuf ;TUU
Q Q N

/VuV’uu:/Vquuu:/VvV(}u)
Q Q 2
a Z Q axz arz )

Using the Green formula we obtain

ov 1 81}1
_Z/[‘)Qarz 52 Z/ ot

As u € H}(Q) the first term of the right-hand side disappear and

1
/ VuVvau=——= [ div(Vo)u?
Q 2 Ja

For the last term of a,(u,u) we have

ou Ju
—.Uu = u.unyN — u.—,
8.13]\/‘ o0 Q TN

where n = (n1,...,ny) is the unit exterior normal. This imply

/%u—/ uuny =0

because u € Hi(Q). For v € H}(Q), we have

(u, u) /|Vu\2—f/dw (Vo)u
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If we introduce the set
K ={v e H}(Q) such that m < div(Vv) < 0},

where m is a negative constant, a,(u,u) > [, |Vu|? which is a square norm in
H} (), then ay,(-,-) is coercive. By Lax—Milgram theorem for all v € L?(),
there exists u = u(v) solution of the variational problem

find w € K such that a,(u,9) =0 Veye K.
Let us introduce the operator
T:L*(Q) — L*(Q)

v T(v)

and let u = T'(v) € K be the solution of the linear boundary value problem
(14). T is continuous because is a composition of continuous functions. In fact
we have

T:L%(Q) — L*(Q) - K — L*(Q)
VU Uy Uy = T(0).
For u = T'(v) the variational formulation becomes

oT (v)
Q Oz

/QVT(U)VL,O + /Q VoVT(v)p — v =0.

For ¢ = T'(v), we have
/ VT (v)]? +/ VoVT(v).T(v) — GL(”)T(U) =0.
Q Q

o Oy

If we consider the trilinear form

v 8u
b(v,u,p) = Vvap Z/ o 92, ¢

Then we have

N

ov 8u ov 0
b(v, v, 0) + b(v, 9, ) _Z/am R o Ox; 8;0

> /o vy
z; 8331 T

/ ox; 8xz

uMz HMZ |
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Using the Green formula we have

b(v, u, ) + b(v,p,u) = 7/ Av.ugp.
Q

Taken ¢ = u we obtain

b(v,u,u) = —1/ Av.u?,
2 Jo
For u = T'(v)

; VoVT (v).T(v) = b(v, T(v),T(v)) = —= A AT (v).T?(v).

The variational form gives

R DV
/QIVT(v)I - 2/QAT< )T ().

Hence,

[Tl <=3 [ 750 < —mel w0

< mc[|[VT'(v)||r2(e)
HVT('U)HLQ(Q) < mc’ .

Let us introduce
C={veH; ), m<Av<0, et |v]pzq <md}.

We can say that T(C) C C. The injection of H(£2) — C' is compact. C is
compact and convex by construction. By Schauder fixed theorem there exists
a fixed point such that T'(u) =u. O

Remark 3.2. For the following problem

Au=0 Q
Vul? — 24 =0 Q (15)
u € Hi(Q)

we consider the space
K ={ve H}(Q), suchthat Av=0}.

By the same approach as above we show that this problem admits a solution.
The variational problem gives [, [Vu|? = 0. Then |[Vu| = 0 almost everywhere
hence u is a constant a.e.
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3.1.2 The Case of Mixed Boundary Condition

We study here the partial differential equation meted in the proposed model
with mixed boundaries value conditions

—aAu+6\Vu|2—'y£—_“N= 0 in Q

u =0 on T! | (16)
Ju =0 on I?

where 9Q =T UT? and T' N T2 = () where T denotes the interior of T.

Proposition 3.3. Let Q be a bounded open set of RN, N > 2. Then there
exists a solution of problem (16).

Proof. We use here the Schauder fixed point theorem to prove the proposition.
Let us consider the linear mixed boundary values problem derived from (16).

—alAu + fVuVo — ’ya%v =0 in Q

U =0 on I (17)
g—z =0 on I?

Multiplying the first equation by a test function and integrating we obtain
the variational formula

a/Vchp+5/Vquga—a/ @w—y/ﬁwzo,
Q Q aq On o Ozn

where «, 3 et v are constants strictly positives and n the exterior unit normal.
We work with a set of the form

, 0
V={ve H(Q) suchthat v=0 on T a—vzo on TI?}
n

with s > 2. The variational problem can be sum up as follows: for allv, p € V
we look for u € V' such that

0
a/Vquo—i—ﬁ/Vqu(p—'y/—u(p:O Yo e V.
Q Q o Ozn

We have already calculated the trilinear form b(v, u, ¢), in the above section.
Using the Green formula in the last integral and taking u = ¢, we have

ou 1 / 9
U = = U nyN.
o) 81’N 2 o0 N

/ ou 1 / 9
U T = = U NN.
Q al‘N 2 80 N

Then
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Then

By o B y
ay(u,u) = a Vul? + = /u2 ni—f/Av.uQ—f/ u’ny.
(1) /Q| | 2; oo Ox; 2 Jo 2 Joo

If we suppose that Av € L°°(€2) then the accounts take sense. For that reason
we choose v € L*(2) and the condition m < Av < § < 0, i.e., Av negative
and bounded. The objective is to obtain a set V5 in which our bilinear form
is continuous and coercive. We can take

v

Vo ={ve W' (Q) such that e 0 on I' =0 on I'' and
n

m < Av < § < 0}.

As Q is bounded, the set Vo C L4(Q) and Vo € WH2(Q). We use here the
norm of W12(Q) as the norm of Va; the injection of

L®(Q) — W(Q)

is continuous. To prove this assertion we can see [5]. For all these hypothesis we
have Vo C W14(Q), i.e., all functions of V5 are bounded. Another hypothesis
is to choose n the exterior unit normal so that ny(x) should be negative for
all z € 0. This choice is possible because it is a natural condition if Q is
regular. Under these hypothesis, the bilinear form satisfies the inequality

ay (U, u) Za/ |Vu|2—é/u2
Q 2 Ja

> min{a, 75/2}||u||§11(9)

which proves the coercivity of the bilinear form. By Lax—Milgram theorem
there exists a weak solution of the mixed boundary value problem in V5.

Let u = ¢(v) € Vi the solution of the mixed boundary problem. ¢ is
defined ¢ : L*(Q) — L*(Q). The variational problem gives

9¢(v) p

a0 Orn

o / V() + 8 / VuVo(v).6(v) 4 (v) =0.
Q Q

This gives

o [[wo -3 [ avs@) =7 [ o

~ 2 Jog

C
Bl (W)l m ()

~—
Ko

IN
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hence,
[o(v)[ 1 (@) < Ko-

We choose
O = {v € Vau ol mrey < Ko).

Then ¢(C) C C and ¢ is continuous. By Schauder fixed theorem the fixed
point exists. O

Remark 3.4. For the following problem

aAu=0 on$
BIVul? — vz = 0 on®
v = 0 inT! (18)
Qu = 0 inI?

we consider

0
Vo ={ve W'*(Q) such as 8—020 on I v=0 on T' and
n

Av = 0}.

We show by the same approach that this problem admits a solution.

3.2 Change of Variables Approach

Let © be an open subset of RY. We consider here an initial-value problem for
a quasilinear parabolic equation

up— Au+alVul? + 2% =0 in Q x (0,T7)
u = fon 90 x (0,71)
u(z,0) =gin Qx (t=0)

; (19)

where o > 0. This king of nonlinear partial differential equation arises in
pollution as seen in the model.

Proposition 3.5. The problem (19) has at least one solution.
Proof. Let us suppose at first that u is the solution of (19). Let us set
w = ¢(u),

where ¢ : R — R is a smooth function, not yet specified. We will choose ¢
such that w solve a linear equation. We have

wr = ¢ (W)uy, Vw = ¢ (u)Vu, and Aw = ¢’ (u)Au + ¢ (u)|Vul?
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and consequently (19) implies

o = o (ue = () | S — afvul? — 2
0
= JWAu —ad()|Vu? - ¢'(uw) 5
=Aw—¢" (u)|Vul|? _bw
wr = B — [Vl (6 () + ag' () ~ O
z
Thus
Ow 201 /
wp = Aw+ 25 = [V (¢ (u) + o (w)) = 0

provided that we choose ¢ to satisfy ¢ (u) + ad’(u) = 0. We solve this differ-
ential equation and we obtain ¢(u) = Ae™**, X € R. Note that we have just
to prove that such ¢ exists. Thus if u satisfies (19), then

w=Ae " (20)
solves this initial-value problem

wt—Aw+‘g—‘;’= 0 on Qx(0,71)
w =Xe~ in 00 x (0,T1) . (21)
w =X in Qx(t=0)

Let us remark that using Galerkin’s method, one can prove that (21) have a
unique weak solution for all A € R see for instance [5] for more details. We
can choose A = 1 for the following.

Conversely, let w be the solution of (21), and u = —i log w, then w = e~
wr = —aue” **,  Vw = —aVue **

Ow Ju

A — —ozuA o v 27 b —au"

w ae” ““(Au — a|Vul?) P ae” o~

thus o 5
wthw+—w:fae*°‘“ uthu+a|Vu|2+—u =0
0z 0z

consequently u solve the partial differential equation
up — Au+alVul? + 2% =0 in Q x (0,T3)
u = fondQx(0,T1)
u=ginQx{t=0} O
Remark 3.6. When 92 =0, Q = RY and t > 0 (21) becomes

{utAu 0 in RN x (0,Ty)

u  =e % in RN x {t =0} (22)
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the unique bounded solution of (22) is

_le—y?

1
w(z,t) = yyn /]RN em m e 9Wdy  (ze RN t>0);

and as (20) implies

1
u=——loguw,
o
we obtain thereby the explicit formula

_le—yl?

1 1
u(z,t) = - log (47rt /RN e~ at e_o‘g(y)dy> (ze RN t>0); (23)

for a solution of (19).
In the stationary case, we have

—Au+a|Vu?=0o0n Q (24)
U =g in 0N}
As in above, setting u = —é log(w), it follows that w solve the partial linear
differential equation
—Aw= 0 on Q
{ w =e % in 90N (25)

which can be easily solved see for example [5].

4 Topological Optimization
In this section we optimize the functional

J(Q,W) = /Q(W — W)3dz,

where W7 is a given function in L?(€2) which represents a target and W is the
solution of the partial differential equation

+BIVW % — Bpsg DY —aAW =0 in Q
ZW=0 on 0Q\I' (26)
W=V on T!

with «, 8 and 7y are positive constants. In the model we have supposed that

ps = poexp(Br(T — Ty) + Bp(p — po) + W)

is a constant.
The expression of pg gives a relation between the pressure p and the con-
centration W. It is given by
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1. ps
p=po+ —[log 2= — W],
ﬁp Lo

The porosity of the medium also is given by the Van Genuchten law
e=(es—e )1+ (ap)™) ™™ +&p.

Then we obtain )

— _ 1 1
=
a )

the boundary condition of p:
e c=¢,inI'y thenp=0onT};.
o c=r¢,in 0N\ T then

[(f=2) = — 1=

p= on O0Q\TI}.

We are going to replace this expression by a more general one
p=p1 on O0Q\Ty,

where p; is a given function. Finally p satisfy the boundary value problem

—Ap = 0 in Q
p=p1 on O0Q\I; . (27)
p=0 on T}y

W is solution of a nonlinear boundary value problem. As p and W are
linked by the law of pg, we transform the problem in W into a problem in p.

In fact using the relation between p and W the topological optimization
problem in W is equivalent to look for Q with

win J(€2(e)),
where
ﬂmw=l%ﬂM%z—%m—mWWm%% (28)

where € € (0,1) is a small parameter and pe is solution of

—Ap.=01in Q(e)
pe=p1 ondQ\Ty
pe=0 on Iy
pe=0 on OJw,

under the constraint

Ope
0z

IVpel? = gps—~ =0 in Qe).
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Topological optimization appears as a generalization of shape optimization.
The topological optimization of a shape functional J(£2) is introduced in order
to characterize the variation of J(€2) with respect to the variation of topology
of the domain. It permits us to obtain the new optimality condition

J(Q0) = inf J(Q).

In optimization process, we consider a set  C RN regular in which we dug
some small halls w, depending on € € (0,1) and we introduce the set Q(e) =
0\ J.. We evaluate the difference J(€(e)) — J(€2) to obtain the topological
derivative.

It is very difficult to obtain this topological derivative for surface func-
tional. In fact, let us consider a continuous function g and w, = B(xq,€), g €
Q. Let us consider the functional J

J(Q):/gder/ ds,
Q o

where Q is a open set of R?

ﬂmm—ﬂm:—/ mm+/ ds.
B(zo,€) OB(x0,€)

Using the mean value theorem, we get

/ gdx = g(zc)vol(B(zg, €)).
B(zo,¢)

Then

Here the topological derivative cannot generate a hole. This prove the principal
difficulty for obtaining topological derivative.

4.1 First Approach

We use the topological optimization by using the approach of Nazarov and
Sokolowski in [13] in which the operator associated with the boundary value
problem is an homogenous linear second order operator for more details
cf. [13]. But we are going to give some steps and tools presented in their work.
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Let us define the sets w, and .. Let Q and w be two domains in RY with
compact closures and 92 and dw are regulars boundaries We assume that
0 € wC By C By CQ with Bg = {z € RV /|z| < R}. We introduce the sets

we={zeRY: ¢ =tz cw}; Q) =0\a.,

where € is a small parameter belonging in (0,1). We obtain the topological
derivative of the integral functional if we evaluate

7(0) = lljr(l) Jl(Q(e;)(E—) J1(82) ,

where f(e) — 0 if e — 0.

4.1.1 Existence of Solution of Boundary Value Problem

We introduce here two boundary value problems to define the expansion of
the solution to problem (29). The first problem is obtained by filing the cavity.
We study the problem

—Ap=0in
p=p; ondQ\TIy . (30)
p=0 on I}

By the variational formula this problem admits a unique solution in the space
Vi={ve H'(Q) suchthat v=0 in T; and v=p; in IN\T;}.

The second problem is obtained by replacing the variable x by the fast
variable £. The boundary of € disappears and goes to infinity. We obtain

{ —Apy =0 in RM\w . (31)

p2=g Ow

The set RV\w is unbounded and there is no limit condition at infinity.
This is the exterior problem of Laplace. We look for a solution satisfying the
condition lim|,|—, u(x) = c. If g is a continuous function the boundary value
problem (31) has a unique solution u verifying the condition at infinity. If w
is a ball B(zg,ro) the solution of (31) is given by

0 _ 1 |z — zo|? — 2
paa) = (1= (2N Pt [ L ST

for all function g € C°(99). We see easily that

lim w(z) = ! /E)B g(t)d~(t).

|z|— 00 27ry
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4.1.2 Power Solutions and Polarization Matrix

In this section we define the power solutions of homogenous system. We recall
that in [13] vectors (uy,...,ur), T > 1 are considered. In our case we have
a scalar vector, i.e., T' is equal to 1. The Dirichlet condition is defined in the
boundary of the domain w. The basis of homogenous polynomials is consti-
tuted by a unique vector U verifying the condition U(zx) = 2" U(z), 7 =0
with U constant. Then U = d11.

The function U~ is defined by U~ = U(—V,)®(z) = ®(z) where P is the
fundamental solution of the Laplacian operator, i.e., is a solution of A® =
§ in RN,

Definition 4.1. The function

@(I)_{ —élogm (N =2)

1
DM N =23

defined for all x € RN is the fundamental solution of the Laplace operator.
a(N) is the hyper surface of the unit sphere of RV,

Definition 4.2. The Green function associated to the domain is given by

G(x,y):q)(:[;—y)—CI)I(y) z, yGQ, l'#y,
D* is the solution of
AdPT = 0 in
o* = D(zx—y) on OK.

We recall that here we work with a scalar vector. As the Dirichlet condi-
tion is prescribed the polarization m® is a 1 x 1 matrix. And by the Propo-
sition 3.2 in [13] we can claim that the matrix m* is negative. m® is defined
by the following proposition. This proposition gives a description of solution
of homogenous problem (31).

Proposition 4.3. The linear space of solution of boundary value (31) is given
by a linear hull of the function

(&) = U(&) + 2(6),

where z is the solution of boundary value problem

~Az=0 in RM\w
z= U on Ow

In addition we have the representation

(&) =U&) +m*U™ (&) + 2(6),

where Z is the remainder in the development of the function z.
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The proof of this proposition is similar to the proof of Proposition 3.1 in [13].
In the proof of this proposition the polarization is given by the expression

m* = —(g,()aq with 3
C=U+mU" +¢
et
9“=9=U

After neglecting the remainders ¢, m* becomes

9:CQow = —(~U, ~(How
(U +m“U™))ow

U, U)g)w -m (U, U_)@w

U, U)aw - (U’ mei)Bw

m¥ =

—(
-(U
—(
—(

(.,.) is the inner product. We obtain finally

w (Ua U)aw _ faw dx
1+ (U, U1, 1+ [, U (x)dz

In the case where w C R? the scalar matrix becomes

" S5, dx
1+ [, Es(z)da’

We suppose here that w is ball B(0,rg) such that 0 < ro < 1. We use here the
spherical coordinate to compute the exact value of the integral. Let

x1 =rsinfcosp; x9=rsinfsiny; x3=rcosh,

where 0 < r < rg; 6 € (0,7) and ¢ € (—m, 7). The Jacobian of the transfor-
mation is r%sin §. We can calculate the integral

Es(x)dx :/ ——d:c —/ / / —r sin Odrdfdy = 2773,
Ow aB 03 |£ZJ| -7

The polarization matrix depending only on w is

47T7"0

=
_ T

2

4.1.3 Asymptotic Expansion of the Functional

In this section we give the principal theorem stating the asymptotic of the
functional J.(p) = J(pc). The expansion of the functional is deduced by the
expansion of solution p..
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Theorem 4.4. Let p, be the solution of (29) and J. the functional

() = T(p.) = /Q I (=) - Wl

Then the following expansion holds

Je(p)—Jo(p)—ff/

2 (‘517) (1/4[tn 22— B, (p—po)] = W1)n(@)m* p(0)dz| < Ce'**
0\ P

d > 0, where p is solution of (30), n is the Green function solution of

-An=¢6 Q
n=0 0Q °

In addition the topological derivative is given by the expression
| Je(p) = Jo(p) — €V (0)m*“p(0)| < Ce**. (32)

V' is the solution of the adjoint problem

~av=2(2) g~ ol W) 9

Proof. Before beginning the proof of the theorem we determine the first and
the second expansion of the solution p(e, z) = p.(x) of problem (29). The first
and the second expansion are in the following form

ple, ) = p(x) + a(e)n(x)

ple,x) = be)( (e w),

where p solve the problem (30) and 7 the Green function of the Laplacian
operator satisfying the boundary condition n = 0 on 9%; ( is defined in
Proposition 4.3. Here we apply the method of matched asymptotic expansions.
The matching conditions imposed by the method imply that (see Sect. 4.2 [13])
the coefficients a(e) and b(e) are given by

a(e) = {I — N 2mmP} 1N "2m@u(0)

and
ble) = {I — ¥ 2m*m Y~ 1(0),

where I denotes the identity matrix and m®, m® are polarizations matrix

defined in 0w and 0. In our case a p is scalar function and N = 3 these
expressions becomes

ale) = em“v(0)

=T e O MO =
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To determine the asymptotic of the solution we will use uniquely the first
expansion of the solution

J(p) = /Q 0 20— pjaten(e) + o)

- / (Pe — p0)? +2(p — po)ale)n() + aP(rP(x) -

w.

bounded
Replacing a(e) by its value this expression follow

Je(p)—Jo(p)—e/z(p_po)77(33),71%(0)05m _ 62/9( (m*)?n*(x)

Finally if w, is a ball of radius ¢, we have mes(w.) = €227, then we get the
desired inequalities.

To obtain the expression (32) we multiply the first equation of (33) by the
Green function 7 and integrate

VVVn= [ 2 i (1722 = 8,(p — po)) = Wi,
Q Q Y

Po

Using the Green formula in the first integral we have

/Q_Anv = /92 (?) (1/~[In Z—Z = Bp(p —po)l = Wi)n.

As —An = 0in {2 this expression yields

Lov=vor= [ 2(Z) apmL - 5,0 m] - Wi

this proof the theorem. O

We obtain the topological derivative of the functional J at the point con-
sidered. The topological derivative at the point x( is given by the formula

T(2o) = / 2 (}ﬂp) (1/7[In Zf—ﬁp(p—po)]—Wl)n(w)mwp(%)dx:V(JSO)me(CUOL

where V' is the solution of the adjoint problem (33), p the solution of problem
(30) and m* the polarization matrix. The principal difficulties to get the
topological sensitivity is the calculus of the polarization matrix. In our case
we calculate explicitly in the preceding section this matrix which is a scalar.

4.2 Second Approach

In this section, we present a general framework for topological sensitivity. This
method was introduced by J. Cea, M. Masmoudi and al. For more details
see [3, 10, 11]. Meanwhile we are going to present some fundamental steps of
this method.
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4.2.1 A Generalized Adjoint Method

Let V be a fixed Hilbert space and £(V) (resp L2(V)) denotes the spaces of
linear (resp bilinear) forms on V. We make the following hypothesis:

H-5: There exists a real function f, a bilinear form J, € L2(V) and a
linear form ¢; € £(V) such that

fle) —0, e—07 (34)
lae = a0 = f(€)dallc,(v) = o(f(€)) (35)
lle = lo — f(€)all vy = o(f(€)). (36)

H-6: The bilinear form ag is coercive: There exists a constant « > 0 such
that
ao(u,u) > alul|?, YueV.

According to (35), the bilinear form a. depend continuously on €, hence
there exists ¢y and 5 > 0 such that for € € [0, o], the following uniform
coercivity condition holds

ac(u,u) > Bllul|®> YuecV.

According to Lax-Milgram’s theorem, for € € [0,¢q], the problem find
ue € V such that
ae(te,v) =lc(v) VYveV (37)

gets a unique solution.

Lemma 4.5. If hypothesis H-5 and H-6 hold, then

[ue = uol| = O(f(e))-

For the proof we can refer to [7].
H-7: We consider now a cost function j(e) = J(uc), where the functional
J is differentiable: For u € V there exists a linear and continuous form
DJ(u) € L(V) and 6 such that

J(v) = J(u) = DJ(u)(v — u) + f(€)ds(u) + o([[v —ully).  (38)

For € > 0, we define the Lagrangian L. see for example [10]

Le(u,v) = ac(u,v) —le + J(u) Yuv € V.

The next theorem gives the asymptotic expansion of j(e) and the proof can
be founds in [1, 7, §].
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Theorem 4.6. If hypothesis H-5, H-6, and H-7 are satisfied, then

J(€) = 3(0) = f(€)dL(uo,vo) + o(f(e)), (39)

where ug s the solution of (37) with € = 0, vy is the solution to the adjoint
problem: find vy such that

ap(w,vg) = —=DJ(ug)w Yw €V (40)

and
§‘C(u7 ’U) - 6a(u7 ’U) - 5l(v) + 5J(u)

4.2.2 Position of the Problem

The function p. solution of (29) is defined on the variable open set §2.. Thus
it belong to a functional space which depend on €. Hence, if we want to derive
the asymptotic expansion of the functional

j(€) = J(pe), (41)

we cannot apply directly the tool of the above section, which require a fixed
functional space. However, a functional space independent on € can be con-
structed by using a domain truncation technique. This technique has been
introduced in topological optimization by Masmoudi in [11]. It allows only
to do theoretical analysis, and will never be used for practical computation.
During optimization process, the two systems which have to be solved are
(27) and the adjoint problem associated to the cost function (28).

4.2.3 The Truncated Problem and the Topological Gradient

We present also some steps of the truncation method. For more details
cf. [1, 7, 8]. Let R > 0 be a real such that the closed ball B(xg, R) is in-
cluded in €. It is also supposed that € remains small so that W, C B(xg, R).
The truncated open subset is defined by Qr = Q\ B(xg, R) and B(zg, R) \ W,
is denoted by D.. For ¢ € H'/?(T'g) and € > 0, let p# be the solution of the
problem: find p¥ such that

—Ap? =01in Qp
p¥ =0in dw, , (42)
pé =¢inTpg

where I'g is the boundary of B(xzg, R).
For € = 0, p§ is solution to

{—Apg = 0 on B(zo, R)

: 43
py =¢in  Tg (43)
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For ¢ > 0 we consider the Dirichlet-to-Neumann operator (see [4] or [9] for
details) T, is defined by

T.: H'Y/?>(Tg) — H Y?('R)
® — Tep=Vpf.n,

where the normal n is chosen exterior to D, on I'g and D..
For € > 0, we define p* as the solution of the truncated problem

~ApE =0on Qg
plt =p; in 0Q\ T

pf =0in Ty

pf—Tstp: 0 in TIg

(44)

The variational formulation associated to (44) is: find pf € Vg such that
ac(pf,v) =1(v), VYuv € Vg, (45)

where the Hilbert space V), the bilinear form a. and the linear form [. are
defined by

Ve={p€eH (Qr) /[p=p1 on 0Q\T1and p=0onT;} (46)

ac(p,v) = VpVudx +/

(Tep)vdo(z);  l(v) = / prodz.  (47)
Qr Tr OO\T,

do is the Lebesque measure on the boundary. It is standard to prove that
(45) has a unique solution in Vg which is the restriction to Qg of the solution
of (39).

We have now a fixed Hilbert space, as required in Theorem 4.6.

The main theorem is the following. The proof is based on the single layer
potential, the exterior and interior problems and the Dirichlet-to-Neumann
(or capacity) operator. As our coast functional is a particulary case of the
more general one studied in [8], we refer there for the proof (Proposition 5.3,
for the three-dimensional case and Proposition 5.5 for the two-dimensional
case).

Theorem 4.7. Let

s = [ 2 (0(2) = 5= m)) -

be the cost function. Let V' € Vg be the solution to the adjoint equation

2
dzx

ao(V,w) = —-DJ(p,w) Yw € Vg. (48)
Then the function j(€) = Ja,(pe) have the following asymptotic expansion
j(€) = j(0) + f(€)0a(p, V) + 05(p) — (V) + o(f(€)).- (49)
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The function §;(zo) = da(p(x0), V(x0)) +5(p(x0)) — 81 (V(20)) is called topo-
logical sensitivity or topological gradient and can be used as descent direction
in optimization processus. Moreover, as j is independent of R and ¢; is inde-
pendent of €, it follows from the uniqueness of the asymptotic expansion that
d; is also independent of R.

Corollary 4.8. When w, = B(zg,€) is a ball, §,, 05 can be computed explic-
itly and we have
6j(x0) = —4m(p(o).V (20)),

where p is the solution of the direct state V is the solution of the adjoint
equation.

Remark 4.9. In the case of Neumann condition on the boundary of the hole,
the topological sensitivity can be computed. When w. = B(xq, €), we have

- (Vp<mo>.VV<xo>

2 )
where p is the solution of the direct state V' is the solution of the adjoint
equation.

+ ‘i (ln (/pJZ) = Bp(p(x0) —P0($0))> — Wi(zo)

5 Numerical Simulations

In this section we present a numerical solution which illustrate the topological
derivative. We consider the square Q = (—1,1) x (—1,1). We denote by p the
solution of the boundary value problem

-Ap=0 Q
{2 (50)

with r is a continuous function in 92 given by and V is the solution of the
adjoint state. The integral functional is given by

J(p) = /Q e B — (oo~ pol] ~ Wi,

After a choice of our constant we compute the topological derivative of the
integral functional. We use a finite element method to represent the solution
and its adjoint state. We present also the topological derivative of the func-
tional. For all the examples we use py = [2z — y[, v = log(2), £¢ =1 and

By =0,5.
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Examples

The first example concerns Figs. 1 and 2. In this example we set r = |z — y|
and Wy = [tan(z? + y? + 1)|.

The second example concerns Figs. 3 and 4. In this example, we set r =1
and Wy = 1/3|z — 2y|.

-1 0 1

Fig. 1. On the top, we have: left: the direct solution, right: the adjoint solution and
in the bottom: the topological gradient

Topological gradient g(x,y) in 3D - g(x,y) in 3D

14 -1

-1

Fig. 2. On the top, we have: left: the topological derivative in 3D, right: —g(z,y)
and in the bottom: the level sets
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- 0 1

Fig. 3. On the top, we have: left: the direct solution, right: the adjoint solution and
in the bottom: the topological gradient

Topological gradient g(x,y) in 3D - g(x,y) in 3D

0 0.5 1

Fig. 4. On the top, we have: left: the topological derivative in 3D, right: —g(z,y)
and in the bottom: the level sets

In our examples, we see that the topological derivative is negative. It per-
mits us to see the distribution of the pollution in the medium. Then we locate
the more polluted zones. The topological gradient in 3D gives the pikes of
pollution. This pikes are determined where the gradient is more negative, i.e.,
where W — W7 is very big.
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6 Some Open Problems

(1) Does it possible to compute the topological gradient with the nonlinear
equation got in this paper?
In fact we use the linear equation of the pressure to compute the topolog-
ical derivative.

(2) What’s happen in the case of nonpermanent evolution? Note that we have
only studied the problem in the steady case.

(3) Does it possible to give some weak hypothesis and to prove the uniqueness
of the solution for the studied nonlinear equations in this paper?

(4) What’s happen if p, is not a constant?
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Dynamical Analysis of Infectious Diseases
in Spatially Heterogeneous Environments

J.M. Tchuenche

Summary. Over many decades, mathematical biology has been the subject of many
beautiful modeling experiments and a proving ground for a wealth of mathematical
theories, both linear and non-linear. We analyze a malaria model first proposed
in [10] using functional analytical technique — crude estimates of solutions to the
model equations are given, a priori bounds of some parameters obtained as well as
stability result. We also study the dynamics of infected individuals in the indirectly
transmitted model when the total population equals that of mosquitoes.

1 Introduction

Models of spatially heterogeneous environments are difficult to build and an-
alyze but an understanding of these models can be crucial to a wide variety of
problems, ranging from population biology (infectious disease transmission) to
chemical dynamics. Recently, Rodriguez and Torres-Sorando [10] have under-
taken a detailed model building of such systems and they obtained conditions
for the disease to become established.

A major aspect of the spread of infectious diseases is the problem of the
geographical distribution of cases. This is in general a very difficult matter,
especially in view of the complications that readily arise, even when the spatial
aspect is ignored [2]. In general, the solubility of the resulting equations is not
always guarantee, whence the necessity to switch to numerical simulation,
which we are not dwelling into here.

Homogeneous mixing may be quite reasonable for small groups such as
families, and some children’s classrooms but there are limitations to its ap-
plicability in larger groups. The possibility of allowing non-homogeneous mix-
ing is by recognizing two or more distinct groups (localities) of individuals.
A few deterministic results for the case of only two groups were first given
many years ago by Wilson and Worceter [17]. Watson [16] studied a more
general model for many groups in which the members of any group mix ho-
mogeneously amongst themselves, but to a lesser extend with individuals of
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other groups. However, there is an obvious tendency in many communities
for susceptibles who are situated a long way from infected persons, to have
a smaller chance of infection than those who are in closer contact with the
disease.

In the work at hand, we wish to survey analytic approaches to the prob-
lem and to illustrate some new relationships of the parameters of the model
equations given in [10], since the authors have formulated the model, but did
not attempt any analytical solutions. The notations and model equations are
basically theirs. Our purpose differs in the sense that we use functional an-
alytical technique to explain observations by means of biologically plausible
assumptions.

We expect that this would give a domain of parameter space that yields
outputs within the acceptable ranges.

1.1 Notations and Hypotheses

We assume that:

N is the total population of humans

X (t) is the number of infected individuals at time ¢.

g is the per capita rate of recovery, so that 1 is the duration of the disease.
b is the transmission rate per susceptible and per infected individuals.

Y (t) is the number of infected mosquitoes at time ¢

M their total number

m the per capita death rate of mosquitoes

« is the number of hosts bitten by a mosquito per unit time.

0 is the proportion of infectious bites on humans that produce infection.
~ is the proportion of bites of susceptible mosquitoes on infected human
that produce an infection.

mininf(m, g) = o; maxsup(M,N) = &

1Xa| = X1 Xovi = v =v

b+v=1

2 The Model

Here, we are mainly interested in the analytic solubility of the model equations
proposed by Rodriguez and Torres-Sorando [10].

2.1 Spatially Homogeneous Environment

(a) Direct transmission. A simple susceptible-infectious-susceptible (SIS)
model equation is the following

dX (1)

= = b = X(0)X(1) ~ gX (1), (1)
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which also represents the logistic equation of population growth with
X (0) = Xp. Its solution is simply
B bN — g

b+ (b]}gg _ b) e—(bN—g)t

X(#) (2)

The limiting value Xo, = N — { also represents the value of X () at the
non-trivial equilibrium X*, say, and the maximum value X = %X * where
X is the point of inflexion, whenever (bN — g) > 0.

Three cases present themselves: X > 0, Xoo = 0 and X, < 0. The
latter case is biologically irrelevant.

Indirect transmission. In [10], the authors considered the malaria model
of Ross—Macdonald. The classical equations are of the form

%('f) = (8) (V= X0)Y () - gX (1),
(3)
%}E’f) — (%7) (M =Y ()X (t) — mY (t).

Equation (3); can readily be solved by obtaining approximate values as
follows:

X(t) = exp(—gt) / (58) explgn)(V = X ()Y (r)dr + X(0)  (4)

By letting X (0) = Xy, an a priori estimate of (4) yields after some alge-
braic manipulations

22 (e — )Y (1)] + Xo

X . .
O v

(5)

Similarly, an estimate for Y (¢) can be obtained.
It is assumed that the denominator of (5) is not identically zero, but
positive. Hence, the disease would persist in the population as long as

In (Q—N— + 1)
v
PR (6)
g
with Y := |Y'(t)|. Equation (5) can be interpreted as: infected humans re-
ceive treatment and apply protection measures to avoid reinfection (since
there is no immunity).

By further assuming that a—ﬁ = % =b.
Equation (6) takes the form
In(;%+1
t < (bY ) , (7)
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while (3) can be written as

% — bNY — bXY — gX,
v (8)

If at a particular instant ¢ the total number of humans equals that of
mosquitoes while the per capita death rate of mosquitoes equals the per
capita rate of recovery of humans, i.e., N = M and m = g, then

(X —Y)(t) = (Xo — Yp)e~ Mo (9)

If M < Tg’ then it is obvious that o8 < —g while X (¢) —= Y (t) — +o0 as

t — oo implying that the number of humans exceeds that of mosquitoes.

This last assumption is not realistic in malaria endemic regions where

it is often posited that the number of humans relative to the number of

mosquitoes is low, this seems to be a more logical assumption [10]. Also, if
bM + g > 0, then, X (¢t) = Y (¢) for ¢ large and the host population might

go extinct if closed, since the disease is fatal. The limiting value of (9)

suggests the following:

(i) Xo > Yo, in this case we have more infected humans than infected
mosquitoes at the beginning of the process. This can be ascertain by
the fact that a mosquito can infect more than one individual (although
in [10], it was hypothesized that a mosquito has a limiting capacity of
biting humans.

(ii) Xo < Yy, a human can infect many mosquitoes if he does not protect
himself from bites.

These two cases seem realistic if we take into account the slowness of

recovery, the absence of immunity in the model equations [2]. The duration

of the disease may be short, but actual infectiousness may persist for a

long time. Because the model equations are coupled, closed form solutions

are difficult to come by, but without loss of generality, we can estimate
each equation separately in order to have a little insight of some key
parameters that drives the disease dynamics.

From (4), let mininf(m, g) = o, and maxsup ) (M, N) = k. Then,

t
X (1) + Y (1)t < b/ T {k(X +Y) — 2XY }dr + Xo — Y,
0

= [(X+Y)|(t) < (Xo + Yo)eltr=t, (10)

A sharper estimate gives
X0+ YO < (1+2) X0 + Yole, (1)

where | XY| < | X + Y.
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In a close environment, as times goes on, the number of infected humans
as well as infected mosquitoes increases whenever bk > o.
Let Y ~ N, then

B (et — )Y (1) + Xo

X)) < 12
X0 < (12)
g
Substituting the value of |Y'(¢)| into (11) above we obtain
(]. + %) Xo + %Y()@gt — (%emth + gYO)
[ X (1) < - (13)
1= af8(est — 1)+ Z(emt 1)}
The following heuristic assumption X - é =1 leads to
m g
(14 a—ae™) X+ Yo(kedt — 1)
[ X (1) < — o ; (14)
1—a(edt+e 2)
which is feasible if
D:=1—a(ef +e™—2)>0.
That is,
1
h(gt) <1+ —; = -
cosh(gt) < +2o¢’ m g,
or 2041
Lart (15)
alg+m)

In deriving (14) we have made use of the fact that |e” + e¥| > |z + y|.
It is more interesting to look at (12) by substituting it into the following
equation

t
Y (1)] < %/ €™ (M — Y (1)) X (7)|dr + Yo. (16)
0
. . In2
Choosing ¢ such that e9* — 1 < oo, for instance let g = -+ then

C!Y(’T) + X()

v () T

IA

ay [
9 [errar -y (

O A 5 Xo MX,
_m O@ {Y (T)<QM>Y(7_)+ a }dT+YO

>dT+YO
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a2y t 1 /X, 21X, 2
—— L [ oemm |y (22— m 20 v
<wow o | (o) e (2 -w)
oldr + Yo
a’y 1 2 M Xy
< ' Z ==
< TV J, 4 M AT+ Yy
a‘y Xo
M eMTdr + Y,
—|1—aN< " ) / T
ab Xo 2
< 7 (224 m Y, 1
|1—aNm<a+ )+ o (17)

where m is scaled such that |e™ — 1| ~ 1. Equation (17) can be rewritten
as follows.

1
Y(t) < m——(X M)? + Y. 18
V()] < o (K0 + M) 4 % (18)
If the number of hosts bitten by a mosquito per unit time is negligible,

then
2

X
Y (t)| < Nigm + Yo. (19)

This suggests that the total population of humans must always be very
large so as to outweigh that of mosquitoes. Also, if the initial number
of infected humans is small, then the estimated number of infected mos-
quitoes can be kept to its barest minimum by protection from bites. A
similar reasoning can be given for | X (¢)|, but we are not going to delve
into it as the argument seems trivial from (19). The ultimate boundedness
of Y(t) is related to the persistence of mosquitoes in endemic areas.

In finding the points of inflexion of (8), we obtained

V(N — X) = (bX +m)(bY +g), (20)

which cannot be moved further.
Without loss of reality, we could use this to find an estimate for [N — X|.
By following the earlier arguments and assumptions, we have

N = X(0)] < (14 7) (Xo +Yo), (21)
assuming mg negligible.

Also, on applying the method of coupled differential equations developed
n [1, 7], we have from (8) that
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Y(t) =Yy + bN/ X (T)dr
=Y, + bN/ (Xo + bN/ egaY(a)d0<> dr
0
bN —mt 2 ! —mT T —go
—Y0—|——X0(1—e )+ (bN) e e Y (a)da ) dr
0 0

t T
=Yo+ %ﬁxo(l —e ™)+ (bN)2/0 e (/0 e‘gaY(a)da> dr.

Let .
/0 e Y (a)da < M,
then
Y(t) <Yy + O‘—ﬂxo(l —e ™) 4 (bN)Z%(l —e 9
Yy ﬁ [Xo(1— ™) + afM(1 — ). (22)

For the population of infected mosquitoes to be kept below its initial value
at any time ¢, the total number of mosquitoes must equal

~ Xo(e7™ —1)
Caf (I-eme)

If o and 3 are small enough, so that (o/3)? is negligible, then, from (23)

(23)

Indirect transmission with time delay. Consider again the malaria model
above. The previous formulation assumes that there is no time lag between
a mosquito bite and the development of malaria. This is somewhat restric-
tive. It has long been noted that a population often takes a finite time 7
to react to changes in the environment [15] or to respond to changes in
population size [6]. Therefore, we assume that the product term XY is of
convolution type. This assumption enables us to carry over the operation
of Laplace transform.

Equation (8) becomes

d;t( = bNY (t) — bX(t — 7)Y (1) — gX (t)
(25)
‘g = DM X(t) — bY ()X (t — 7) — mY (t)

Since the Laplace transform technique is suitable for unknown functions
and their derivatives whose coefficients are independent of time [11], let
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p_be the transform variable and £ the Laplace transform operator with
X the transform of X(t) € L[lo,oo) (which is sufficiently smooth or well-
behaved), then applying this operator on (25);, we obtain

L[X;p] =pX(p) — Xo = bNY (p) — bX(p)Y (p) — gX(p),  (26)

ie.,
. bNY X
R(p) = YD+ Xo (27)
p+9+bY(p)
As assumed earlier, if X (p) = Y (p), then
. bBN — (p+9g) £/ (p+g—bN)2 +4bX
tpy N0 E g NPT, o

2b

It is worth noting here that in general p is a complex number, but for
many applications such as above, it is enough to regard it as a real para-
meter [5]. Isn’t it fascinating and perhaps exhilarating finding the inverse
Laplace transform of (28)? We shall keep this for future study, together
with approach of finding the inverse Laplace transform of a constant, if it
exists.

2.2 Spatially Heterogeneous Environment

In the regulation of population growth, boundedness and stability are two
concepts most likely to be given prominence [14]. We now consider that the
habitat is partitioned into k localities. The subscript i denotes the ith locality
(i=1,2,...,k). Rodriguez and Torres-Sorando [10] considered three patterns
of contact between localities. We shall concentrate only on the patterns of
contact between localities with visitation between those localities. In the case
of no contact between localities, the model of the directly transmitted disease
and malaria model equation are the same, except for the fact that N, M, X
and Y are replaced by N;, M;, X; and Y;, i = 1,2,...,k. If we assume that
a fraction v;; of the time devoted by humans to reside in locality ¢ per unit
time is devoted to visit locality j (i # j;i,7 = 1,...,k), and that after the
visit these humans return to their locality of origin, the malaria model (8)
becomes (see [10])

dXi(t) o ] ) : _ §
dt b(N; — Xi(1))Yi(t) — gXi(t) + b(IN; — Xi( J#i nt
FT b(M; — Y; (1)) X (t) Yi(t) + b(M; — Yi(t Jéﬂ v X, (1)

It is explicitly assumed that hosts have a constant residence time, during
which they stay in their locality of origin. During the rest of the time unit,
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there are visitations to other localities. This is similar to the migratory effects
on the spread of AIDS [8]. In the above malaria model, it is further assumed
that human can travel but mosquitoes cannot.

An analytic solution of (1) is difficult to obtain, but an estimate can be
given.

Equation (1); can readily be transformed to give

¢
X (%) :exp(—gt)/ exp(g7)( +Zv” G(T) (N — X5(7))dr + Xi0. (2)
0 J#i

By denoting |Y;(t)| = K = |Y;(t)| and | X;(t)| = |X,(t)| = Q, and taking the
estimate of (2), where it is further assumed that >~ v;; = > v;; = v, we obtain
the following:

\Xi(t)\g/egt BY:(r)] + 3 v Y5 (7)) (N + | X () + Xio
0
J#i

<(b+0)(V;+ QK

A simple and straightforward algebra and a little rearrangement yields

(b + )[Yi()|Ni + gXipe™ "
ge=9t = (b +v)[Yi(1)]|

| Xi()] <

Equation (4) is positive provided

‘> —;m{M:)K.} (5)

The above estimate in (4) is not sharp enough because of the assumptions
made earlier, that is, | X;| = | X;| and |Y;| = |Y;|. This may not be true in gen-
eral. In a future study, we hope to work out a sharper estimate. The estimate
of equation (1) can be worked out in a similar manner, thus, substituting its
value into (4) yields

[(b + v)QN;e™ + mYio][(b + v)N; + (b + v)Qe]
— (b+v)Qemt

9Q — 9Xio — <0. (6)

A trivial algebraic manipulation gives
Q?[—g(b+v)e™ —(b4v)2 N;e™+ 9D 4 Q[gm— (b+v)2 N2+ _m(b4v)Yige

+Xi0g(b+v)e™] — gmX;o — mY;o(b+ v)N;ed" <0, (7)

which takes the form
AQ*+BQ+C <0, (8)
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A=—g(b+v)e™ — (b+ v)2N;emtot
B = gm — (b4 v)?N2e™T9t _ (b + v)Yi0e + gXio(b+ v)e™,
C = —m(gXl-o + leo(b + v)Niegt).

Lemma 1. By taking equality in (8) and letting ¢ = 0, then @ > 0 whenever
AC > 0.

Proof. Without loss of reality, let us assume that b and v are scaled such that
their sum b+ v = 1, then AC reduces to

mlg® Xio + gYioNi + gXioN; + N7Yio), 9)
while B? takes the form
gX2 +2mgXio + g*m? + 2mgXioYio — 29X N?

+2gm?Y;o + m2Y3 — 2mY;oN; + N7 (10)

Despite all these assumptions on the modified equation (8), it has no equal
roots, and this ascertain the fact that |X;| is not necessarily equal to
|X;|. The over assumptions made above lead to loss of generality and we
hope to circumvent this difficulty in a nearby future by weakening these
assumptions. 0O

3 Stability

In [10], the authors posited that for the disease to become established, the
trivial equilibrium must be unstable. One of the standard approaches for an-
alyzing solutions to (8) consists of constructing a Lyapunov function that
is non-increasing along trajectories. The arguments necessary for this result
have appeared in several recent literature (and from the time of Lyapunov)
and will not be given here. The global asymptotic stability result would be
base on our succeeding to construct a suitable Lyapunov function or with a
certain abuse of terminology, a Lyapunov structure [4]. The construction is
long and tedious, but rigorous enough under stringent conditions.
Now, we define a Lyapunov function V(X,Y) : C[0,00] — R* by

2V(X,Y) = K1 X2 + Ko Y? + 2K3 XY, (11)

where K1, Ko and K3 are to be determined. A more suitable Lyapunov func-
tion would probably involve integrals [9].

Theorem 3.1. A necessary and sufficient condition for the equilibrium
(X*, Y*) to be asymptotically stable is that V(X,Y) be directly proportional
to —X? or —Y?2.
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Proof. This proof is basically based on finding a Lyapunov function V' such
that V' < 0. Calculating the derivative of V' along the solution path, we have

V(X,Y)=—X2(KbY + K1 g— K3sbM+K3bY ) =Y (Kb X — Kom+K3b(N—X))
+XY(K1bN+K2bM—K3g—K3m). (12)
If we assume that V is proportional to —X?2, then X must satisfies

VN (KN + KaM) — Kom(m — g)

X =
bQ(KlN + KQM) — Kgb(m + g)

(13)

This results from the fact that the second and the last expressions in (12)
both equal zero, while

— LT N#£X (14)

for (13) to be valid.
Since —X? is a decreasing function of X, then we require that 3 ¢ > 0
such that
V() < —eX? (15)

K, does not appear explicitly in the first expression on the right-hand side
of (12). If for brevity and without any ambiguity we let Ky = 0, then (13)
reduces to X = N and the disease invades. If K5 =1, from (14), we have the
following inequality

K1 (bY + ) — Ksb(M —Y) = ¢ >0, (16)
ie.,
K. b(M-Y)
o M) 17
Ks~ bY +g (17)

All the parameters on the right hand side of (17) are assumed known at time
t = 0. With this choice of constants K; and K3,

V(X,Y) < —eX?

Also from (16) and the fact that

o Kg(m - bX)
we have,
_ Ko[(g+m)(m —bX) — b*(N — X)M]
K= 2N(N — X) ' (19)
Thus K3 also satisfies
KN+ M
K3:7b( N+ M) (20)

g+m
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Substituting K in (19) and solving for X yields
1
X=N-—. 21
Equation (20) shows the possibility of the disease to invade which might be
due to the instability of the trivial equilibrium [10]. We note that if Y > —%,
m+g

then X —Y < by

:>X<% (22)

This procedure is based on an idea that is closely related to the guessing
principle, and it includes (15) as a special case. Nevertheless, we have made
use of (16) and (18), with K; = K3 = 1, thus obtaining
N-X o X -7
M-Y Y+
It should probably be of interest in applications to have a clear picture of
what such a lower bound (23) means.

A disease free equilibrium would exist if no endemic equilibrium point
exists X = 0 [3]; If (15) is satisfies, then every solution (X,Y) — 0, giving
rise to a mosquito-free environment.

Stability analysis of the limiting values of (2) reveals that X., > 0 is
stable, while X, = 0 is unstable. Hence, if the disease is introduce into the
community and ¢ < N, it will always remain in the society, reaching a stable
situation when N — £ of its members are infected and the other { are healthy.
The disease is therefore endemic and persistent within the population for this
equilibrium state.

If % > N, then the disease dies out independent of the number who are
initially infected. For large values of N, this case corresponds to the situation
when recovery rate g is much greater than the contact rate b. O

(23)

Sowunmi [12] gave conditions under which there is possibility of asymptot-
ically vanishing sets of infected humans and mosquitoes at a predetermined
rate, while in [13], he obtained a threshold theorem. To attempt any quan-
tification of model cost, more realistic models would be required, but the
mathematical tractability must be at the forefront in order for such models to
be usable and useful. Their realism should be judged within their self-imposed
limits. Applications should be cost effective so as to reduce the drawbacks at
the time of assessing the implications for control.

We hope the results obtained here together with those in [10] shed more
light on more subtlety in model building with heterogeneous mixing.

4 Future Trends

Future research will involve the concept of saturation, with the rate of new
infections satisfying the Generalized Law of the Minimum in some form.
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Approximate Scale-Invariant Random Fields:
Review and Current Developments

0O.1. Yordanov

Summary. During the last several decades, a great variety of irregular time-
dependent phenomena and spatial morphologies have been shown to possess sto-
chastic scale-invariance. This led to the development of models based on random
fractal processes and, in general, (multi-dimensional) random fractal fields. In con-
trast to the ideal fractals, commonly assumed to be “scale-free” (reflected for ex-
ample in the assumption of a simple power-law type correlation functions), the real
scale-invariant hierarchies have a finite extend, limited by both a smallest and a
largest scales.

In this paper I review a class of random fields which incorporates both the scale
invariance and the finite size effects. The fields are constructed in the Fourier space
and involve domains where their spectra are represented by power-law functions. The
fields’ two-point correlation functions are defined over the entire real line and are
shown to be analytic. The scaling arises as an asymptotic behavior and therefore is
only approximate. The effect of the finite sizes is imbalanced and inflicts systematic
biases in the evaluation of the fractal dimensions and other scaling exponents. I also
present applications and discuss certain technical and statistical subtleties involved
in the construction and validation of models based on approximately scale-invariant
fields.

1 Introduction

Scale invariant are structures and processes, which does not change or ap-
pears qualitatively the same when examined under different magnifications or
respectively time scales. Mathematically, such property satisfy functions, solu-
tions of the homogeneous functional equation, f(Ax) = AX f(x), where A € R,
A >0, x € Rand x € R% (Sometimes f is called positively homogeneous
function; generalizations involving complex functions will not be considered
here.) Indeed the equation says that if we magnify/reduce the argument by
a factor A, this is equivalent of re-scaling the function by a factor of AX. In
a common jargon we say that f(x) “scales in x with exponent x”. Another
frequently used names are self-similar or self-affine functions. An example
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Fig. 1. Illustration of the exactly scale-invariant function f(zi,z2) = (z2/a®)* +
(3 /6% —c ((m%/aQ)(xg/bQ))”/Z. The scaling exponent for this plot is x = 2u = 1.2.
Observe that the domain of the graph in panel (b) is reduced by a factor A = 1072,
consequently f(x1,x2) is “magnified” by a factor of A™X to obtain the same values
as in panel (a)

of a solution of the functional equation in R?, with x = 2u is the function
Flar,w) = (23/a2)" + (@3 /02 — c ((a3/a?)(23/62))"'?, where 1, a, b and ¢
are real parameters. This function for u = 0.6, a = 2.0, b = 1.0 and ¢ = 2.0,
is illustrated in both panels (a) and (b) of Fig. 1. The graphs appear to be
identical, notice however that the domain in the right panel is reduced by a
factor of A = 1072, consequently the values of f(x1,x2) are “magnified” by a
factor of A™X = 1024 ~ 251.

The classical “fundamental” laws of physics — the Newton’s law of grav-
itation, the Coulomb’s law of electrostatics — are examples of scale-invariant
functions, both as functions of distance and the functions of masses/charges.
Scale invariance is frequently “inherited” in relationships derived on basis of
scale-invariant laws. One of the earliest discovered such relationship is the
third Kepler’s law, which could be stated as: “The orbital period of the plan-
ets P scales in the average distance to the sun a with exponent 3/2; P = ka®/2,
where k originally was thought to be a constant. Another scaling relationship
involving planetary motion and hence steaming from the gravitation law is
called “rotational curve”: The average velocity of a body orbiting around a
center of gravity scales as a'/2, where a is the average radius of the orbit.
In electrostatics or magnetostatic, to take simple examples, the field at large
distance from a dipole scales with exponent —3, from a quadruple with —4
and so on.

Scale-invariance arises also in complex phenomena, where the dynamics
is affected by many and possibly different factors. The complexity of such
phenomena implies a stochastic approach for their description. How then the
scale-invariance manifests in a stochastic function x(¢)? (Traditionally, a sto-
chastic function of a single argument is called random process, i.e., time-
dependent, while a stochastic function with domain in R?, d > 1, is called a
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0.4
R E{X(Tns)(t)}

0 32 64 96 128 160 192 224 256

Fig. 2. Illustration of stochastic scale-invariant curve, (1), with power-law, power
spectrum with parameters A = 1 and a = 1.2, see the text. The domain of the
realization of the upper panel is reduced by a factor of A = 1/2%, consequently the
random curve is rescaled by A~(e=D/2, Although the two realizations are not exactly
identical, their behavior is closely similar and in particular the mean of the bottom
realization is the same as the rescaled mean of the upper (marked by the horizontal
lines)

random field.) It is natural to assume that the scaling applies to each of the
realizations of x(t): (") (\t) = MXxz(")(t), where the superscript (r) is intro-
duced to distinguish a realization from the random function itself. Since the
domain of z(") (\t) is different from that of z(")(t), these functions are two dif-
ferent realizations and hence the values of (") (\t) are not equal to \Xz(™)(t).
However, the graphs of the realizations should have similar behavior and the
scale-invariance shows up in the statistical moments/functions of x(¢). This,
referred to as a stochastic scale-invariance, is illustrated in Fig. 2, where two
computer realizations of the random process

N/2
xp(t) = Z ¢ cos (wgt + o) (1)

k=0

are plotted. In (1), referred to as harmonic process, the randomness is brought
in solely by the phases ¢y, assumed to be independent, uniformly distributed
in the interval [—, 7] random variables. The time domain of xr(t) is taken to
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be 2T, which defines the (circular) frequencies, wy, = kv /T, k =0,1,...,N/2.
The amplitudes ¢, are determined from the requirement that zr(t) has a pres-
elected power spectral density function S(w); for this purpose ¢ x v/AwS(w);
details of the construction and the numerical evaluation of (1) are presented
in the appendix. In particular, for the graphs in Fig. 2, T have chosen S(w) =
Aw™® for w > w; and S(0) = S(w), where the parameters A and « are called
spectral constant and exponent, respectively. This choice makes xr(t) sto-
chastic scale-invariant: an easy check shows zyr (M) = M@~ D/225(¢). In par-
ticular, since the mean of the curve is given by E {xr(t)} = ¢o = \/AwS(0),
it follows that A=(“=V/2E {z\r(t)} = E{xr(t)}, which is indicated by the
position of the horizontal lines in Fig. 2.

The scaling relationships in Nature are not valid universally, that is, not
valid for all time or distance scales. Even the Coulomb’s law tested in ex-
periments of electron—proton scattering seems to fail at distances less than
10~ ' m. Due to a much serious experimental hurdles, the law of gravity was
tested down to the sub-centimeter range distances only [1, 2] but is expected
to break down at distances where the quantum effects become important.
The third Kepler’s law is meaningless at orbital distances below the radius of
the Sun. In the cases where complex structures or interactions are involved,
the range of validity of the scaling relationships is limited from both below
and above and typically are only approximate. An emblematic example is pro-
vided by the rotational curve of a galaxy, where the deviation of the expected
scaling served as the first evidence for the presence of an unseen mass. There-
fore it is of interest to study structures that inherently have limited range of
scale-invariant hierarchy. It turns out that the scale-invariance for such system
is approximate.

In this paper I review current studies of approximately scale-invariant ran-
dom fields. The review begins with a generic example of exact scale-invariant
random fields, presented in the next section. This field is representative of an
ideal fractal object with non-integer Hausdorff dimension. I consider a more
realistic scale-invariant fields in Sect. 3. They are constructed with a limited
self-affine hierarchy, which shows up in the leading asymptotic behavior of
their second-order statistical functions and therefore are approximately scale-
invariant only. In Sect. 4, I focus on some of the applications these field find
and discuss directions for future studies. The list of references is by far not
complete. A special care is taken to list, whenever possible, entries that are
freely available.

2 Exactly Scale-Invariant Stochastic Fields

There is a generic example of a Gaussian stochastic field which is exactly scale-
invariant [3]. The example is constructed from the spectral representation,
which for an arbitrary homogeneous random field, f : R? — R, is given in
terms of the Fourier—Stielties integral [4, 5]
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700 = [ explite - x) d:(1). )

where k € R%. The is a complex random field z(k) is assumed with zero mean,
E{z(k)} =0, and independent,

E{d="(k) dz(q)} = 6(k — q)S(k)dkdq, (3)

for k # g. The function S(k) in (3) is referred to as (power) spectral density
function (shortly, spectrum), c.f. with the discrete example discussed in the
appendix. The spectrum defines the field (2) up to moments of second order.
If z(k) is a Gaussian field, S(k) determines the field throughout arbitrary
order. The ideal scale-invariant random fields are generated by choosing in
(3):

S(k) = Ak~ (4)

for every k = |k|. The (spectral) constant A must be positive and the values
of the spectral exponent are restricted within d < a < d + 2, where d is
the dimension of the domain of the field. Since S(k) depends on k through
its Euclidean length k only, it follows that the field is isotropic, f = f(z),
x = |x|.

This field has a number of peculiar properties. For example, its variance
and the variances of the higher derivatives of the field are not finite. Its autoco-
variance function (AcF) also does not exist. However, mean-square-increment
function (MSIF), also called structure function, and defined by

Bis) () = B {[f(xo +x) ~ fxo))’} (5)

is finite. We remark that By s)(x) is a second-order, two-point characteristics of
the field. MSIF is related to the variance of the f, O'(Qf), and its AcF, A(y)(x),
when they exist, through By (x) = 207 — 245 (x).

Using (2) and (3), it is straightforward to obtain an integral representation
for the function B(s)(x). In particular, for isotropic fields

B (z) = 1?(7;;/22)/000 {1 —oF (‘21; szz)] S(k)kd1 dk, (6)

where I" and ¢F; denote the Euler’s Gamma function and type (0,1) hyperge-
ometric function, respectively. (oF} from these parameter and argument can
be expressed in terms of order (d/2 — 1) Bessel function.) Inserting (4) into
(6) and taking the integral we obtain [6]:

Bip(w) = 727z, (7)

where
_di2-a Ar/224+2=aT ((d 42 — ) /2)

- (@ —d)l(a/2) ' ®)
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Equation (7) shows that up to the second order, f(x) is scale-invariant with
scaling exponent H = (aw—d)/2. In dimension d = 1, H is called the Hurst ex-
ponent. However, since f is Gaussian, (7) determines all statistical properties
of the field. Also, Eq. (7) shows that the scale-invariance holds for every z,
i.e., the field does not have a characteristic length; such structures are termed
“scale-free”. Therefore, f is exactly scale-invariant with exponent H. Further,
it has been proven by Orey [7], see also [8], that if the MSIF of the random
process f(x) behaves at zero as B(py(x) ~ x#, x — 0T, with 0 < p < 2, then
the realizations of the process have a non-trivial Hausdorff dimension given
by Dy = (4 — p)/2. In dimension d, Orey’s result can be generalized to yield
Dy = d+1—p/2 and therefore using (7) we find that the Hausdorff dimension
of the field is related to the spectral exponent a by,

Dy =d+1—(a—d)/2 9)

The Orey’s theorem shows that the realizations of the random functions
defined by (4) are fractals (according to Mandelbrot’s tentative definition [9]).
We shall refer to this field as the ideal fractal case. Equation (7) furnishes a
simple (scaling) method for practical evaluation of Dy: draw a log—log plot
of B(s)(z), which in virtue of the power-law form will be a straight line; the
slope of this line is (a — d), and using the obtained value of «, calculate Dy
from (9).

When f is used as a model of rough surfaces, in dimension d = 2, 7 is
called topothesy [10]. If, in general, f(x) has a physical dimension identical
to x, then 7 has the same dimension and (7) shows that over a “distance”
x = 7, the mean increment of f is precisely 7. The expression (8) diverges in
both o« — d and o — d + 2 limits. Graphs of the behavior of 7 as function of
the scaling exponent H are depicted in [6].

Equation (4), respectively (7) are considered to be adequate model for
variety of natural phenomena and structures. It is easily seen, however, that
the ideal fractal models have serious drawbacks. Indeed, the experimentally
observed structures always have finite variances. The sample AcF's calculated
from experimental data are also finite. Real structures and processes always
have finite hierarchy of scales. In terms of the spectrum, the latter translates
to a spectrum with limited wave-number/frequency content. Hence, the way
toward a more realistic self-affine models is to modify the ideal fractal process
by introducing an appropriate form of spectral fall-off regions.

3 Approximate Scale-Invariant Fields

The simplest path towards physically more realistic stochastic fields is to take
spectra defined by a power-law with two sharp cut-offs [11]:

o Akia,ifkogkgkl
S(k) = {0, otherwise. ’ (10)
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I will show below that such fields are scale-invariant, however only approxi-
mate. The latter makes them appropriate basic blocks for building elaborate
models possessing approximate scale-invariance.

First, note that the variance of the field, which is represented by half of
the first term in the representation (6), is finite. Using (10) one immediately

obtains: o7, = $B(s)(00) = 08 — 0%, where

2A7/2 kd—e
o2 — P
PoT(d/)2) (a—d)’

p=0,1, (11)

see also [6]. Next, the AcF, which is represented by half of the second term in
(6), is also finite and can be calculated exactly:

A (x) = o2 As(d, o; kox) — 02 As(d, a; k), (12)

where As is a function, which is expressed in terms of type (1,2) hypergeomet-

ric function As(u,a;2) = 1F (%, MT_O‘, £ —%). It is shown in [12] that
As(u, a; z) satisfies a third-order linear ordinary differential equation with
coefficients involving the parameters p and «. The point z = 0 is a regular
singular point of the equation with As(u, ; z) representing one of the three
linearly independent solutions about zero. The other two being: w(z) = z*7#,
which is scale-invariant, and w(z) = 227#As(4 — u,2 + o — p; z), which is
scale-invariant for small z only. The function As(u, «; z), however, is an entire
function with a series representation involving the even powers of z only. In
particular, the leading term dominating how A()(z) decreases from O'(Qf) for

small z, z < k:l_l, is quadratic,
d/2kd+2—a (1 _ 5d+2foz)
2 4T 1
A @) ~ oty I(d/2)d(d+2 — a)

2240 [(klx)“] . (13)

where the ratio of the spectral cut-offs, 6 = ko/k1 < 1, is introduced. How
then the scale-invariance of (12) arises? To understand this, I turn to the
asymptotic expansion for large z. The asymptotic expansion of As reads:

As(p,a;2) ~T (g) r [(“1:(2%)2 +1] (%)O‘—M

(GO @) o

where for simplicity I wrote down the leading and the next order terms only.
In the applications, we almost always deal with spectra for which k1 > kq.
Then for intermediate values of the argument k' < o < ky', we use the
series expansion in the first term of (12) and its asymptotic form of As in the
second. Up to the leading orders
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1 2a—d kox \ 2
A () ~ G(Qf) — Zpdt2maga-d_ agid( (a—d) (Ogj)

2 d+2—-a)\ 2
A\ (d\ [ 2\ " 1
2 azd\p () (2 _ptl
i (5 () (2) o229
+0 |(kow)*, (aw) =] (15)

Equation (15) represents a decreasing from O'(Qf) function. The ratio of the
third (the quadratic in x) over the second (the power-law) term is of order
~(koz)4*t2=2. Since (koz) < 1, it follows that the third term is significant
compared to the second only for « values close to its upper limit of d + 2.
Likewise, the ratio between the forth (involving 0?) and the second term is of
order ~1/(k1z)*~% and hence affects the values of Ay () for « close to its
lower limit d. Thus, the dominant term is the second, power-law one (note it
does not depend on the smallest or largest scales of the random field) which
constitutes the approximate scale-invariance of the random field. Comparing
with (7), we see that the scale-invariance of As)(x) is characterized by ex-
ponent identical to the exponent of the ideal fractal case. On this ground
one loosely speaks of a fractal dimension D of the band-limited random field
with value given again by (9). It should be stressed that this quantity has no
meaning of Hausdorff dimension. Indeed, as (13) demonstrates, By (z) ~ z?
as x — 07, and therefore Orey’s theorem yields Dy = d.

On the other hand, notice that the third and the fourth terms involve
only the small and the large cutoffs kg and k1, respectively. The imbalance of
the contribution of these terms which depends on the value of «, reflects the
imbalance of the two finite size effects for o # d + 1. It systematically alters
the slope of the MSIF (or equivalently the AcF) in log—log scale and leads to
the errors of fractal dimension estimates [11]. These errors were first found in
[13] using numerical simulations.

The asymptotic expansions of A (z) for large = > ky ! shows that it
approaches zero in an oscillatory manner; the full asymptotic expansion in
this regime for d = 1 is developed in [11]. Here I provide the leading term in
the case of arbitrary dimension d;

d+1
A [or\*
Aipy (@) ~ ( 7r)

kg~ \kow
1 atlo 1
X {cos (k:ox — PLIW) — 6% cos (k:lx - 'LLI 7T):| . (16)

Such a behavior is often observed in the experimental AcFs, which is an evi-
dence that despite its simplicity, the random processes/fields considered here
might be expected to be relatively realistic models in variety of circumstances.
It is important to note that the absolutely sharp cutoffs assumption is justi-
fied when the largest and the smallest scales are not physical but implicitly
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imposed within the power branch of the spectrum by not enough length or
resolution of the data.

4 Applications: Future Work

The detailed analysis of the approximate scale-invariant fields, which I re-
viewed in the preceding section, naturally suggests a method for building sto-
chastic models of complex processes and structures that possess scale-invariant
symmetry. The method involves: compute the sample AcF (alternatively the
sample MSIF) from the experimental data and fit these values with expres-
sion (12) using a nonlinear, least-square algorithm. The method have several
advantages:

(i) Tt is based on exact expressions, which can be evaluated with a controlled
precision over wide range of arguments.

(ii) The fit renders the values of all spectral parameters: spectral expo-
nent, spectral constant (strength), and the extent of the wavenumber/
frequency band. In contrast, for example the classical spectral analysis
provides reliable estimates of the spectral exponent only.

(iii) The methodology explicitly accounts for the finite-size effects and re-
moves the systematic errors in the estimation of the spectral scaling
exponents.

(iv) The models can easily be improved by augmenting the spectrum (10)
with other power-law spectral segments.

The method does have certain drawbacks stemming chiefly from the fact that
the “experimental” AcFs are estimated with certain biases and typically have
large sampling variances in their “tails”. Throughout the end of this section
I present subtleties of the method’s implementation.

4.1 Initial Values of the Model’s Parameters

Obtaining approximate values for the model parameters makes up an useful
preliminary step in several ways. First, it provides initial parameters to start
the fitting procedure, already close to the best solution. Second, it gives a
rough idea of the overall behavior of the selected model. Third, it suggests how
good the final fit we shall hope to be. Fourth, it hints about the experimental
points one should put more weight on at the final fit. Finally, since, as we shall
see in a moment, the approximation of the parameters rests essentially on the
scaling analysis, the displacement of the initial AcF from the best fitted one
is a measure of the finite size effects.

The calculation of the approximate values of the model is simple: First, it
is almost always good enough to approximate the value of the upper cutoff k;
by the Nyquist wavenumber &y = 7/2, where Az is the sampling interval of
the data. Next, estimate the spectral exponent «. For this purpose calculate



262 O.I. Yordanov

the sample MSIF from the sample ACF using the relation By (z) = 20(2f) -
2A(5)(z) and plot its values in a log-log scale; if the data show up scale-
invariance, slope of this graph should be o — d. (This is equivalent to some
of scaling plots used for determining the fractal dimension.) The spectral
constant A and the lower cutoff ky are found by solving numerically a system
of two equations. The latter are obtained by equating the model’s and the
sample variances, and the first zero crossings of (12) and the sample ACF. An
approximation of the second of these equations, accurate enough provided «
is not close to d and d+2 is given in [14]. An alternative and simpler approach
to estimate kg is available when the experimental AcF has a well defined first
minimum. Using the leading asymptotic order dictating the AcF oscillatory
behavior for z > kg ! see (16), the position of the minimum is approximately:

d+ 1)m
Tmin — % (17)

Taking i, from the graph, we determine the value of k.

4.2 Numerical Evaluation of the Function As(d, a;kpx)

This issue arises due to the need to compute As within an extremely wide
interval of arguments and for all admissible values of its parameters, d, «,
and kp, p = 0,1. For relatively small intermediate values of its argument,
As is easy to calculate from its series representation. In fact, As is an entire
function which converges faster compared to the exponential function from the
same argument. For large arguments, however, the “numerical convergence”
of the series is limited by the computer precision. It can be shown that the
convergent series summation fails above

zp = MIn10/k,, (18)

where M is the maximum number of digits not rounded off by the computer.
For x > x,, I use the (divergent) asymptotic summation. A helpful scheme
is so-called optimal truncation rule [15], which I found always reliable in the
evaluation of the As from its asymptotic series. Another thing to be noted
is that in the neighborhood of z,, the series and the asymptotic summations
agree to within seven digits. This is especially important since Ay (x) is
computed as a difference between numbers which are 5-7 orders of magnitude
greater that its own value.

4.3 Multi-Segmented Power-Law Spectra

Experimental data often show multiple scaling regimes. That is, scaling with
different exponent within different ranges of resolution of the instruments. I
sketch next how the results presented in Sect. 3 can easily be generalized to
model such complex systems. Let ko = 0,k1,...,k,41 = k) be a partition
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of the spectral domain, where k(yy is the Nyquist wavenumber. I shall refer

to kp, p = 0,1,...,n+ 1 as cross-over wavenumbers. Define S(k) as piece-
wise continuous function, which in each of the intervals k, < k < k11, p =
1,2,...,n+ 1, is represented by a power-law function, S®) = Apk~%r, where

all A, > 0. The leftmost segment, i.e., the segment defined over 0 < k < ky is
given by S (k) = By + cok®. This form of S(©) with the condition oy > 0
ensures the finiteness of the spectra at zero and at the same time makes this
segment amenable to the same analytical and numerical methods as the other
segments, see below. Imposing continuity at k,, p = 2,3,...,n, I express all
spectral constants by Aj:

Ap = Arky (ko /k3)™ -+ (k-1 /kp)™ ™" K7, p>1 (19)

Introducing for convenience Ag = Bok®*/A; and using the continuity condi-
tion at kq, we have

SOV(k) = A1k [Ag + (1 — Ag) (k/k1)]. (20)

Note that Ag = S(0)/S(k1) and that oy = 0 produces a flat leftmost branch
of the spectrum. The number of the free parameters of the spectrum is 2n -+ 3:
n + 1 spectral exponents oy, p = 0,1,...,n; n crossover wavenumbers kp,
p=1,...,n and two spectral constants Ag and A;. Not dwelling into further
details of the model, I remark that according to the MSIF integral repre-
sentation, (6), the contribution of the individual segments to B(sy, and thus
to the AcF is additive. In this way, the implementation and the verification
of a multi-segmented model requires no additional developments than those
presented so far.

4.4 Examples and Problems

Single-segment spectra were used as models of morphologies of gold deposits
on a quartz substrates [14] and of Cr deposits on a highly polished BK7
glass. The latter were further smoothed via ion beam sputtering under glanc-
ing incidence [16]. Single-segment spectra, however, with incorporated white
noise component, were used for cultivated soil roughness [17]. A model with
two-segments, a principle segment in the form of (10) and a high-frequency
fall-off region was shown to be a very accurate model of the statistical behav-
ior of the series generated by the X-component of the Lorenz chaotic system
[18]. Three-segment spectra were needed to characterize the statistics of two
other low-dimensional chaotic systems, N and B systems in the nomenclature
of Sprott, see [19]. The last applications, I would like to note here, involve
approximate scale-invariant stochastic models of computer generated mor-
phologies mimicking ballistic deposition and molecular beam epitaxy [20, 21].

As already noted, the principle hurdle that needs to be overcomed is as-
sociated with the estimates of the experimental AcFs. Two sample estimates
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that exist [5] can employed each with a tradeoff. The first estimate is unbi-
ased when the mean of the field is known. This estimate typically has large
sample variances and in particular for large distance/time lags. The variances
can be reduced by averaging the AcFs of several measurements if available.
The second estimate is biased but has a lower sample variances. In addition,
this estimate has the important advantage of being finite Fourier transform
of the sample estimate of the spectrum. An important development would be
to construct an estimate, which combines the virtues of both the biased and
the unbiased estimates.

I conclude this review by discussing possible directions of future develop-
ments. First, the fitting procedure described in this section needs a reliable
algorithm for assessment of the confidence intervals of the retrieved para-
meters. Such an algorithm might be based on the method of synthetic data
simulation [22]. For this purpose, the random curve generation presented in
the appendix should be extended for wider class of spectra and dimensions
d > 1. Such a result would not only improve the validation of the models but
also will facilitate predictions and large scale simulations of real phenomena.
It would be very interesting to construct examples of scale-invariant fields
that are not: (i) isotropic, (ii) homogeneous/stationary, and (iii) linear. Such
models are certain to find a rich scope of applications.

5 Appendix

In this appendix I present developments leading to (1) and provide details of
its numerical implementation. The goal is to obtain an approximation of ran-
dom curve with a given spectral power density function. Since the numerical
realization would necessarily be over a finite time domain, I consider a curve
a7 (t) defined for |t| < T at the outset of the construction. Accordingly, z7(t)
is represented by a Fourier series rather than a Fourier integral,

“+o0
pr(t) = Y Ape ", (21)

k=—o0

where wy, = 27 fy, fr = k/2T, are discrete circular frequencies. It is easy to

check that fTT etlwn—wltqr — 9T, where 8, denotes the Kronecker delta
symbol, and hence the inverse of (21) is

I :
Ap = — t)e™ktdt. 22
k or |, rr(t)e (22)
Since zp(t) is arandom function, Ay, k = 0,+1, £2, ..., is a (complex) random

sequence of amplitudes. The “spectral energy” of xr(t), carried by the compo-
nent with frequency wy, is ®(wi) = (277 /7)E {|Ax|*}, where E denotes the
expectation operator; c.f. with the general definition energy spectral density,
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see e.g., [23]. The power spectral density, that is the spectral energy per unit
of time, is then defined by

1 T 9
Note that Awy = wi+1 —wk = ©/T and hence E {|Ak|2} = AwS(wg).

To proceed further we have to specify a probability model for Ay. Taking
what can be perceived as the simplest choice, I consider A = |Ag|exp (—ids),

where

|Ak] = /S(wi)Aw (24)
and the phases ¢, are independent random variables uniformly distributed in
the interval [—m, 7). It follows that £ {A;} = 0 and (23) holds for any appro-
priate choice of S(wy). Hence, specifying S(wy) one defines Ay and therefore
27 (t). Observe, however, that for xr(t) real, (22) requires A} = A_j; hence,
S(wg) must be an even function, and ¢_; = —¢i. In particular, ¢pg = 0.
Changing k — —k into the negative part of sum (21) we obtain

+oo
xp(t) = Z ¢ cos (wit + dr) , (25)
k=0

where ¢g = 1/S(0)Aw and ¢, = 24/S(wi)Aw, k = 1,2,... Note also that

E{zr(t)} = co. Another important remark concerning zr(t): although we
begun with a function not defined outside the interval =7 < ¢t < T, we ended
up with a function periodic over the entire real line with a period of 2T,
zr(t + 2nT) = xp(t), for n = £1,42,.... This of course is a consequence of
the fact that discrete Fourier transform was used in the construction.

In order to employ (21) or (25) for numerical simulation of random curves,
we need to truncate the series and discretize the time. The truncation number,
say N/2, should ultimately depends on the high-frequency behavior of S(w)
and is related to the time interval T. Let At = 2T/N be the discretisation
interval, ¢, = nAt, n = 0,41, £2, ... Then the truncated (21) is

+N/2
er(ta) = Y V/S(w)Awe Orem2mikn /N, (26)
k=—N/2

note that the discretized process have period N, xr(t,4+n) = x7(t,). The
exponents in (26) have the same periodicity with respect to k and thus by
shifting the negative part of the sum, k — k+ N, we can cast zr(t,) into the
following form

N-1
1 § —2mikn
$T(tn) = N Xke mik /N (27)
k=0

In the above expression, Xg = N./S(0)Aw, X, = N\/S(wp)Awe %
for &k = 1,,N/2 — 1, XN/2 = 2N S(W]\/YQ)AWCOS((ZS]\UQ), and
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X = N/S(wr_n)Awe ¥ for k = N/2+1,...,N — 1. (Since ¢ are
independent the indexing ¢x_ is equivalent to ¢y.) Equation (27) is directly
amenable to Fast Fourier Transform (FFT), see [22].
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Non-Stationary Vibrations of Viscoelastic
Circular Cylindrical Thick Shell
Under the Influence of Temperature

F.A. Amirkulova

Summary. In the represented work, free from hypotheses and preconditions used in
known classical and refined theories, the new refined theory of non-stationary vibra-
tions of the circular cylindrical viscoelastic thin and thin walled shells and columns
concerning the temperature is developed. The developed method of a deduction
of the partial differential vibration equations is based on the 3D problems’ exact
mathematical formulation of the theory of elasticity and their general solutions in
transformations. As the basic unknown functions the displacements of intermediate
surface of the shell which can change into median, external or internal surface are
accepted. The calculation algorithm of temperature, stress and displacement field by
values of the unknown functions is offered, allowing to formulate applied problems
on its vibrations. On the basis of the developed approach a number of applied prob-
lems are solved and numerical results are received. The thermo-stressed state of the
semi-infinite viscoelastic cylindrical thick walled shell excited by kinematic influence
at the end face and temperature influence on the shell’s surfaces is explored.

1 Introduction

Engineering constructions that can maintain the action of intensive external
load have been widely applied in aircraft construction, rocket engineering, me-
chanical engineering, shipbuilding, civil engineering and other areas of econ-
omy. Modern requirements to decrease weight clearance parameters of flying
devices and industrial civil constructions under condition of maintenance of
necessary durability and reliability have made calculating their stress-strain
state a problem of interest in mechanics. Among these problems, the prob-
lems of studying of non-stationary interaction of construction element with
the environment are rather complex. At present in a number of areas of en-
gineering and construction there is an interest in the problems adjoining to
the mentioned above actual problems and connected to dynamic behavior of
constructional elements.

During the investigation of stressed-strained state of circular cylindri-
cal layers and shells subject to connected fields use vibration’s equations
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of cylindrical shell of Kirchhoff-Love theory and Timoshenko type theories
[9, 10, 12, 14]. For interacting connected field (e.g. temperature) correspond-
ing characteristic equation is used. Then with boundary, physical and other
conditions are interconnected parameters, which enter in basic equations and
are subject for definition. Above-mentioned theories are based on using of dif-
ferent hypothesis, which simplify the form of basic resolving vibration equation
and at the same time lead to essential disadvantages and errors. To avoid such
errors, in this work the refined equations of longitudinal-radial vibrations of
termoviscoelastic cylindrical shell are developed [1-4, 6-8] and used which are
suitable for thick-walled cylindrical layers and more general than Timoshenko
type equations and Herrmann—Mirsky [7, 11] equations of longitudinal-radial
vibrations of termoviscoelastic cylindrical shell and take into account the effect
of transversal shear deformation and the rotary inertia.

2 Derivation the Refined Equations
of Longitudinal-Radial Vibrations
of Thermoviscoelastic Cylindrical Shell

Let’s consider circular cylindrical shell with inner r; and outer ry radius
in cylindrical coordinate system (r, 8, z). Material of shell is viscoelastic,
isotropic and homogeneous. Furthermore the change in temperature appear-
ing under deformation of shell is neglected, i.e. formulation of problem is
done on the base of disconnected theory. Assume for viscoelastic and thermal
isotropic material when temperature increases on AT =T — T}, the changes
in length in all directions are equal, i.e. only prolongation appears, there are
not shears. So, relationship between tensor’s component of stress and strain
and also temperature assume the form

oii = L(e) + 2M(e45) — aoN(T); 035 = M(g45), (i # J), (1)

where ¢ - cubic strain, L, M - viscoelastic operators

t

(L M)c =) |50~ [ 1Kot = 7], Kalt = )| (r)drs N =L+ 201
0

A, p - Lame coefficients; aq - coefficient of thermal expansion. Assume that
operators L, M are reversible, cores K1(t) and Ka(t) are arbitrary.

The motion of shell points as 3D thermoviscoelastic body under small
strain is described by equation

(L + 2M) grad (div @) — M[rot (rot @)] = pii + agN (grad T), (2)

where # is displacement vector.
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The temperature T on the base of disconnected theory of thermoviscoelas-
ticity and finitude of heat propagation velocity is satisfied to equation:

1 1 . k 2
AT‘——zT’——2T':O7 C%:i, 622@7 (3)
g c PCp 0

where ¢ - temperature propagation velocity, cg - thermal diffusivity, ¢, - heat
capacity under stationary pressure, 79 - relaxation time of heat flows, kg -
thermal conductivity, p - density of shell’s material.

Let’s assume that longitudinal-radial vibrations of cylindrical shell are
excited by external force on its r = r; surfaces:

Orpr = fﬁz)(z’ t); Orz = fr(;)(zv t) (4)
and temperature condition on shell surfaces has form
T=Gz1t) for r=r (i=1,2). (5)

Initial conditions are taken as zero.
Having presented vector of displacement # by potentials of longitudinal ®
and transversal ¥; wave and solving jointly (2) and (3) we can easily get

T= LNt {Ll (AD) —p(i)} . M (AY) = piy;
Ly (A*®) — [Ll (i% + %%) erat?} A<I>+p( z dt3 + da;) =0,
(6)
where L, = L + 2M.

For solving problem potentials ®, ¥; and temperature T are presented in
form

o0

_ sin kz Pt _ Vi cos kz ot
(I> T _/ — cos kz}dk/((pa TO) € dpvml _/ sin kZ} dk/mloe dp

0 ) 0 @ ™
7

Substitution of (7) into (6) gives simple differential equations, the general
solutions of which subject to T. Boggio theorem [13] and their limitedness for
r — oo and 7 = 0 have form

\Iflo(T) = Blfo(ﬁ’l“> + BQK()(ﬁT);
QO(T) = A1Io ((117‘) + AQKO (0617“) + A3IO (OéQ’I“) + A4K0 (Ozg’/’) 3 (8)
T = w1 [Alj() (0517”') —+ A2K0 (0417')] —+ w2 [Ag[() (0427’) —+ A4K0 (OtQT‘)] s
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where

B =k +pp° Myl Mo=pl—Ky(p)] of =K +3d;; (i=1,2),
Kgo(p) Z/Kg(t)e_ptdp; W; = L10 (OéoNo)il (Oé? — Oé2); a2 = k2+ prLIOI;
0

_ B 1 1 _ PR (P 1 .
a?Jr ag pLQ + ( + pLﬁ)p} a? . a% = PP2L101 <62 + 02p2> ,(0=1,2).
0

0 c
(9)

Constants of integration A; (i = 1, 4), B; and By will be expressed in
terms of main parts of displacements and temperature. For this purpose dis-
placements U,, U, and temperature T are presented as (7) and instead of
¢ and 19 their expressions (8) are substituted. Hereinafter in the derived
expressions Bessel’s functions are transformed into a power series of radial
coordinate r and their first term when r = £ are considered which will be
main part of transformed displacement and temperature (£ - radius of the
intermediate surface).

In classical vibration equation of cylindrical shell as basic unknown the
displacement of points of median surface are taken. In experimental investi-
gations we get information of displacement of points of external and internal
shell surfaces. So considering cylindrical shell it is reasonable as unknown to
choose the displacement of points such shell surface which goes for bar into
axis line, for thin shells it passes into the meridian surface.

Considering the up given as unknown quantities we choose displacement,
stress and temperature in surface points of cylindrical shell, radius of which
is defined as

527"1()(_7“1); 2+ Loy<22 L
2 T9 T LS T &)
where £ - radius of the intermediate surface.
Assume
1
U7E,OO) = O[%Alo + Oé%AgO — kﬁngo; U7E’01) = E (A2 + A4 — k‘BQ) y
0 _ 2p . o _1 TRy
U= k (A1p + Asp) — 8By U,1= ¢ (k'(A2 + Ay - Bg), (10)
1
To,0 = w1 Ao + waAsp; To1 = E(WIAQ + woAy),
where
ai, ag, 1 .
[Aio, Boo] = [Ai, Bi]—[Ait1, Bo] ln% —(1) - ik (i=1,3).

Having solved the system (10) relatively to A1g, Asg, Bao, A, A4, Bas
the following is obtained
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w2 [Uﬁ% k UZ(OO:| — (Oé% — k‘2) T070

Ao = wy (2 —k?) —wy (a3 — k2) 7
A (a%_k2)TOO_W1|: r,0 kUzo:|
30 wy (a2 — k2) —wy (a3 — k?) ’
| ws [520—(0) _ kU(O)} B (52 B kz) Ty
2 = 6 ( (w2 . (Ul) )
( ) TO 1—w ﬁ2U(O) U(O)
Ay =¢ { }

(B2 = k?) (w2 — w1) ’
(wlag—wgal) ( )—|—k( —w) (0)—|—k( —a%) To,0

Bon = 11
20 % oz (07 — R2) —an (02 — 2)] - 1D
0

32225752_ =

By converting boundary conditions (4), (5) and substituting (8) into converted
expressions the system six equations relatively to constant A; and B; is derived

[Ll()M(;l (a% — kQ) + 2k2] [Allo (aln) + As Ky (0417“2‘)] +

+ [LloMo_l (Oé% — ]CQ) + 2](32] [Ag[o (0527"1‘) + A4K0 (012’/’1‘)} —

20[1 20&2

[A1]1 (a1r;) — Ky (aqr;) Ao —

[ )

—2k3? { [IO (Br:) — %11 (B n-)] Ba1 + [Ko (Bri) +

). -1,
2kay [A11 (aqr;) — As Ky (aqri)] + 2kas [As]y (aar;) — AsKy (aor;)] —
—B(8 + k?) [Bar 1 (Bri) — Ba2 Ky (B13)] = My ! { T(EO)} , (1=12),
wi [Arlp (armi) + A2 Ko (a1m3)] + wa [Azly (qari) + AsKo (aari)] =
=GOk, p), (i=1,2). (12)

[AsD (agr;) — AaKq (agr;)] —

L] -

Using standard expansion of Bessel’s functions into a power series of ra-
diuses 1 and 79 in the derived equations and consecutively substituting into
expansion the value of constant by formulas (10) it is got the system of six
algebraic equations relatively to the entered functions U,{’%), Ur(?l)7 U z(?O) , Ué’ol) ,
Tv,0, T1,0. Step of going from Laplace and Fur’e transforms to the original
time and space function is realized and the following system of equations is
obtained
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X11Ur0 + x12U20 + x13T0 + x14Ur1 + 15U 1 + x1611 = Fr(i)v
X21Ur0 + Xx22U2 0 + x23T0 + x24Ur1 + X25U 1 + X261 = Fr(z),

X31Ur,0 + Xx32U.,0 + x33T0 + x34Ur1 + Xx35U2,1 + x3671 = F( ,(i=1,2).
( 3)
Herewith operators x;;(I = 1,3; j = 1,6), A\j(¢ = 1,4) and Q, (n =
1,2,3,...) as well as functions F(k) Fﬁf), 0( ) have form
- I : 0 a
x11(ri) = Z LiM™" [ MQni1 — | A1 — 72 SA1L | Qn — )\4Qn 1| —
n=0
0? ~ 9= 1
_2@ [AlQn — )\4an1] — m)(
- 9~ 1 o? (r:/2)*"
Do 0]+ (= ) )
) ZLM MQ +)\2782 Qn + 6)\(,2 -
X12 (3 8 1 1¥¢n+1 4 a 2 n 4&n—1
. 5 W1 . I e i
_2@ [AlQn - )\Zanl] - 2A1)\2 - m |:>\1Qn+1 - )\1)\2_ )\421 Qn] } (TL')2 )
- 0? o* 9
XlS(Ti):ZO{O‘ON{ <)‘4+82)‘ +324>Qn+28 2L11 X
8 - 1 [o° - an 0% L\ (i/2)%"
< Ay = AiQn-1 — 92 250@n )} Tt {MQn+1+)\4Qn—aZQ/\2:|} CIE

_ = 8?2 _
Xa(ri) = —EZ {mn ri) Ly M [LlM ' {AlQnH - (AZ - MAI) Qn -

0? 0?
" gt } %

2
X {MQn = MQuo1 = A3} - Ao — M (7 )L1 Mz { MQni1+ 05— — NiQn ) px
n+1 z
. 2n 2
L (ri/2) 5 10

COERE Lt T2
(r~)775i§: (ri) LT "M | LiM ™" [ MQng1 — [ AT — A i
X15\Ti) = 625 — nN3,n\Ti 1 1 1% n+1 4 — 18 B)

~ ? ?
Qn — 92 2/\4Qn 1> *Q@X

X ()q@n - )\anq) - 2)\3‘*‘1] _ 77;;1(7“11')L1_1M (>\1Qn+1 —A20n4 — 2)\3-;-1)} %

(ri/2 )Qn 2j 0
+ 2P Gegy
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B o2 ) 92 % _
X16(Ti :_fz 3,0 (13)copN L o2 LiM Q"+1+82Q _2@(’2” N

Mn(ri) 1 —1y-2 i
TTat1 o0 PNk aﬂQ"“} (nh)?

rl/2 2n+1

d 9 n
X21(ri) = Za[ MQny1 — >\4Qn —()\2 8)>\2} i+ 1)

> 2 B 2 2n+1
Xoa(ri) =y [ 882 (M @ni1 — AiQn) — ()\2 - > A } 7:11/,”1 I

n=0
82 ~ B 82 " r; 2 2n+41
() = Z%NLl 2 (g0 +310) - (%= ) ] Sy

2
X24(73) SZmn Ti) { A1 Qnt1 — )“QLQ”) - ( 27 682 >>\2:| x

o (/T g O
xLy'M - Az@z nl(n+ 1)! —|—an1 9z0t2’

52 _ o2 n
X25(r:) = ZLl [— ()\1Qn+1 )\iQn) - <)\2 - 82> >\2+1] X

(Ti/2)2n+1 f . 82
><771,n(1"z‘)m - EPLI 92

B (Ti)2n+1
xz6(ri) = 2§ z_:o Ul,n(ri)O‘OpNLl t28 Q""'l nl(n+1)! ’
_ ’ 2 2n
X31 T'l = Zao 1L1N )\4 - >\1A3 + )\%) Qn (7"(7{”))2 ’
8 . 2 2n
X32 7“1 = ZLl Ot()N )\4 - >\1)\3 +)\ ) 82Qn (T(,é'))Q ?
>[92 _ . 02 - 2A (ri/2)*"
) =3 [MQ"“ ’ (A“ BRI R I
5 (ri/2)™

X34 ’I“Z 52173 " T7, QON)71 ()\421 — )\1)\3 + )\?) AQQTL (TL')2 )

N1 (A2 — A 22 9 = (Ti/2)2n
X35 7'1 527]3n 7“1 Oéo ) (4_ 1 3+ 1)&@” (n')g ’

X367’ —*52773 - pL (Q /\1Q )( /2)2n
i n\T; 1 8t2 n+1 — n ( ) )

n=0
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— 82 82 " — 82 82 "
n I 1 n M 1
)\1 - |:p 1 <{)t2) o 82«2:| ’ )\2 = |:p 1 <(?t2) o 822:| ’

n 8 2 2 —1 6 82 "
Ag = {815 [ao-i' (al + pLy )a} _28,22} )

n—1
O = e Vel A Qo =1,
=0
) _ _ 9% . ) _ _ 8% .
F(Z): L 1M 1 Y @) FU): I 1M 1 Y r@G)
T pLy atQ T ) TZ pLy 8t2 TZ )

() A0

Equation (13) is the system of general equations of longitudinal radial vi-
brations of cylindrical shell with initial stresses. According to form of operators
A7, aij, bi; this system of equations contains the n-th time and directional

79
derivatives of functions U, ,, U, 1, U, , U, ;. Therefore it is reasonable to

T
restrict a number of terms in equations for using them in applied problems.
Here we can get different approximate and refined vibration equation and
consider various limited cases. Thus bounding the first approximation in (13)

the following system of integral-differential equations is derived

dv—1 -1 [BQU,,.,O} L 20-4v) g {03Uz,0} B

1—2v ot2 1-2v 9120 2
1 r—2 | 9°Ur1 r—1 | 9°Ur1 2 r—1 | 9°Ur1 3a7—1 07Uz
- (M [ e ] M [8t28z2:| ta M [ %2 D+5M [atzaz]
BU.a 14w yy—1]o*n| _ p yr—2 (03D _
922 3(1-2v) [ oz | = 3 M 9iz ) (i=1,2)

~r_o [0%U., 1 -1 [ 97U, r(1+v) (17— 5 9%\ 9T,
- M 2[ 81540] - M { 8t21:| T 3-w) (M ' (W) _4'W) .

(14)
where v = const - Poisson’s ratio, a3 = 1/c3; a2, = 1/c¢% U.o, Us1-
main parts of longitudinal displacement; U, o, U, - main parts of radial
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displacement, z - longitudinal coordinate; r - radial coordinate; ¢ - time; Tp,
T1 - main parts of temperature T'; o - thermal expansion factor; G((f)— temper-
ature condition on the shell surface; non-dimensional variables are introduced
by formulas

=2 b=t r=r¢ Uen =Ur & ra =138
Ueo=U;0& Un=U;y; Uo=Ulg; 11 =17& (15)
at=ai?/b-& a2y =ay /by aoTy =Tg; EagTy =1T5,
and stars (*) for convenience are omitted, here b is transversal wave prop-
agation velocity in material of shell; ¢ is radius of the intermediate surface.
Algorithm allowing to calculate the fields of stresses, strains and temperature

by the field of unknown function, is devised; the stressed-strained state and
temperature pattern of the shell is defined by formulas

3-2v 702\ "oty r 1
Uz*Uz,O‘FST (W) Ey Ur* 5 r,O*;Ur,lv
~ 2v v —1 2
M om] = 17—, { U0t almt
2(1 - 41/) 6Uz,0 . 1 M_l 82UT71 _ 62UT,1 +
1—-2v 0z 2 ot? 0 22
30U,1 - (82\ '[0°U.. 1+v
2 S M =— = — T ¢ 1
3702 <at2) D 23 3(1—2v) '’ (16)
~ 2 4
M on) = pi2 {1z P + 5 (40 - T — o8 - Tt

—1
=1 [P0\ rQ4y) (om 4 ny (02 8%T, _ 1 90Upn
M |: ot2 :|) 3(1-2v) 0z 4-M ot? 023 T 0z
_1 v  9Th Y.
rUzvl + 3v 0z } ’

T=T,— <1n(r) + ;) .

3 Longitudinal Impact on Viscoelastic Cylindrical Shell

As test problem the problem of longitudinal-radial vibrations of circular cylin-
drical viscoelastic shell is solved, which is excited by sudden applied impact
load on the shell face on which rigid undeformed ring with small width is
put on [5].
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Boundary conditions of the problem are when z = 0

) _ EH(t)

Ur:aUr:O; Uzz—_l_yza

when z — oo

U,=U, =0,

where H(t) - unit function of Heveside.

Initial conditions are zero.

As basic resolving equations are taken the refined vibration equations (14).
Problem is solved on base of equations of (14) ignoring the influence of tem-
perature using Laplace transformation. Step of going from a transformation
to the original time function is realized with using shift theorem and theorem
of functions’ convolution and it is got the following solution of problem:

t
Ur1 = ya1721 / e~ (’72 7222/0) /f )d§ | dr—

Z/C()

t
_741'718/G1 (t=T1)e 7/, (71 \/H) dr,

t

U.1= *741’)’3’)/18/676”/2612 (t—m)Jdo (71 V72— 22>d7+

z

t

+Y417Y47Y21C0o / e /2@, (t—1)Jo (72\/72 — z2/c%> dr

z/co
t
Gt = 11+ 221 Cl/f JdE, G (t) = f(%q/f(ﬁ)ds,
0

t
+y1s [ €T 2Gy (t — 1) Jo (MVTE = 22) dT—

t
— 2 [ e 2G5 (t— 1) Jo (’yg\ /72 — 22/0(2)) dT} )

z/co

t
G3 (t) = ysaf’ (1) +vs5f (t) + 56 g f (&) de,

Gs (t) = yaaf" (t) + 2crvaaf’ (t) +vas f (), )

Gy () = yaz " (t) + 2c17a2f' (t) + (Va3 +va2c}) f (t) + 61’7430ff (€) d,
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t
Uro = —vya {Ge (t - Z) e T — 01 e/ 2Gg (t — 7)

Co Co
z/co

I (001,/72 —zz/cg)
dr
1/72—22/03
t

—712741751 /67017/26'7 (t—7)Jo (’Y1\/ 72— 22) dr+

z

X

- (18)

t

+721741¢0 / e TGy (t— 1) Jo (72\/727/03) dr,

z/co

¢
Ge (t) = 255 17 () 4 2e0f" ()] + yao f (2) + C1’Y50({f (€) dg,
Gr (1) = f' (1) + % () + 5 [ 1 (€) de,

Gs (t) =52 [f' (£) + 22 F ()] + 753bff (&) d€, ~ij = const.

Substituting last expressions into formulas (16) the stressed-strained state
of arbitrary shell section is defined. Calculations are performed for viscoelastic
material the physical characteristics of which are as follow:

a; =0,6; 7= 0,16-10° mks; a=2220m/s; b=1040m/s;
v=0,36;p=1,28- 1076 kG s?/sm*; o, =0,3; 7= 0,14-107 mks;
E =3,6-10*kG/sm? a3=0,1; 7 = 0,11-10% mks;

3
K(t)= Y apr,te /™.
n=1
(19)

Herewith external load is given as unit function of Heveside: f(t) = H(t).
Displacements are calculated by formulas (16) ignoring the temperature. Re-
sults of calculations of displacement are given on Figs. 1 and 2, where U, and
U, are longitudinal and radial displacement of meridian shell surface. From
graph we can see that proposed theory gives satisfactory results nearly on all
region z € (0, V2 + ZV), except only for points of shell, which are very closed
to face, which is under external action, where boundary effect of Sen—Venan
is very strong. The process of longitudinal deformation may be divided into
three sections. In the first section, when z < 2, 8, boundary effects are suffi-
ciently strong. The second section is enclosed in the zone from z > 3 till the
second wave front z < 10. This section is characterizing by smooth decreasing
of value of U, which indicates that in this section influent of viscosity is signif-
icant. Because of the influence of viscosity in the first section where z < 2, 8,
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U, 4 8 12 z

0 =
2

/ Figure 1

U,

-2

ﬁ\l\‘\\--____“‘* z

0 4 8 12
Figure 2

Figs. 1-2. Plots of longitudinal U, and radial U, displacements as functions of
coordinate z for v = 0,22 (curve 1) and v = 0, 33 (curve 2)

2,8
V24207
section shell behaves as elastic. The longitudinal displacement is very small

behind the first wave front wave till the second one and may be neglected.
Radial displacement is also damping fast with the increase of distance from
the face and for z > 5 we can neglect it.

which is too short. So in this

this section is run by wave for time ¢ =~

4 Analysis of Thermo-Stressed State of Viscoelastic
Circular Cylindrical Shell

Now let’s consider the thermo-stressed state of semi-infinite circular cylin-
drical shell with inner r; and outer ro radius, excited by kinematical action
on its rigid restrained face with heat conditions on the surfaces of the shell.
Shell material is viscoelastic, isotropic and homogeneous. Surfaces of shell are
free from mechanical effect. In this case the proposed vibration equations in
non-dimensional variables (r, z,t) have the form:

2 1 ~ 02U, 1 v —1 aUO
— +-+Inr; Mt - — M 1 4
($+2+nr> { &2} 1-2v {m?}

2(1-3v) -, [03U., 02
MY M [826%2 * )~
2 1 1—2v ~ g ot
() ey e (W) * (awm )| oot
1—4v -, (6? 0* \ 90U,
+{lnm 5 M <6t2> +lnrla2} 5

1\ 2(1+v) L+v) -y [0°T0]
_{(lnr1—|—2) 3(1_2V)—1n1"Z 3 }M {(%2 =0;(i=1, 2)
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ri(1—=3v) - 1 [83U,»
= M [at2az +

ri [4—6v - ([ O v ot -, (0
*2{1_QV'M (at2azz)‘1_zy'az4‘M it ) [ V=0~

27’1(1 + V) 1 8‘5T0 1 - 1 33Ur,1
C3(1—2v) [M ((%282 B TZ'M 0z0t? *

S5v—1_- ,( o w9t 1-2w)? -, [0
+{1““{ — <8z28t2>+4(12v)28z4_ w M \aa )|
1 - [0 T l+v o[0T ] _
E.M (W)}Uz’l—i_Qh”ﬂl M 92962 =0, (i=1,2)

- [PT] - [0°T 1\ - [0°GY
-1 |Y 40 a1 | Y41 T . 0 -
i [52] -  [22] (o 1) 0 [ 268 -1
(20)
. t
where M (§) = &(t) — [ &(7) K(t — 7)dr, K(t— ) - arbitrary integrable core of
0

viscoelastic operator, v = const - Poisson’s ratio; non-dimensional variables
are introduced by formulas (15).

The stressed-strained of state and temperature pattern of the shell defined
by formulas (16).

Assume that temperature condition is given as: on inner surface r = ry:

G(()l) = qye” (Fztwnt) (21)
on outer surface r = ry :
G(()Q) = qge~ (k2ztwat) (22)

Also proceed on the assumption that shell vibrations are excited by me-
chanical action applied on the face. In this case boundary conditions have
form:
for z=10

U,=-ft), U.=0, o =0, (23)

as z — o0

U, =0. (24)

Initial conditions are as zero.

For solving problem the Laplace transformation on time is used with fur-
ther using of method of constant’s variation and method of exception. Step of
going from a transformation to the original time function is realized with using
shift theorem and theorem of functions’ convolution. It is obtained the closed
solution substitution of which into formulas (16) lets fully define temperature
pattern and stressed-strained state of arbitrary shell section:
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T (z,t) = [al cem(Rztent) oo ~e_(k2z+‘“2t)} :1n T—Q;
1

TO(Z,t) = 1??—;1/; . {al e~ (Fiztwit) as - e*(k2z+w2t):| +ay - ef(klz+w1t);
n(rq /T
t
Uz,l(zat) = %6_01”2 / JO <’70 \/ T2 - 7%22) dT+
REXS
t
+%efclt/2 / Jo (70\/7'2 - 7222> dr;

Y4z

Uri(z,t) = %e_cltﬂ [Jo (’ym/t2 — 7§z2> H(t— 7322):| +
t
- t/2 2 2.2
+7e ! Jo | Yo/ T2 —52% | dT+
3
Y3z

#2205 et [y (o[22 ) B (6= s+
t
02 _cito 2
+—=e Jo ’Yo\/m dr+
Y4

Y4z
+80 [areRrzmert g mhazmwat] (25)
t
Usolz,t) = /Fl(t —r)e 12 <’Yom) dr+

V5%

+082 {eclt/QJO (fym/t2 — 'y§22> H(t— 752)} +
¢
+ / Fi(t—7)e 7/ ]y (70\/7'2 — 7%22) dr+

Y62

+ g [e*‘:lt/z Jo <’yo\/t2 — 7§ZQ> H(t— 762)} + Sgre /2%
t t
X / Jo (70\/7'2 - 752,22) dr+0gge /2 / Jo (70\/7'2 - 76222> dr+

V52 Y62

+e M7 897 — Sgge R 4 gy {eclt/zjo (’Yo\/ t2 — ’Y:%ZQ> H (t —y32)] +
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¢
+8ge /2 / Jo (70\/72 — 7§z2> dr+

V3%

+d91 {eclt/ZJO ('YO\/ t? — VZZ2> H(t- 742)} +
¢
+8g5e 1t/ / Jo (’YO\/ T2 — ’YZZQ) dr;

Yaz
Fi(t) = —é [stf/(t) + (726 + %1725) f(t)} ;
Falt) = == [nof'®) + (1 + 25%) 0]

Uro = —% {553 [e_clt/ztfo (70\/t2 - ’73%22> H(t - 732)} +
5
¢
+oge 12 / Jo ("/0\/72 — 7§z2) dr+

V3%

+d57 [e_clt/zJo (70\/t2 - 7222) H(t - ’742)] +
¢
+01000et/? / Jo <'ym/7'2 — ﬁz?> dr+

Yaz

t
+ / Fs(t — T)efclT/QJo (70\/7'2 — 7322) dr+

V5%

43864 {e‘clt/zJo <70\/t2 — q/g%) H(t— 752)} +
t
+ / Fy(t — T)efclT/QJO (70\/7'2 — 7%22) dr+

V52

+671 [e‘clt/?Jo (vm/t? - 7%22) H (t — v62)] +

7(k12+w1t) _ (k‘22+w2t),
3

—|—eiklza1575 + Y4301€ 67k220,2579 — 648a2€7
F3(t) = da7 (yas f"(t) + dss f'(t) + G50 f (1)) ;

Fy(t) = das (0 f" (t) + des f'(t) + des f(t)) -
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Calculations are performed by formulas (16) for viscoelastic material the
physical characteristics of which have form (19), herewith external load is
given as function: f(t) = go sin® [7t/t1], (t; = 20).

On Figs. 3-12 dependence of change in temperature, longitudinal and ra-
dial displacements and radial stress o,.,. of shell’s external surface points with
coordinate are presented for fixed value of time ¢ = 10 and different values of
non-dimensional parameters w, ws, a1, as, k1, ko, 72, where ky, ko, w1 and wo
are correspondingly damping factors by coordinate and time.

On Figs. 3-6 this dependence is given at wy = wy = k1 = ko = 0,2; 1o =
1, 2 for different values of temperature parameters aq, a2:0,004; 0,006; 0, 008;
0,01. It can be seen from pictures that the change curves of temperature,
displacement and stress are damping with the growth of distance. Herewith
temperature changes according to given heat condition and has exponential
damping character. Graphs of displacements and stresses have harmoniously
damping form caused by action of external loading. Besides from Fig.4 it
can be seen that with the increase of the temperature parameters ai,as
the value of longitudinal displacement also increases, while changes in radial
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Fig. 3. The dependence of temperature Fig. 4. Plot of displacement U, as
change with coordinate z for different function of coordinate z for t = 10
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displacement and stress are insignificant (Figs. 5-6). On Fig. 7 the graphs of
displacement change are presented at various values of thickness h = 0,2
(corresponding to r; = 1,0; ro = 1,2); h = 0,1 (ry = 1,0; o = 1,1),
h = 0,08 (r; = 1,0; 1o = 1,08), at the following values of parameters:
a1 = as = 0,004; w; = wy = k1 = ko = 0, 2. With reduction of shell thickness,
here the increase in values of displacement of shell surface points is observed.
Changes of thickness of a layer (h = 0,2) or shell (h = 0,1; h = 0,08)
lead to essential change of longitudinal displacements in the sections bounded
with coordinates in an interval 0 < z < 12. In the further, with growth of
coordinate z the displacement disturbance is not observed.

On Figs. 8-10 the results of temperature 7' and displacements change for
value of parameters of temperature a; = as = 0,008 and factors k; = ko =
0,2, at values of factors w; = wy = 0,2 (continuous line) and w; = ws = 0,4
(dashed line) depending on longitudinal coordinate are presented.

On Figs. 11-12 this dependence is presented for a; = ag = 0,008 and wy =
wy = 2 at various values of factors ki, ko, equal to 0,2; 0,4; 0,6. Comparison
of the dates resulted on these graphs shows, that reduction of temperature
and displacement values is observed with increase in values of factors kq, ko
and wy, wo. Herewith from Figs.9 and 10 it can be seen, that in sections
situating in immediate proximity to the face at increasing the values wy, wa,
displacements decrease 2-3 times whereas at increasing the values kq, ko the
difference of displacement values makes 15-20.

On Figs. 13-14 the dependence of values change of temperature T and
radial displacement of points of external surface in time in the fixed shell
sections: z = 5 and z = 10 are represented at the following values of:
a; = ay = 0,008, w; = wy = 0,2, k; = ky = 0,2. Here the drop of dis-
placements and temperature values in time is observed. Thus in section z = 5
displacement change has oscillatory character with the damping amplitude
tending to constant value. In section z = 10 such vibrations occur with small
amplitudes and graphs of displacement change have smooth form. In both
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cases starting at ¢ > 0, U, displacement disturbance tends to constant value
eventually.

In conclusion we can say that the proposed vibration theory of termo-
viscoelastic cylindrical shell gives satisfactory results and has enough broad
applicability area even in case of suddenly applied load. If loading and temper-
ature changes smoothly enough, they allow to define a stress and temperature
actually at all sections of shell and displacements of its arbitrary points.
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Mathematical Vibration Modelling
of the Pre-Stressed Viscoelastic
Thick-Walled Cylindrical Shell

Feruza Abdukadirovna Amirkulova

Summary. In the paper the mathematical model of the pre-stressed viscoelastic
thick walled cylindrical shell’s axisymmetrical vibrations, based on the deduction of
the integro-differential vibration equations of such shell, is developed. The deduction
of the general and approximate vibrations equations of the thick-walled shell, which
in limiting cases can proceed in the vibration equations of column and thin-walled
cylindrical shell, is based on the use of exact solutions of the three-dimensional
problem of the elasticity theory in transformations concerning potentials of longitu-
dinal and transversal waves. The received equations belong to hyperbolic type and
describe the waves distribution concerning dispersion. Herewith proposed approach
allows different particular cases and generalizations. Alongside with the vibration
equations, the algorithm, allowing by results of the solution of the vibration equa-
tions uniquely define the stress—strain state of considered system in its any section
at the arbitrary time moment and correctly formulate initial and boundary condi-
tions at the formulation of applied mechanics problems, is developed. Using Laplace
transformation and the constants’ variation method at the various boundary and
initial conditions, a number of applied problems are solved. Reverse transition in
the area of originals has been realized by means of the reversion table using shift
theorem and theorem of folding function. Plots show how the change in the value of
initial displacements affects on the strain—stress distribution.

1 Introduction

Initial stresses in structure elements can result from various physical and
chemical processes and technological operations. It is also arises in earth’s
under action of different geostatic and geodynamic influence, in composites,
rocks, blood vessels and etc. Besides many design elements are influenced
by pre-stresses caused by imperfections of technology at their manufactur-
ing and mistakes at their installation and other reasons. At the same time,
the preliminary stressed state can be created also purposefully proceeding
from the certain constructive reason, therefore it is necessary to consider the
prestressed-strained state of structures at the calculation of their stress—strain
state under action of non-stationary loadings.
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Grin [13], Trusdell [21], Guz [14-16] and others have made the essen-
tial contribution in creation of modern linearized dynamic theory in initially
stressed bodies. At present investigations on specified problem are conducted
not only in solid mechanics but also in rock mechanics, acoustics, seismol-
ogy, solid physics, geophysics and a number of other areas of science and
technology. Results of these investigations were reflected in numerous publi-
cations [10-12, 18-20, 22] where elastic body’s motion was described by 2D
applied theories created by applying Kirchhoff-Love hypotheses which sim-
plify equations and at the same time lead to essential lacks and mistakes.

Despite of a plenty of researches and basic works there is a significant cir-
cle of not enough investigated questions keeping the urgency: creation of the
exact and effective approached analytical and numerical methods of studying
the influence of initial stresses on the stressed—strained state of structure in
view of variety of boundary conditions and complexities of external influence.
Questions concerns to this circle of problems are studied in the represented
work where axisymmetric vibrations of initially stressed viscoelastic circular
cylindrical shell are studied on the base of proposed refined vibration equa-
tions of initially stressed cylindrical shell [1-9, 17]. These equations take into
account the effect of deformation on transversal shear and the rotary inertia
and are more generally than equations of Timoshenko type and Herrmann-
Mirsky.

2 The Basic Relations

The circular cylindrical viscoelastic shell of constant thickness with internal
r, and external r4 radiuses is considered. It is supposed, that the material of
a layer is homogeneous, isotropic and preliminary strained, and pre-stressed
state is homogeneous, and dependences between stresses and deformations
are linear. In this case dependence between tensor components of stress and
deformation have form

oy = L(e) +2M (ei3); 0i5 = M(gij), (i #J), (1)

where ¢ - cubic strain; L, M - viscoelastic operators

t

(L, M)s = (A, p) |s(t) —/[Kl(t—T), Ky(t = 7)]| s(7)dr;
0
A, 1 - Lame coefficients; it is assumed that operators L, M are reversible and
cores K1(t) and Ky(t) are arbitrary.

Let’s admit, that pre-stressed state is homogeneous. Generally, when thick-
ness of shell is changeable initial displacements have form

U = agz 4 b0 + cor; U;o) = a1z +010+crr, UL =agz4bob+coz, (2)
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where a;, b;, co - are generally constant and are not small and ¢, is a function
of a;, bl
Let’s note some special cases when dependence (2) takes simple form:
Case 1Y. Let’s admit thickness of a considered cylindrical shell is constant,
then as = by = ¢p = ¢; = 0 in (2) and initial displacements are equal to
UZ(O) = agz + bob; UG(O) =a1z+010; U = cyr. (3)

T

Let’s designate through U,, U,, Uy accordingly disturbed longitudinal, radial
and torsional displacements and consider them as small quantities. Then dis-
placements subject to initial displacement (2) will become as

Uz = (1 + CLQ)UZ + CL1U9; Ug = (1 + bl)U9 + boUz; Urp = (1 + CQ)UT7 (4)

and in the further for convenience of writing we shall neglect “hyphens” above
displacements.

In this case stresses depending on small disturbed and homogeneous finite
deformations have form

ouU, oU, oU,
orr = (14 c2)(L+2M) <8r > +(1+4ao)L < 82) +a1L(Uyp)+a1 L (a;)+

+ % {(1 +b)L (%?) +boL (%%) 1+ CQ)L(Ur)] :

ouU, ouU,
0. = (1+co)L ( o > + (1 +ao)(L+2M) ( P ) + a1 (L+2M)Uy +
1 Uy oU, Uy .
ouU, ou, 1+5b
og9 = (1+c2)L ( or > + (1 +ao)L ( 9% ) + a1 L(Up) + ; = (L +2M)x
Uy bo oU, 14+ co 0Uy .

(5)

Similarly density of initially stressed material of shell is distinguished from
density of setting out material, i.e. its density p and is equal to
p
1+ao)(l+4c)?

Casel?. For longitudinal-radial vibrations Up = 0, by = b; = 0 and initial
longitudinal and radial displacement are equal to

012(

U =ag-2z; UD=¢y-r (6)

r

Displacements subject to initial displacements have form

02 = (1 + aO)Uz§ U, = (1 + C2)Ur; (7)
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stresses depending on deformation

orr = (1+¢2)(L +2M) (%ZT) + (14 ag)L (a;;) + %(1 + ) L(U,.);

v =k an (57 ) + @t a2 (2] 4 10+ )@

oo = (1 + c2) L (aaUTT> + (1+ag)L (%U;) + %(L +2M) (U,);

oU, U,
arz—(1+a0)M< 5 ) —|—(1+02)M< o )

Casel). For torsional vibrations U, = U, = 0, a; = 0, displacements
subject to initial displacements (4) have form

Up = (14+b1)Up (9)

and o + ¢ dependence subject to initial displacement takes following form

oU, 145
Org = (1 + bl)M (a:) — ” 1M(U9),
oU,
020 = (1+b))M <629> . (10)

3 Longitudinal-Radial Vibrations of Pre-Stressed
Circular Cylindrical Shells

3.1 Derivation of General Equations of Longitudinal-Radial
Vibrations Equations of Initially Stressed Isotropic Circular
Cylindrical Shells

The longitudinal-radial vibrations of cylindrical shell are excited by stresses
on its surfaces r =r; (i =1,2)

Orr :fﬁi)(zvt)v Orz ng)(z,t). (11)
Shell motion is described by equations

aarr agzr Orr — 000 82UT
ar 0z r o

oo, 00, op. O,

or Bz+r _p8t2'
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Subject to relationship (8) between stresses and displacements the equa-
tions of shell motion will take form

92U, 10U, 1 82U,
(1+02){(L+2M)<8r2 +o5 TQUT)+M(822>}+
+ (1 + ap) U, = 0°U,
O\ oroz) oz

(1+02)(L+M)<8ar+r) %U;Jr

0*U, 10U, 0%U, 0%U,
+(1+ao){M ( 5.2 T 5, > + (L +2M) < 5.2 >} TR (12)
Representing displacements as

o0
sin kz —
_ DL
U,«—/ —coskz}dk/U’"e dp,
0

@

U, = /COSkz} U ePldp (13)

sinkz
)

and substituting into motion equations (12), we can obtain

— 2 71 T Vol 2 —
AT, [ (L+200) " I (L +200) pp}m

1 _ dU,
) WiijkGl ar 0 )
22 [Ml (L +200) 2 + H_laoMlpr} ey
+ki§z NI (L + 200) AT, = 0, (14)
where - - — = -1 d? 1d 1
Gi=(L+M)(L+2M) "5 Do= s+ 0 —

L+L; M+M; U.+~U,; U,+U,.
The general solution of (14) takes form
Ur = 01]1 (0117") + DlKl (0511") + 0211 (0127") + DgKl (0521") )

Uz: 1—|—czéla%—a2
1—|—a0 kOél

2

[C1Io (aqr) — D1 Ko (aq7)] +

a% -
kag

+ [CQIO (0427‘) — Dy K (0427“” R (15)
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where
-1

o 1 o 1 o s oo
o =1 o (L+2M) " pp*+ M (L +2M)

oF + a3 = Nop? + N3k?, adas = Nip* + Nop?k? + K,
2

]{32

< p - =1 o1
Ny=—"  (L+2M) M
! (1+a0)(1+C2)( +2M) ’
v P -1 i3 Vol
No=—F M —— (L+2M)
7 (1+ao) (1-1-02)( +2M)

Ny=(L+2M)M "+ (L+2M)" M — (L+M)* (L+2M)" M.

Let’s transform into a power series of radlal coordinate r expressions (15)
and enter auxiliary functions U 05 UZ707 UT 1> U, 1 by formulas

Uno=a1Cio+a2Co0, U1 =& (a7 Di+ay'Dy),

~ a? —a? o —a?
= Cio + C
2,0 10 205
’ k
041G1 kOéQ ?
_ a? —a? a3 —a?
fUz,l = klOélé’l D; + ]:Oégél D27 (16>
where
(o1, @2)§
[C10, Cao] = [C1, Co] + [D1, Do - th — (1)
For unknowns U,., U, using (16) we can get
_ 1+ co o2 7 (T/Q)Zn
U, = kG P,_)U,
* = T4 aszl Z e ( 1) Uso (n1)>
L+c 1 = 2 2 2 2\ B 77 (7’/2)%
_ _ - —a®) P,U,
Tt {a2k01 ; (0 =) (o2 = o) Bulino } T o
J— 2 5% 7
k(—;—l n:0n6,n( ) |:k' Gl < n+1 —Q Pn) Uz71
o /92 2n
— (a% — 042) (a% - a2) P, Unl} (r/ )2 ,
(n!)
T ) (r/2)""
UT—;UTJ*F?T;O a? nP 70[1042 UrO —+ kGlala Uz,O] m+

> 2 - (r/2)™"

(17)
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where

= 2(n—i—1) 21' = = - 2 2 2 o
P=) a i P=0; P=1; P=oi+a3 aja; P =-—1;
E ! ! ! 1t 102 b

r "1
N6 (1) = éng - Z 70 m (r) =mnem (1) —
k=1

£ is a radius of the intermediate surface of cylindrical shell defined as

_nf,_"n
=2 (x-2). (19)

where constant y fulfils with inequality

2(n+1)’

2+—< <922 +—
T2 T1 T2

Substituting general solutions into transformed by Laplace and Fur’e
boundary conditions we get
(af —&® + K*Gy) [C1 11 (arry) + D1 Ky (aqry)] +
+ (03 — a®k*G1) [CoIi (aar;) + DaKq (cory)] +

1 .
= mGlM” [kff-io) (k,p)} , (i=1,2) (19)

= - — Ot% — 042 —
|:a1G1 (L + 2M) — o L:| [CIIO (0417"1‘)] +
1
2 _ A2
+ OtQGl (L + 2M> — a2aZaL:| [CQIO (0527"1‘) — D2K() (Ozg’l")] —

2M Gy
+

[C111 (a17i) + D1 K1 (aqr;) + Cody (ceri) + Do Iy (cr;)]

70 kp)], G=12).

1—|—CQ

Using standard expansion of Bessel’s functions into a power series of ra-
diuses r; and 79 in the derived equations we can get the system of four alge-
braic equations relatively to entered functions ﬁr)o, Unl, (_Jzﬁ, Uz7l' Step of
going from Laplace and Fur’e transforms to the original time and space func-
tions is realized, and it is obtained the system of vibration equations taking

form

0 .
a1;U0 + a2iUro + € (a3 U1 + asiUr 1) = ﬁgl I [azfr@ (2, t)} ,

1 _
b1;U.0 + b2iUro + & (b3;Uz 1 + bai Uy 1) = ﬁCQGMl [f,@ (2775)} . (20)
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Here operators a;;, b;; (i =1,2; j =1,4) are defined by formulas

> 0 o? (ri/2)°"t
— 2 ¢ .
o= [P = (vt a8 ) B

ag; = — Z—:o [)\1Pn+2 - ()\% A+ N %;Gl) Poj1 + ()\1 + 597226'1) Pn)\g]
- (7’7;/2)27L+1 .

X n!(n+1)!

R 5 0 o? (re/2™* 1 8
as; = Z’U%n (7"1) GlAza |:Pn+2 - ()\1 + ﬁGl Phia 7711 (n T 1)! + EGla)\l,

n=0

00 32
ag; = — Z N7.n (1) M1 |:)\1Pn+2 - (/\f + A5+ /\18ng1> Pria
n=0

92 ] (ri/2)" 1 92
#(0 g ) ] T+ G

2n
9 GiM /2
bii=—Y GM%E [(Gl(L+2M)—L)Pn+>\1LPn_1— : P}(”/) :
n=0

m+1)""] )’
bai =Y [Gl(L +2M) (M Pog1 — Poga) + L (AT = MiAs + A3) P
n=0
G M 2 (ri/2)*"
oy Oepes =280 |
> 0

by, = — ;0)\1 {776,n (ri) 5 [G1(L +2M) = G1 L (P 1\ Po)] —

o MG? (ri/2)*" 1

—N7m (13) - 9 n+D) n+1} W + 7’7)\17
by = Z M6n (13) [G1(L +2M) (M Poyi — A5Pa) + L (AT — MAs + A3) P
n=0
MG, o (127"
_ N, P — 02P
N7n (7"1) (TL+ 1) <)\1 n+1 AQ n) (n‘)g

Herewith operators AT, A5, A%, P, are equal to
p 2 2\ "
T =(L+2M)™" — - M— :
= (o s) |

2 2 n
(a8 () o
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A=A [N S M7+ L (L 42m)! - +in-
1 4 1+co 1+ ag 1222 24| 7

Nl%Nl; NQ%NQ; Ng%Ng;
Py=Xs (A3 —2)3); Ps=A3—3M3M3 + A%

Equations (20) are general equations of longitudinal-radial vibrations of
cylindrical shell with initial stresses. Here we can get different approximate
and refined vibration equation and consider various limited cases. Accord-
ing to form of operators A}, a;j, b;; system (20) contains the nth time and
directional derivatives of functions U, 4, U, ;, U, o, U, ;. Therefore it is rea-
sonable to restrict the number of terms in equations for using them in applied
problems.

3.2 Formulas for Definition of Displacements and Stresses in Shell
Sections

Having inverted expressions (17) on z and t formulas for displacements are
deduced

1+c¢ L1 o=
U, = - '{(Gl')\l) 1'2[)\4'01' (Pn =M1+ Py1) Uz ot

z 1 + ap ne0
AN 2 (r\2)*"
+ (82:) A= AL s+ AT] QU] () +
+Y {(Prg1 = M- Py Us i+
n=0

. a —1 2 2n
+G7t- <6z> A= A1 Ag + AT PoUa (r\2)

5z TP

. O 0 (r\2)*"
U =MD M (P = A Pa) - Upo = G Mg 0z n!(n+1)!+

n=0

3 MPast — MPu) Uy — Py ((22)] 02" 1
+7;an,n(r) . ( 14n4+1 — A4 n) r,l — I'm+1 2 n'(n T 1)' + ; “Up1.
(21)

Being limited to zero approximation from (21) we shall have

1+co )
U. =1 e [U.o+InU.1];
1 r _10U, 0 1 0 r
Ur=~Uni+ 2 {UT,O — G } v (m 2) [/\1Um =G| L

N

(22)
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Similar formulas take place for components of stress tensor

Orr = A\ By 01U, 0 4 boUy o + € (b3U, 1 + baUp1)]

Ory = B2\ a1Us o + a2Uyo + € (a3Us 1 + aqUs 1)), (23)
where 9
a; = aijl,._., bi=bil._.., Bi= G1M71@~

3.3 Limiting Cases and Particular Forms
of the Longitudinal-Radial Vibrations
Equations of the Preliminary-Strained Shell

The derived vibration equations (20) and formulas for stress and displace-
ments suppose the following limiting and special cases:

1. If shell material is elastic, i.e. M = p, L = A, (20) will pass in the
corresponding equations for an elastic shell.

2. If r1 =0, then £ = 0 and from (20) we can get longitudinal vibrations
equations of preliminary-strained circle cylinder

1 82 (2, t
01U + asUpo = LM~ ) [f(z) ,

14 co 0z
1 8 £ (2, 1)
0= M1 —Jr s 24
01U 0+ 02Uy 1+02G1 All EP , (24)

where a; = aij'n-:r’ bi = bij|ri=r'

If ro = r1(14+¢) and € > 0 is small quantity, then from (20) will follow
vibration equations for initially stressed thin walled cylindrical shell.

At zero approach and a constancy of Poisson factor these equations in
dimensionless variables (r, z, t) will become as

~ 1 63UZ70 _ 2(1 — I/) 83UZ70 _ 62UT70 i@Uz,l _
0t20 z 1—2v 023 1752 r2 9z

L[ - (03U, 23U, 1 1—2v
_2(M <8z8t2>_ 5 ) TadgaT

~ 4 4 2
X (Ml <a U“) 0 U“) T T )

02022 dz* r? 022
2v 8UZ,0 1 . laUZJ _ 2U7-,1
1-2v 0Oz 1—20 " 2 02 2

1—2v 1 82UT71 82UT,1 o .
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where v - Poisson factor, dimensionless variables are entered by formulas

2=z b=t r =138 ro =136

26
Upi = UnE: Usg=Ulos Usy=Uly: Upo=Us, (29

b - velocity of transversal wave propagation in the shell material.
4. If ap = 0 and ¢y = 0, then (20) coincide with the refined equations of a
cylindrical layer without taking into account the pre-stress.

4 The Torsional Vibration Equations of Circular
Cylindrical Shell with Initial Displacements

Torsional vibrations of cylindrical shell are excited on its surface by stresses
Orp = fr(;) (Ta t)v r=r; (Z =1, 2) (27)
Shell motion is described by equation

8(7“9 8(TZ9 2 _ 82U0
or T as T T P (28)

At torsional vibrations displacements in view of initial displacements have
form (9). Dependence between stress and small disturbed and initial displace-
ments have form (10). Substitution of the last in the motion equations (28)
leads to next the equation

2 1 10 o LU,
(1+b1){a?"2_7”2+7”37’+8,22}U9_pM o2 (29)

Let’s assume

oo

B sin kz = pt
Ug —/ — cos kz}dk/Uge dp, (30)
0 1
then from (29) we can get
d2Uy 10U, 9 1\ -
- — - = 1
az 7 or (ﬁ +r2) 6=0, (31)

where
F=k+1+b) pp’M, M=pul-fp)].
General solution of (31) is equal to

ngAlll(ﬂT)—i-AgKl(ﬂ’/‘). (32)
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Having presented external acting stresses also in the form of

£ 1) = / sin ke }dk / FDertdp, r=r,(i=1,2) (33
!

cos kz
0

and substituting them into boundary conditions (27) we will get equations

o 1y
or 7‘9_1—|—b1

2 = a=12). (34)
Having substituted general solution (32) into (34) we get

BIAL(Brs) — AsKa(Bri)] = 1+1b1M_1 79 =12 @)

Let’s expand solution (32) into a power series of radius r

Uy = ‘;§+§:{A1+A2 {mﬁ—zp( +1)—fw(n+ )H%

and enter main parts of transformed torsional displacement Up of intermediate
surface of shell.
Assume

9 _ _
Ay = BUa,o; Ay = pEUy 1, (36)

where A9 = A1 + Ao [ln— —s(1) — 2¢( )}
Substituting last values of 1ntegrat10n constant A; into transformed tor-
sional displacement we can get

+§Z774n /2

2n+1

)1 U +2Z 7/2) - BQnUe)Oa (37)

+1)!

62n+2

where
n

r 1 2k +1

§ 24 k(k+1) (38)

Nan(r) =1In
Similarly, having expanded boundary conditions (35) into a power series
of r; we can get

1 4 > 43 (i /9y H2
2 (1 - ) BAz+ Y [Awo +15.(r) Ao] % -

2 ,6’21"1}2 =

= 1jb1M71 [ﬂ(é)(h p)} ; (i=1,2), (39)

where

1
n+2

775,?%(”) =
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Substituting values of expressions (36) in (39) we have

2 2n+2
€<ﬂ22> 1+2Z /2 ﬂQnJrZZ—JOO+

/2)2’IL+2 B
+¢ Z s, n 52n+4U9,1 =

L [f(”(k p]. (=12 (40)

Having converted last equations we get

. ] 1 r—1 [ 70 o
c1;Upo +&coiUgn = T 0, M [frg (K, P)] , (1=1,2) (41)

where
)22
/ n+1

s=2 Y WS e
“ ngn!(nJrQ)! !

()l \n L
(- 55) + Tt iy

(2

02 22 \"
1+ b1 6t2 822
Equations (41) are general equations of torsional vibrations of isotropic

viscoelastic cylindrical shell subject to initial stresses. At zero approach system
(41) will take form

72 1 2 1 1\ r?
ey (o) () if e -

MG k)]

1 2 ro 1\ 13,
2 z fall In=2—2-)22 =
T3 (v =g) ¢ (wg-3) oo

Coq =

N =

R Sy B - C)
= o M [2 )] (42)
where 52 o2
__"r -1|Y | _ 9
A1_1+blM [81&2] 022

Further we shall result formulas for determination of stressed—strained
state of shell. Having converted on k and p expression (37) we get formula for
displacement

Ug(r,2,t) = g1Up,0 + 92Up 1, (43)
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where

o] 2n+1 00 2n+1
(r/2) 1 (r/2) 1
=2 An - - n /\n+
9 ;n!(nﬂ)! 2T +n§”“’ ") i 1)1

Using the above-stated analogy it is easy to derive formulas for component
of stress tensor through unknown functions

Org = (1 + b1)M [Cl U070 +§CQ UO,I] N

AUy
0z

0Up 1
0z |’

0.0 =(14+b1)M |g +&92 (44)

where ¢; = ¢14 |p,=r ; €2 =cC2i
Formulas (43) and (44) allow to determine values of displacement and
stress in arbitrary section of shell.

Ti=T"

5 Application of Vibration Equations for Solving
Problems

For approbation of the derived vibration equations as test problems are solved
the problems of axisymmetrical vibrations of pre-stressed semi-infinite circular
cylindrical thick shell at kinematical excitement on the end face.

5.1 Longitudinal-Radial Vibrations of Pre-Stressed Cylindrical
Shell with Rigid Restrained Face

Let’s consider the problem of longitudinal-radial vibrations of semi-infinite
cylindrical shell with rigid restrained face, taking into account pre-stress and
viscous parameters of material. The problem is solved taking the Laplace
transform with further using method of variation of constant on the base
of refined equations. The stressed—strained state of shell subject to initial
displacements is defined.

Vibrations equations (20) ignoring external loading will take form

M_l 83Uz70 _ 2(1 — l/) (Q)SUZ’() _ 82UT70 iaUzyl .
0t20 z 1—20 028 1792 r? dz

1\ 1-—2v - (9, a U,
~0idz (1“” N 2) 21 —v) (M (8752822) o )T

1 62UT,1 1 1 aBUz,l a3Uz,1 .
T2 T (1’”” - 2) (M (828t2) CE ) =0 (=12
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2v 8Uz,0 + 1 U lnr BUZ 1 2UT’1 + 1Il7"i + 1 %
1-2v 0z 1—2 0 ! 2 0z 72 1-2v 2

K2

1—2v ~ 1 82Ur’1 82UT,1 - -

v - Poisson factor;

1-2v 4(1—v)* 0 = 1 o 1
20 1—=20 " ' (04 e)?(0+a0)? 7 (I+e)3(1+a)

q1 =

Initial condition are zero. Boundary conditions at the rigid restrained face

have form:

when z =0
U.=—f(t), U.=0, (46)

as z — o0

Uso=U,1=0,U;0=0U,1 =0.
Stressed—strained state of shell is defined by formulas

14+ co

U, = [Uz o+ InrU, 1]

+
1
U-=-Up1+ Ur0+ lnr—f MUp1 — 8G1Uz1 i;
ro 0z 2

-, (0%U 2(1 —v) 08U
. 2 1 z,O _ . z,0 _
[(1 ) M < ot? ) 1—20v 022 }

r oU,., r 1 o ~ 1 (0%U.1 0*U. 1
. Oy (mr—=)101 M 1Y ;
¢ T3 (nr 2) [( + c2) ( o2 Lo |t

Ops = M(1+c2){

N3

2 0z
1-20 -~ 93U, 4 1—2v 93U,
—la 1 — 2 n! rl) . r,
{( e+ a5y <8t262> 21-0v) 02 }X
r 1 1 8UT)1 1 .
§(lnr—§)q1 +T.(92+TUZ’1}’ (47)
Opp = M(l —+ CQ) 2v 8UZ"O 1 . UT,O

1-20 0z 1-2v

oU 1 2 Inr 1
] - 2. -
<m+2) 8z 12 U’1+<1—2u+2>><

L (OPU\ 0%,

o 1—2v
2(1 —v)

where

1—-2v 92 1—20  0?

M= M)l a) 5 aE gy
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Having applied Laplace transformation on time to system (45), with the
subsequent using of method of constants variation the solution in transfor-
mations is received. Step of going from Laplace and Fur’e transforms to the
original time and space function is realized using shift theorem and theorem
of functions’ convolution. It is got closed solution which substitution into for-
mulas (47) lets fully define stressed—strained state of arbitrary shell section

t
Uiy =20 [ %m0 — )1, (7\/—777) i
V7

Y7

t

—% 6_%TF2(t - 7)o (’}/g T2 — 7%22) dr;
v5z

Fi(t) = 78o/tf(§)d§ + 781 (f,(t)—%f(tﬁ ;
b
Fa(t) = 152 / FO)dE + s (£ () + S51))
0
Uyt = 50 j Ft—m)eF71 <78W> dr—
e
751 /t flt—m)e 3714 (79\/@) dr ;

Y7z

t t—T1
1
Uzo= o Y60 L0 (t — T) + Y61 / f()dg | x
0

Y102

xe_%TIO (70\/7'2 — 712022) dr—
¢
1 e 2
—quy— [ e 271y | s/ T2 =522 | x
5

V52

t—T1

x |62 Fo(t — 7) + 73 / f(©)de| drt (48)
0

t—7

¢
+%/ ’764F0(t—7')+765/f(5)d§ X

V72 0
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xe~ 2T, <79\/72 - "y%zz> dr;

Fy = f'(t) + 5 (1)

Uro = %/ [’me, (t*7)+771f/ (t—r)+772f(t—r)}><
0

x I <fyo\/7'2 — 7%022> e~ T Tdr + J50 o
5
t

< [t (=) +amerf (= )+ =)

0
Iy (78\/72 — 'yg,ZQ) e~ FTdr—
¢

_E/ [776'](”(75—7')+77601f,(t_7)+ 8 f(t_T)}

Y10
Iy (79\/7'2 — 7322> e~ T dr.

Y7z
Calculations are performed by formulas (47) for viscoelastic material the
physical characteristics areas follow:

a1 =0,78;a9 =0,18;a7 =0, 1;

71 = 80mks ;o = 0,14 - 10mks; 754 = 0,11 -10;

3
K(t) = Z o te Tt/
n=1

Results are represented on Figs. 1-6.

On Figs. 1 and 2 dependence of change in longitudinal displacement and
radial stress o, with coordinate are presented for fixed value of time t = 10
when external load is given as function: where H(¢) - unit function of Heave-
side, Ay = const. From the resulted graphs it is visible, that in the sections
close to end face (0 < z < 4) the influence of factor of preliminary intensity
(ag) is strong. Depending on the value of factor ag in points close to the end
face displacement can increase two (ap = —0,68) - three (ap = —0,7) time.
The similar picture is observed or stress ¢,,. which can accept big values in
sections close to the face depending on ag, and in sections removed from the
end face on distance z = 6 and more the full drop of displacement and stress
is observed. From here follows, that at z > 6 for loadings as H (t)-type the
influence of factor of preliminary intensity can be neglected.
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Fig. 1. Plot of displacement U./Aq as Fig. 2. The dependence of change in
functions of coordinate z for ¢t = 10 stress with coordinate z
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Fig. 3. Plot of displacement U, against Fig. 4. The change of displacement U
coordinate z with coordinate for various values of ag

On Figs. 3 and 4 graphs of displacements and U, against coordinate z are
presented when external loading is has form: f(t) = go sin? [xt/t;] for t = 20
and various fixed values of ag. From these graphs follows, that general pic-
ture of changes of displacements and U, looks like previous ones, but unlike
here displacement U, at ag > —0,04 will be bigger, and at ag < —0,07 will
be less than one at ag = 0. On Figs.5 and 6 graph of change of radial dis-
placement in time are presented, here also loading is given in the form of
smooth harmonic function. On Fig. 5 results in section z = 5 are presented in
view of initial displacements (ag = —0,01; —0,02; —0,03; —0,04) and ignor-
ing them (ap = 0). Apparently from graphs it can be seen at initial moments of
action of external loading the sharp increase in value of displacement which
eventually at t = 0 passes in the stable state is observed, moreover with
increase of initial displacements the value of radial displacement increases.
On Fig. 6 values of change of radial displacement in various shell sections
(z = 5,10,15) at ap = 0 are resulted. With growth of distance from the face
in shell sections reduction of displacement values is observed.
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Fig. 5. The change of displacement U,, Fig. 6. Plot of displacement U, as
in time in section z = 5 for different function of time in various shell sec-
values of ag tions at ag = 0

5.2 Torsional Waves in Viscoelastic Cylindrical Shell with Initial
Stresses

Let’s consider vibration process in semi-infinite pre-stressed viscoelastic circu-
lar cylindrical shell, at kinematical excitement at the face. Mathematical for-
mulation of problem is based on using of refined vibration equations, which at
the absence of external loadings in dimensionless variables (r, z, t) take form

ﬁ 1 M_l 82U9)0 . 82UQ)0 1 1 M_l 82U9)1 _ 62[]9’]_ .
4 1+b1 8t2 822 2 1+b1 6t2 322
4 1\ r?
— 7"1,2U9’1> + <1n Ty — 2) gx

1 ~ Uy 4 2 ~ 90Uy 1 0*Uy 1
M2 = | - M | — = )=0, (i=1,2
(e o ) ) =0 =1
(49)

. t
where M = 1— [ K(t — 7)dr, K(t) - core of viscoelastic operator dimensionless
0
variables are introduced by formulas
2=2"G b=t r=ri§ re=r38 Ui =Ug & Uso = Uy,

¢ - radius of intermediate surface, Uy g, Up,1 - main parts of torsional displace-
ment Uy, b - velocity of transversal wave propagation in material of shell.
Initial torsional displacement has form

Ug = (1+b1)Ug (by = const).
Boundary conditions of the problem: when z = 0:

Ug = 7f(t)7 020 = 07 Org = 01
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as z — o0

Up = 0. (50)

Initial conditions are zero.
Stressed—strained state of shell is defined by formulas

1
Up = (r + gln r ~/\1> Up,1 + rUs;

. ~ 8U9,0 1 aUB,l .
Uzg—(1+b1)uM {T az + |:2+1n7”)\1:| 32 }7 (51)

- (r? 1 4 1\ r?
Org = (1 + bl),uM {4/\1U970 + |:2 ()\1 — 702) + (hl r— 2) 8)\%:| U0,1}>

where
1 - 02 0?
A = M| 2 2
Tl {&2] 922

The problem is solved using Laplace transformation on time. Step of going
from Laplace and Fourier transforms to the original time and space function
is realized using shift theorem and theorem of functions’ convolution.

0
Upy =exp ' { [Io (’YOW> 3t —mz)+ &IO (WO\/ 2 — ’71222> X
c1 5 2.9 1 Cy
X H(t —712) _51—0 Yo/ t? —7iz? | H(t —mz2)| + " (’)’90 + 5791) X
t
x 1o <’Yo\/ 2 — 'Y%ZQ> H(t—v2z)+ % / I <'ym/t2 — 7%22> dr+

712

¥ 93 0? 0
+% [10 (73\/@) d(t— 722)} |:’YIOO +Vs4@ + ’Ygsﬁ +799& X
o1 1
—=t). 2 _ 42,2 _ il
X <(e ) Iy (fym/t 9%z ) + H(t qu)> + - X

0 C1
+ o (Io (73\/152 — 222 ’) H(t —y2z) — ) Iy (’ym/t2 - 72222>H(t — "/22):| +
S a 2 _ A2,2 _
+72 (794 t3 793) Io (’73\/75 V327 | H(t — y22)+

t
+ % Iy (73\/152 - 7§Z2> dr ¢ + e "%
2

Y22
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t t—T1
er——q97//f §)dse "Iy (’YO\/?? —’yle) dr+
0
gz 0

7klz a CZ
—q11 atg to o 8t +s2 0+
t
« 1
et <q*>’710010 <’YO\/ 2 — q(Q)ZQ) H(t - QOZ)+’788/IO <’YO\/ 2 — q(2)22) dr+
0

qoz
r t
1
+7 710210 <’YO\/ t? — ’71222>H(t —mz2)+ 777774/10 <’YO\/ t? — 71222> dr| +
1
L Y12
r t
1 / /
+7 ’}/10410 <’)/3 t2 — ")/2222> H(t — ’)/QZ) + Y6871 /IO <’}/0 t2 — 7§Z2> dr
2
L Y22
(52)

Substituting last expressions into formulas (51), stress tensor component
0.9 and displacement Uy as function of coordinate and time are calculated for
viscoelastic material parameters of which was given above. External loading
again is given as smooth function

f(t) = go sin® [wt/t1].

The results are presented on Figs. 7-12. On Figs. 7 and 8 graphs of stress
change in time for fixed section z = 5 and different values of parameter by
(0;0,05;0,1;0,15;0,2) are presented, herewith case by = 0 is corresponded to
case without initial displacements. Here we can see the influence of factor of
initial displacement on change of stress which is essential at initial moments

[ T
- 1
“ 'r""rﬁ‘\ Y - -ﬂ A YAVAVA Favasa
ot .*'.'r'f/ ,\“_ 'J.*'f“'\\ RN ot f'l M U PR |

X " 1

o rl _!:.. \ \"‘-';'I/ ‘\ / \:_"f" . ". :\U{\vww

bl B 4 o
-2 !

b1 —— b6 —+— b1~ -~ b=015 -+~ b2 — b0 bQ5—bid1  bieQ1S——bi2

Fig. 7. Plot of 0,9 stress change in Fig. 8. Plot of stress 0, as function of
time for z =5 time for z =5
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of interaction. By these graphs it is possible to draw a conclusion, that in
the beginning of interaction the sharp increase in stress values is observed,
and eventually oscillatory process is stabilized and passes in the established
condition.

On Figs.9 and 10 graphs of displacement and stresses are presented as
function of coordinate, at the fixed values of time t and factor b;. On Figs.9
and 10 accordingly graphs of stresses 0,9 and are presented at t = 1 and vari-
ous values of factor b;. From graphs it is visible, that with growth of distance
from an end face the stress amplitude falls and on distance approximately
6-7 radiuses from an end face it can be neglected, and this is observed at any
value of factor b;.

On Figs. 11 and 12 graphs of displacement change and stress in view of
(b1 = 0,2-dashed line) and without taking into account (b; = 0-continuous
line) factor of initial displacement are presented for the various fixed values of
time ¢ = 1, 5, 10, 15. Here eventually reduction of values of displacement and
stress is observed. Herewith graphs of torsional displacement presented on

O Oz
8 i
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2
L T ARG e
-2 i [
ik
Y
-
z -2
——bi=g bi=0,1 == -b=(2 —=—bi=04 — b= —— =015 b1=D25 =035 —— n=De

Fig. 9. Plot of 0,9 stress change in co- Fig. 10. Plot of stress 0.9 as function
ordinate for ¢t =1 of coordinate z for t =1
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Fig. 11. Plot of displacement Uy as Fig. 12. Plot of o,¢ stress as function
function of z for fixed values of time of coordinate for t =1,5,10,15
t=1,5,10,15
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Fig. 11 at ¢ = 1 have harmonious character, and in other cases more smooth
form.

On Fig. 12 in sections close to the face the sharp increase in values of stress
org is observed, which in the process of removal from an end face gradually de-
creases. From the presented graphs it is visible, that in the shell sections equal
to 5-6 radiuses the values of displacement and stresses might be neglected.
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Viscoelastic Fluids in a Thin Domain:
A Mathematical Study for a Non-Newtonian
Lubrication Problem

G. Bayada, L. Chupin, and S. Martin

Summary. After describing the process allowing obtaining classical Reynolds equa-
tion describing thin flow model for Newtonian fluids, we give a short description of
the present state of art in the modelling of various non Newtonian thin flows. At
last, we give some recent results concerning visco-elastic flows for which it is not
possible to gain a generalized Reynolds equation. At the contrary, the thin flow
corresponding model relies primary on the computation of the velocity field.

1 Mathematical Aspect of Lubrication Problems

In many fields of engineering and applied sciences, different technologies re-
duce friction and wear between relative moving surfaces. Lubrication is part
of a larger discipline, the tribology, which included also the study of friction
and wear [1]. Lubrication is mainly concerned with the presence of a lubricant
used to prevent contact between close surfaces in relative motion [2].

In some sense it is primary a fluid mechanics problem whose originality
deals with the thin gap in which the fluid stays. Moreover, contrary to the
classical problems in fluid mechanics, the velocity is not the primary unknown.
People in the field of lubrication are mainly interested by the knowledge of
the pressure which, due the thin gap, can reach more than one Giga Pascal.

Let us consider the classical Navier—Stokes system defined in 2 = w x
(O, H(x1,22)) in which w is a smooth domain of the (z1,x2) plane:

p U.Grad(U) = —grad(p) + nAU + F,
div(U) =0. (1)

Assuming that H is small with respect of the dimensions of w, so that the
pressure can be considered as a function of (x1,z2) only and, after suitable
dimensionless procedure, retaining leading terms in the preceding system,
we get:

82u,-_8p i — 1.9 O _
T](?l'g N 8371 T 81‘3 -
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It is now possible to integrate these equations in the x3-direction, using
velocity boundary conditions on the lover and upper part of 2, namely:

U(.’El,x27H(.’£1,£B2)) = 0, U(l’l,{EQ,O) = (8,070),

so obtaining the velocity as a function of the pressure.

Putting this last expression in the divergence free equation and integrating
it also in the x3 direction allows us to eliminate the velocity and to obtain an
equation in pressure only: the so-called Reynolds equation which dates back

to 1886.
0 3 1 Op 7] 3 1 Op 0H
0x1 (H 12n 6m1> + Oz (H 12n 8;102) o 8/28351' )

Such procedure can be rigorously described by way of asymptotic expan-
sion with respect of the small parameter ¢ = H/L in which L is the charac-
teristic length of w ([3], [4]).

In some sense Reynolds equation is for the Navier—Stokes system similar
to the plate equation for the full 3-D elasticity system.

Such Reynolds equation is a classical elliptic one. However in most of the
lubricated devices, a biphasic phenomena occurs: the cavitation (the occur-
rence of a bubbles of air into the fluid) and a free boundary formulation has
to be introduced.

The classical one is a variational inequality (VI) of the first kind which
takes full account of the fact that pressure into the fluid cannot fall below the
saturation pressure (taken as zero for convenience):

Let K = (¢, € HY(w), ¢ > 0), then p is searched as the solution in K of

the VI:
s 1 (0pd(p—p)  9p dp—p)
//H 12n \0z1 Oz +8x2 0xo da1dis

H
> _//S/Qa—(gp — p)dxids Yo, p € K.
6951

Numerous studies exist about existence, uniqueness and various properties
of solution of this inequality [5].

As this VI model is not a conservative one, another more complex model
has been proposed in the literature: the pressure saturation model. In this ap-
proach, the pressure is no longer the only unknown and a saturation function
6 is introduced. The problems read now as:

Find p and 6 such that: p >0, 0<60<1, p(1—-0)=0

s L (Op 9p  Op Op
//H 12n \ 0z Oz * Oxo 019 dadis

_ // 5/2(%@1110 deidzy Vo, € HY(w). (3)
1
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Mathematical results about this elliptic-hyperbolic free boundary problem
can be found in ([6, 7]).

Remark. Clearly, the procedure is not a rigorous one as if the way to passed
from (1) to (2) can be justified, there does not exist so far a rigorous way to
pass to a 3-D diphasic model, to be defined, to (3). This is still an open
question.

2 Thin Film Non-Newtonian Fluid

In the preceding section, the fluid has been considered as a Newtonian
one. However it is well known that numerous biological fluids, blood or
physiological secretions like tears or synovial fluids present non-Newtonian
characteristic. In engineering applications, people are interested to control the
characteristic of the flows in order to suit various requirements such as main-
taining its qualities in a wide range of temperature and stresses. Commercial
lubricants are then modified with different additives to be able to protect en-
gines both in winter and in summer with the same product. This addition
leads also a non-Newtonian behaviour of the actual lubricant: the usual as-
sumption of a linear relation ship of shear stress and shear strain may failed
due to the additives contained in the lubricant and to the very severe operating
conditions.

Moreover, it is to be noticed that, in most of the practical applications,
the geometry of the flow to be considered is anisotropic. This is the case in
lubrication studies which are mainly devoted to thin film flows, in the study
of the spreading of tears or in the description of polymers through thin dies.

The idea is then to try to obtain generalized Reynolds equations describing
non-Newtonian effects and easier to manage than the full 3-D non-Newtonian
Navier—Stokes system.

Near all models for non-Newtonian flows are associated to a thin film as-
ymptotic lubrication model in a somewhat heuristic way. These models are
often discussed in the engineering literature. The main reason is the non lin-
earity of the basic non-Newtonian 3-D equation which induces some difficulty
by passing to the limit making ¢ tends to zero. Moreover, these non-Newtonian
3-D models are most often depending of some rheological parameters whose
dependence with respect to ¢ is almost always an important feature in the
formal or rigorous asymptotic process to get a Reynolds type equation.

Micropolar fluids are perhaps the closest to Newtonian one by its math-
ematical aspect. They are used to model flow in which there are a lot of
small rigid particles. A new field (the micro rotation) together with a supple-
mentary equation is added to the Stokes system [8]. Additional parameter,
the characteristic length of the micro-rotation effects is introduced and has
to be compared with the gap, so leading to define a critical ratio involving
these two parameters. One of the first studies concerning micropolar lubrica-
tion appears in [9] in which a modified Reynolds equation is introduced. The
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related mathematical proof has been given in [10]. From practical use, the dif-
ficulty lies in the knowledge of the boundary condition to be satisfied by the
micro rotation at the fluid-solid interface. Assuming homogeneous boundary
conditions is of common use. However a more physical situation assuming a
“boundary viscosity effect” condition can be introduce [11] and leads natu-
rally to a slip conditions on this interface [12]. Various situations have been
considered in [13].

Another class of problems for which the asymptotic procedures are math-
ematically well described included quasi Newtonian fluids (Carreau’s law,
power law, Willamson’s law, in which various stresses velocity relations are
chosen) ([14]-[16]). For the Carreau law, for example the asymptotic law
strongly depends on the values of the Reynolds number Re written as R, = &Y
and of the coefficients r in the power law. In some cases a Reynolds—Carreau
equation can be obtained while for other cases it is not possible to decoupled
velocity and pressure equations. In [17] a general approach is described with
zero stress boundary conditions on the lateral boundaries which induce addi-
tional difficulties. Neither the less it has been possible to find an equation for
the pressure only. This is not the case for Bingham fluid [18] in which the limit
inequality appears in term of both pressure and velocity. Near all these papers
however are devoted to problems with zero velocity at the boundary. They are
not representative of lubrication boundaries conditions which are character-
ized by relative velocity between upper and lower surfaces of the devices. So,
application of these results in lubrication need to revisit the proof especially
in terms of dependence of the rheological coefficients with respect to €.

The second order flow, including several rate of strain terms in the consti-
tutive equation has also been considered for lubrication in several mechanical
papers ([19], [20]) and corresponding references. Due to the non linearity var-
ious assumptions are made to gain a limit problem and resulting equations
are not the same, although numerical results are close one together.

3 Thin Film Viscoelastic Fluids

The case of visco elastic fluid is less clear from the mathematical aspect. Intro-
ducing viscoelasticity behaviour is primary described by the Deborah number
De which is associated to the relaxation time. One of the family of laws used
to describe this phenomena is the Olroyd-B model based upon a constitutive
equation which is an interpolation between purely elastic and purely viscous
behaviour, thus introducing a supplementary parameter r describing the rel-
ative proportion of both behaviours (solvent to solute ratio) [21].

p U.Grad(U) — n(1 — r)AU + grad(p) — div(e) =F,
div(U) =0,
A (U.Grad(o) + U.Vo + ¢,(VU, o) + f(o)o = +2n rD(U).



A Mathematical Study for a Non-Newtonian Lubrication Problem 319

The parameter \ is proportional to 1/De and the bilinear application g, is
defined up to D(U) and W (u), the symmetric and skew symmetric parts of
the velocity gradient by

9.(VU,0) = W({U) —W({U).c —a(c.D(U)+ D(U).0) 0<a<l.

As a particular case, this model retains the generalized Maxwell model
(r = 1, f = Identity) and Phan-Thein Tanner model for example. From
mathematical aspects, few results exist concerning these models and the way
how to obtain thin film approximation is highly heuristic.

Using Maxwell equation as starting point, a way has been to take the ¢
parameter as a leading small parameter and then to use the Deborah number
as a perturbation parameter [22]. Another approach has been to choose the D,
of the same order of magnitude than ¢ [23]. This assumption allows balancing
the order of Newtonian and non-Newtonian contribution (see also [24] for
mechanical comments). Boundary conditions are chosen in order to be applied
to usual lubrication problems. In all these cases a Reynolds-type equation is
gained.

With the same assumption and starting with the full Olroy-B model leads
to a limit problem which has both the velocity field and the pressure as un-
knowns. Let us describe briefly the procedure:

After scaling both equations and stress tensor in an adequate way, an
asymptotic 2D problem is obtained [25] from the OLROYD-B system:

—a-nG ot (B(ge)) = - e m sz @

In which the non linear operator B is defined by:

t
1+ D2(1—a2)t?’

B(1)

This result generalizes the work of ([23], [24]), concerning not only the rhe-
ological model but also the dimension (2D instead of 1D for the pressure
asymptotic problem). Obtaining the asymptotic problem is partly the result
of an heuristic process, so that the solvability of this problem has to be rigor-
ously proved.

As already mentioned, one feature of this system is that it is not possible
to eliminate the velocity so obtaining an equation with respect to the pressure.
The basic idea is to make exactly the contrary. The pressure has to be first
eliminated by working in a weak sense in a divergence free space. Then a non
linear equation with unknowns (uj, us) is posed in that kind of space which
is defined by:
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Let KI = (50’ Y e (L2(Q))2’ da;; (5 O) ( (Q))27 @(Ilva:?aH(zl"T?)) = Oa
<p(1‘1,332,0) :( 0)
H(x)

such that V0,0 € D(w // (V0. / o(x3)drs)dridre = 0.

So that the problem becomes:
Find U in KI such that for any ¢ in KI, we have:

-0 [ G [ RGeS
2///F.(<p—U)dX. (5)
Q

It is easy to prove that the left hand side of this inequality is a bounded
monotone and coercive operator for 0 < r < 8/9. Following [25], this gives the
existence and uniqueness of the solution of this inequality. The pressure as a
function of (1, x2) is easily recovered using De Rham theorem.

Interestingly this range of parameter for which the problem can be solved
is exactly the same for which the 3-D Olroyld initial problem has a solution.

A new algorithm related to the Uzawa one is presented and convergence
theorems can be found in [26].

Remark: Taking diphasic phenomena as the cavitation in a visco elastic
fluid is not clear at all. Even if the constraint can be written on term of
pressure as for a Newtonian fluid, it is not possible to include it in (5) which
relies only on the velocity.
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From the African sona Tradition
to New Types of Designs and Matrices

Paulus Gerdes

Introduction: Mathematics in African History

From the earliest times onwards humans in Africa have created and developed
mathematical ideas. For an annotated bibliography of mathematics in African
history and cultures, see Gerdes and Djebbar (2004, 2007).!

Among the earliest “mathematical artifacts” known worldwide, several
are from Africa. A small piece of the fibula of a baboon, marked with 29
notches, was found in a cave in the Lebombo mountains between South Africa
and Swaziland. The bone has been dated to approximately 35,000 BC. Well
known and widely discussed is another bone found at Ishango (Congo), dated
at 20,000 BC.

One of the oldest mathematical texts from Ancient Egypt is a collection
of problems composed by the scribe Ahmose (ca. 1,650 BC), probably copied
from a text about 200 years older. It contains various methods of approx-
imate solution. For instance, the length of the side of the square that has
approximately the same area as that of the circle is determined as 8/9 of the
diameter of the circle, which implies 3.1605 as a close approximation for the
value of w. The “pinnacle of achievement” of mathematics in Ancient Egypt
is the exact result for the volume of a truncated pyramid with square base.
In his paper “Africa, the cradle of world mathematics?” (1985), presented
in Nairobi for the University of the United Nations, Henri Hogbe-Nlend, the
first president (1976-1986) of the African Mathematical Union, stated that
mathematics in Pharaonic Africa was intuitive, demonstrative and rational.
Furthermore, that Africa is the mother of geometry. In his book “Egyptian
Geometry: Contribution of Ancient Africa to World Mathematics”, the Con-
golese linguist and Egyptologist Théophile Obenga underlines that the title

! This bibliography is the outcome of work done by AMUCHMA, the Com-
mission on the History of Mathematics in Africa, created in 1986 by the
African Mathematical Union (AMUCHMA webpage: http://www.math.buffalo.
edu/mad/AMU/amuchma_online.html).
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of the Ahmose papyrus presents the oldest known description or definition
of what mathematics is about: “Correct method of investigation of nature in
order to understand all that exists, each mystery, all secrets” (Obenga, 1995,
p. 290).

During the Hellenistic period and its aftermath, famous mathematicians
worked in Alexandria, like the geometers Euclid (ca. 365-300 BC), Heron
(ca. 100 AD), Claudius Ptolemeus (second century AD), and the number
theorist Diophantus (third century AD). Hypathia of Alexandria (ca. 370-415
AD) is the first female mathematician known in history. In the same period,
several other mathematicians are known from the Maghreb, like Theodorus
(ca. 465-398 BC), Eratosthenes (ca. 276-194 BC), and Nicotelese (ca. 250
BC), all of Cyrene, Theodoses (second century BC) of Tripoli and Apuleius
of Madaura (ca. 124-170 AD).

North Africa played an important role in the genesis of algebra in Islamic
culture (for an overview, see Djebbar 2005). North African mathematicians
from Egypt to the Maghreb made their contributions, like Abu Kamil (d. 930),
Abu Bakr al-Hassar (twelfth century), Samaw’al (d. 1175), Ibn al-Yasamin
(d. 1204), Ibn Rashiq (c. 1275), Ibn al-Banna (1256-1321), Ugbani (1320
1408), Ibn Qunfudh (1339-1407), Ibn al-Ha’im (1352-1412), Ibn Haydur
(d. 1413), Tbn al-Majdi (1365-1447), Qatrawani (fifteenth century), Sibt al-
Maradini (1423-1506), Ibn Ghazi (1437-1513). Important mathematicians
born outside Africa worked for many years in North Africa, like Ibn al-
Haytham (965-1041), Al-Qurashi (d. 1184), and Al-Qalasadi (1412-1485).
Ibn Mun®im (d. 1228) of Andalusian origin settled in Marrakech where he
laid the foundations of combinatorial analysis, including a presentation of
the so-called triangle of Pascal, more than four centuries before Blaise Pascal
(1623-1662). Several mathematical notations used today had been conceived
in the Maghreb. In recent years many mathematical manuscripts from the
medieval Maghreb have been discovered, analysed and edited, underscoring
the mathematical heritage of North Africa.

Mathematical ideas from Ancient Egypt to Islamic Egypt and from the
Maghreb during the ‘Middle Ages’ found their way to Europe and have
contributed substantially to the international development of mathematics
(Djebbar 2001, 2005). Leonardo de Pisa (Fibonacci) had studied in Algeria
before he wrote his famous Liber Abaci (1202).

Hundreds of mathematical manuscripts — written in Arabic and in various
African languages — from Timbuktu in today’s Mali remain to be analysed to
lift the veil from some of the mathematical connections between Africa South
of the Sahara and the North of the continent. Only one manuscript from Tim-
buktu, written by al-Arwani (probably sixteenth century) has been partially
analysed so far. The astronomer-mathematician Muhammed ibn Muhammed
al Katsinawi (ca. 1740) from Katsina in today’s Nigeria was well known in
Egypt and the Middle East.

Thomas Fuller (1710-1790), brought from West Africa as a slave to
North America in 1724, became famous in the “New World” for his mental
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Fig. 1. Examples of one-colour and two-colour litema patterns (cf. Gerdes, 1998)

calculations (see Fauvel and Gerdes, 1990). As an old man in 1788, he was
able to calculate the answer to questions like 7 X 7 X 7T X 7 X 7TX 7T X7 =7
and “How many seconds lived a man 70 years, 17 days and 12 hours old” in
an instant. “Discovered” by the anti-slavery militants, he turned into one of
their important examples that the “black man is not mentally inferior to the
white man” (cf. Fauvel and Gerdes, 1990). His example shows also that there
were strong traditions of mental calculation in the African region from which
he originated, probably the Gulf of Benin.

Our Cameroonian colleague Edward Njock stressed in 1985, that geometry
is omnipresent in African culture: “Pure mathematics is the art of creating
and imagining. In this sense black art is mathematics.” As an illustration the
litema wall decoration by women in Lesotho may serve (cf. Gerdes, 1998,
87-170). Figure 1 presents examples of one-colour and two-colour litema
patterns.

For an overview of geometrical and other mathematical ideas from Africa
south of the Sahara, see Zaslavsky’s classic study (1973, 1999), Eglash (1999),
and Gerdes (1998, 1999a). Geometrical ideas in basket and mat weaving are
analysed in several studies by Gerdes and Bulafo (1994) and Gerdes (2000a,b,
2003a,b, 2004).

Due to the slave trade, wars of conquest and colonial occupation, many
African scientific and technological traditions entered into decline. Substantial
knowledge was lost.

With the end of the colonial period and the conquest of national inde-
pendence a period of mathematical revival started on the African continent
(cf. Sica 2005). Only a few African mathematicians had received a doctorate
before independence, like the Egyptians Ali Mostafa Mosharafa (Ph.D. 1923)
and Mohamed Mursy-Ahmed (Ph.D. 1931) (Independence Egypt 1937), the
Nigerians Chike Obi (1950), Adegoke Olubummo (1955) and James Ezeilo
(1959) (Independence Nigeria 1960), and the Sierra Leonen Awadagin
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Williams (1958) (Independence Sierra Leone 1961). Since Independence,
African mathematicians were awarded doctoral degrees by universities in
(at least) 53 different countries, mostly situated in three continents: Africa
(44%), Europe (36%) and America (20%). During the second half of the twen-
tieth century more than 3,000 Africans earned a doctorate in mathematics.
Hundreds have been working as researchers in Europe and North America
(Gerdes 2007a). The percentage of female doctorate holders is still only 11%.
African mathematicians have organized themselves in national and regional
associations. In 1976 the African Mathematical Union was created. African
mathematicians are doing research in various fields of pure and applied math-
ematics, including applications to urgent problems the continent is facing,
like desertification, malaria and HIV/AIDS.

One aspect of the African mathematical renaissance is the reconstruction
of partially lost knowledge and the exploration of its potential both in math-
ematics education and research. The case of sona geometry seems to me a
particular powerful example in this respect, as will be shown.

Sona Geometry

In southern central Africa the sona drawing and story telling tradition in-
corporated various geometrical ideas (cf. Gerdes 1995, 1997a, 2006a). This
tradition of drawings in the sand called sona (sing. lusona) was developed
among the Cokwe of northeast Angola and related peoples. Each boy learnt
the meaning and execution of the easier sona during the initiation rites. Draw-
ing specialists, called akwa kuta sona, transmitted the more complicated sona
to their male descendants. These drawing experts were at the same time the
story tellers who used the sona as illustrations, referring to proverbs, fables,
games, riddles, animals. Figure 2 presents a lusona and tells the corresponding
story of ‘The hunter and the dog.’

The sona drawings were executed in the following way: After cleaning and
smoothing the ground, the drawing experts first set out with their fingertips
a net of equidistant points and then they draw a line figure that embraces the
points of the network. The experts execute the drawings swiftly. Once drawn,
the designs are generally immediately wiped out.

Slave trade, colonial penetration and occupation provoked a cultural
decline and the loss of a great deal of knowledge about sona. On the basis
of an analysis of sona reported by missionaries, colonial administrators and
ethnographers, it was possible to reconstruct some mathematical elements in
the sona tradition.

As the examples in Fig. 3 suggest, symmetry and monolinearity played
an important role as cultural values: most Cokwe sona are symmetrical or
monolinear. Monolinear means composed of only one (smooth) line; a part of
the line may cross another part of the line, but never a part of the line may
touch another part.
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The Hunter and the Dog

An old storyteller said that a certain hunter, named Tshipinda,
went on a hunt, taking the dog Kawa, and caught a wild goat. Upon
returning to the village, the hunter divided the meat with Calala, the
owner of the dog. Kawa was left with the bones.

After some time, Tshipinda again asked for the services of the dog,
but the latter refused to help him. He told the hunter to take Calala
since it was with him that he was accustomed to dividing the meat.

Fig. 2. In this drawing, the isolated point in the centre represents the hunter, and
the isolated point on the left side, the dog.

Fig. 3. Examples of symmetrical, monolinear sona (cf. Gerdes, 2006a—c, p. 70,
43, 87)

The drawing experts developed a whole series of geometric algorithms for
the construction of monolinear, symmetrical designs. Figure 4 displays two
monolinear sona belonging to the same class in the sense that, although the
dimensions of the underlying grids are different, both sona are drawn applying
the same geometric algorithm.

The drawing experts also invented various rules for the building up mono-
linear sona. The following presents a first example. Figure 5 shows three mono-
linear sona. They are similar to each other: each presents a basic design of
triangular form. Figure 6 presents another example: each hand draws simul-
taneously one half!

The drawing experts who invented these sona probably began with trian-
gular patterns and transformed them into monolinear patterns with the help
of one or more loops (see the example in Fig. 7). The monolinear patterns
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Fig. 4. Two sona drawn with the same geometric algorithm (cf. Gerdes, 2006a—c,
p. 71, 72)

X 0%
R &

Fig. 5. (a) An eagle carrying a chicken (b) A person dead to fatigue (c) A thimunga
bird in flight (cf. Gerdes, 2006a—c, p. 115, 116)

so obtained were adapted topologically (maybe later by other drawing spe-
cialists) so that they could express the ideas the drawers wanted to transmit
through them.

Sona experts also discovered various rules for chaining monolinear sona
to form bigger monolinear sona. Figure 8 displays an example of the use of
a chain rule: it indicates how the appearance of the monolinear drawing in
Fig. 8c may be explained on the basis of the monolinearity of the two patterns
in Fig. 8a and the way they have been chained together (see Fig. 8b).

When analysing and reconstructing mathematical elements of the sona
tradition, the author found that there are reported sona, which clearly do not
conform to the cultural values of symmetry and monolinearity. We seem to
be dealing with “mistakes”. Figure 9a gives an example of a reported lusona
with mistakes; and Fig. 9b the reconstructed drawing without mistakes.
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Fig. 7. Transformation of a triangular design (a) into monolinear designs (b, c, d)
(cf. Gerdes, 2006a—c, p. 118)

The drawing experts may have committed consciously some of these “mis-
takes” to deceive some reporters — the “white man”, associated with slave
trade, colonial administration and Christianity—, and so to protect their knowl-
edge. The consistency, however, of the sona tradition as a whole makes it
possible to reconstruct part of it, like the example in Fig. 9b, and to analyse
mathematical rules and theorems underlying the building up of monolinear
or symmetrical sona (see the books Gerdes, 1995, 1997a, 2006a—c).

In the books (Gerdes, 1997b; 1999a—c; 2007c) and in several papers exam-
ples are presented of how the reconstructed sona tradition may be explored
in mathematics education to present stimulating, challenging problems to the
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Fig. 9. (a) Reported lusona, representing a lioness with her two cubs. The drawing is
neither symmetrical nor monolinear. (b) Reconstructed symmetrical and monolinear
line drawing (the tails are added at the end) (cf. Gerdes, 2006a—c, p. 166, 167)
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pupils and students, and to motivate, in particular, young Africans to take
proud in their scientific heritage. The study of mathematical aspects of the
sona tradition led to the discovery of new mathematical ideas, like Lunda-
designs and various classes of matrices, like cycle matrices, as will be shown
in the next section.

Mathematical Research Inspired by the Reconstructed
Sona Tradition

Wolfgang Jaritz of the University of Graz (Austria) may have been the first
to do mathematical research inspired by the sona tradition. Informed about
sona by the anthropologist Gerhard Kubik, Jaritz studied the properties of a
particular class of what we called plaited-mat sona and compared these line
drawings to the paths of a ball at a billiard table (Jaritz, 1983). In 1990 I pub-
lished a first paper on a larger class sona that includes the plaited-mat designs,
wherein the concept of mirror curvesis proposed and where Lunda-designs are
presented for the first time (Gerdes, 1990). Inspired by this research, Slavik
Jablan (University of Belgrade, Serbia) has studied mirror curves and their
relationship with mathematical knot theory (Jablan, 1995, 2001). In the early
1990s Robert Lange (Brandeis University MA, USA) developed sona tiles.
Franco Favilli and his students at the University of Pisa (Italy) have been
developing software for the construction of mirror curves and Lunda-designs
(Favilli et al. 2002; Vitturi and Favilli, 2006). Mark Schlatter (Centenary Col-
lege of Louisiana, USA) has been studying mirror curves and permutations
(Schlatter, 2000, 2001, 2004, 2005; cf. Peterson, 2001). Nils Rossing of the
University of Science and Technology (Trondheim, Norway) and Christoph
Kirfel of the University of Bergen (Norway) applied methods of sona analysis
by mirror curves to the mathematical analysis of a class of traditional Norwe-
gian rope mats (Rossing and Kirfel, 2003). Myself, I advanced with the study
of Lunda-designs (cf. Gerdes, 1999b [Chap. 4]; Gerdes, 1996, 1997a, 1999a—c,
2000b, 2002a,h, 2005) and a sub-class called Liki-designs (Gerdes, 2002b,c). I
found several interesting classes of matrices, like cycle (Gerdes, 2002b, 2006b,c,
2007b), heliz (Gerdes, 2002e), cylinder (Gerdes, 2002f) and chessboard matri-
ces (Gerdes, 2002g). Several of these papers were published in Visual Math-
ematics (*) and other on-line journals. Earlier links between Lunda-designs,
determinants and magic squares were established (Gerdes, 2000b). The new-
ness and the multiple relationships of mathematical ideas arising from the
analysis of the sona tradition with other areas of mathematics reflects the
profoundness and the mathematical fertility of the ideas of the Cokwe master
drawers.

In this section I will briefly show how the study of the sona tradition from
Angola led me to discover and analyse successively mirror curves, Lunda- and
Liki-designs, and cycle matrices.
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(a) Mirror curves

The “chased-chicken-path” lusona (Fig. 4a) may be considered as a mirror
curve, that is:

* It is the smooth version of the polygonal path described by a light ray
emitted from the starting place S at an angle of 45° to the rows of the
grid (see Fig. 10);

* As the ray travels through the grid it is reflected by the sides of the
rectangle and by the “double-sided mirrors” it encounters on its path.
The mirrors are placed horizontally and vertically, midway, between two
neighbouring grid points, as in Fig. 11.

Figure 12 presents the position of the mirrors in the case of the “chased-
chicken-path” design. Once defined the concept of mirror curve in general,
I started to look for the properties of mirror curves.

To facilitate the execution of mirror curves, one may draw them on squared
paper with a distance of two units between two successive grid points. In this
way, a monolinear drawing such as the “chased-chicken” path passes exactly
once through each of the unit squares inside the rectangle surrounding the
grid (see Fig. 13).

This gives the possibility of enumerating the small squares modulo 2, being
1 the number attributed to the unit square where one starts the line, and 0
the number of the second unit square through which the curve passes, and
so on successively 101010 ... until the closed curve is complete. In this way a
{0, 1}-matrix is produced. Colouring the unit squares with number 1 black,
and the ones with number 0 white, a black-and-white design is obtained.

Fig. 11. Possible mirror positions
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Fig. 13. “Chased-chicken” path drawn on squared paper

(b) Lunda-designs and matrices

As this type of black-and-white design generated by mirror curves was dis-
covered in the context of analysing sona from the Cokwe, who predominantly
inhabit the Lunda region of Angola, I gave them the name of Lunda-designs.
Figure 14 presents two examples of Lunda-designs.

Searching for the common characteristics of Lunda-designs, the following
symmetry properties may be observed and proved:

(i) In each row there are as many black unit squares as there are white unit

squares;

(ii) In each column there are as many black unit squares as there are white
unit squares;

(iii) Along the border each grid point always has one black unit square and
one white unit square associated with it (see Fig. 15);

(iv) Of the four unit squares between two arbitrary (vertical or horizontal)
neighboring grid points, two are always black (see Fig. 16).

Conversely, it holds that any rectangular black-and-white design that sat-
isfies the properties (i), (ii), (iii), and (iv) is a Lunda-design. In other words,
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Fig. 14. Two examples of Lunda-designs

LA

Fig. 15. Border situation

W

Fig. 16. Possible situations between vertically or horizontally, neighbouring grid
points

for any rectangular black-and-white design that satisfies the properties (i),
(ii), (iii), and (iv) a mirror curve that generates it may be constructed (cf.
Gerdes 1996).

The characteristics (i), (ii), (iii), and (iv) may be used to define Lunda-
designs (of dimensions mxn). Moreover, the local symmetry characteristics
(iii) and (iv) are sufficient for this definition, as they imply the global symme-
try properties (i) and (ii). The particular symmetry characteristics of Lunda-
designs turn them often aesthetically attractive (cf. Gerdes 2005).

Lunda-designs may be generalized in several ways. Circular and hexagonal
Lunda-designs are some interesting possibilities (cf. Gerdes 2002a). Figure 17
presents an example of a hexagonal grid and a hexagonal Lunda-design (cf.
Gerdes 1996, 1999a). Instead of enumerating the unit squares through which
a mirror curve passes modulo 2, they can be enumerated modulo t, if t is a
divisor of 4mn, where m and n are the dimensions of the rectangle. In this way
t-valued matrices and t-Lunda-designs are created. Figure 18 gives examples
of 3 and 4-Lunda-designs.
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Fig. 17. Example of a hexagonal grid and hexagonal Lunda-design

3-Lunda-design 4-Lunda-design

Fig. 18. Examples of a 3- and a 4-Lunda-design

3

Fig. 19. Stronger condition

(c) Liki-designs

It was on the eve of the fourth anniversary of my daughter Likilisa that I
started to analyse a particular class of 2-Lunda-designs. As these designs
turned out to have some interesting properties I gave them the name of Liki-
designs.

In the case of Liki-designs, the fourth property is substituted by the
following stronger condition:

(iv’) Of the four unit squares between two arbitrary (vertical or horizontal)
neighbouring grid points, two adjacent unit squares are always black, while
the other two are white (see Fig. 19).
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v

Fig. 20. Diagonally opposed unit square always have different colours

a
1 6010 0 1 O 1 1 O
0o o I I 1 1 0 0 0 1
1 1. 0 0 0 0 1 1 0 1
0 1 0 1 1 0 1 I 0 O
o1 0 I 1 0 0 0 1 1
1 1 0 0 0 1 1 0 1 O
0o 0 1 1 0 1 1 0 1 0
1 0o 1 1 0 0 O O 1 1
1 00 0 I 1 1 1 0 0
0 1 1 0 1 0 0 1 0 1

b

Fig. 21. Example of a square Liki-design and associated Liki-matrix

The new condition (iv’) may be described as follows. Consider the four
unit squares between two vertically or horizontally neighbouring grid points.
Two of them that belong to different rows and different columns always have
different colours (Fig. 20).

The two properties (i) and (iv’) imply that a square Liki-design and its
associated Liki-matrix are composed of cycles of alternating black and white
unit squares and of cycles of alternating 1s and 0s, respectively.

Figure 21 presents an example of a square Liki-design and its correspond-
ing Liki-matrix. The matrix has five {0,1} — cycles; one cycle is represented in
bold (Fig. 21b). A question that naturally emerges is what will happen with
the powers of Liki-matrices.

Figure 22 displays the first powers of Liki-matrix A. The third power has
the same cycle structure as the first power: the first cycle of the third power
is composed of alternating 16s and 9s, the second cycle of alternating 15s
and 10s, etc. The even powers do not have the same cycle structure. Their
diagonals are constant and they present other cycles, like the cycle of 2s of
the second power. Figure 23 compares the cycle structures of the odd and
even powers of the Liki-matrix A. A cycle structure of the first type I call a
first order cycle structure. A cycle structure of the second type I call a second
order cycle structure.
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WD WL — W — WL N
LW W N — W W WL — N
W W — NN W WL W —
— N W DN N W — W
— R L L W NN = W W
NN DO — = L LW W W N

PO W W W W — — NN W
L = W NN L W W —
DO — L W N W — N W W
DO D — D W — W)W

e

16 9 1510 9 16 12 13 15 10 75 60 60 53 53 68 68 66 66 56
9 10 16 16 1513 9 10 12 15 60 75 53 60 68 53 66 68 56 66
1516 9 9 12 10 15 16 10 13 60 53 75 68 60 66 53 56 68 66
1016 9 13 16 10 1515 9 12 53 60 68 75 66 60 56 53 66 68
9 151216 15 9 10 10 13 16 53 68 60 66 75 56 60 66 53 68
16 13 10 10 9 1516 12 15 9 68 53 66 60 56 75 66 60 68 53
12 9 151510 16 13 9 16 10 68 66 53 56 60 66 75 68 60 53
1310 16 1510 12 9 9 16 15 66 68 56 53 66 60 68 75 53 60
151210 9 13 1516 16 10 9 66 56 68 66 53 68 60 53 75 60
10 1513 1216 9 10 15 9 16 56 66 66 68 68 53 53 60 60 75

Fig. 22. The first powers of the Liki-matrix A

Fig. 23. First and second order cycle structure

The powers of a Liki-matrix, like the matrices A2, A3, etc., are themselves
not Liki-matrices, but they display cycle structures. Let us call them cycle
matrices. As the numbers on the cycles on the odd powers are alternating,
we may say that these cycle matrices have period 2. As the numbers on the
cycles on the even powers are constant, we say that these cycle matrices have
a period 1.
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(d) Cycle matrices

In this way we may introduce the concept of a cycle matrix of period 2,
independent of the context of Liki-designs in which the concept was discovered.
Figure 24 displays two cycle matrices of period 2. Both have a first order
cycle structure whereas their products AB and BA have a second order cycle
structure. The cycles of AB and BA have a difference in phase of one unit,
and A + B is a cycle matrix of period 1.

The following table holds for the multiplication of cycle matrices of
period 2 (Table 1).

As this multiplication table is similar to the multiplication table of nega-
tive and positive numbers, we may call matrices that have a first order cycle
structure negative cycle matrices, and matrices that have a second order cycle
structure positive cycle matrices.

The study of cycle matrices of period 2 led me to the study of cycle ma-
trices of any period. Figure 25 displays two (positive) cycle matrices E and
F of period 3. For instance, the first cycle of E is composed of repeating
{=2, 1, 4}’s. The product EF is a positive cycle matrix of period 3.

The same multiplication table is true for even and odd cycle matrices of
any period p. Figure 26 presents an example of two negative cycle matrices

-1 3 4 6 -2 0 4 -2 3 5 -3 2
3 6 -1 0 -4 2 -2 5 4 2 3 3
-4 -1 -2 3 0 6 3 4 3 -2 2 5
6 0 3 2 -1 -4 5 2 =2 -3 4 3
-2 4 0 -1 6 3 -3 3 2 4 5 2
0 -2 6 -4 3 -1 2 -3 5 3 -2 4
A B
4 7 5 -17 18 -9 4 5 7 18 -17 -9
5 14 18 7 -9 -17 7 14 -17 5 -9 18
7 -17 14 -9 5 18 5 18 14 -9 7 -17
18 5 -9 14 -17 7 -17 7 -9 14 18 5
-17 -9 7 18 14 5 8 -9 5 -17 14 7
-9 18 -17 5 7 14 -9 -17 18 7 5 14
AB BA

Fig. 24. Two cycle matrices of period 2 and their products

Table 1. Multiplication table of cycle matrices of period 2

A B AB

First order  First order  Second order
First order  Second order First order
Second order First order  First order
Second order Second order Second order
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21 3 350 5-12 342 =22 11 22 42 31 34

-4 5 42 5 343 040 7 64 19 7 4 19

-3 1 0253 3-1-25 4 2 -22 31 22 34 11 42

3520 1-3 2 4 5 -2-1-3 42 11 34 -22 31 -22

2 52 45 -4 04 0 3 4 3 19 4 7 19 64 7

05 -331-=2 24 32 -15 34 31 42 -22 11 -22
E F EF

Fig. 25. Two positive cycle matrices of period 3 and their product

1 2 -1 -3 4 5 0 3 2 21 2 -1 =22 -1 2 0 1
0 4 3 3 6 4 1 3 5 0o 4 2 3 6 2 -3 0 1
8 5 4 2 7 1 0 1 7 5 -3 4 4 5 4 3 2
7 0 1 5 1 8 2 6 53 4 2 5 4 7 4 3
1 6 5 3 3 0 4 4 3 -3 6 1 2 0 0 2 4 3
53 32 2 0 1 4 -1 -1 0 -1 1 1 2 2 =2 =2
0 4 2 -1 3 1 5 2 -3 2 21 2 0 2 -1 1 -1
4 3 3 5 4 1 0 6 3 20 3 1 4 -3 0 6 2
2 1 0 8 7 5 -4 4 2 -3 3 7 5 5 4
G H

-39 27 5 5 14 25 7 19 26
-28 76 9 20 52 71 -1 57 54
63 84 -10 45 68 39 27 34 8
27 68 8 -10 34 63 39 84 45
71 57 20 54 76 -1 -28 52 9
7 14 26 5 19 -39 25 27 5

25 19 5 26 27 7 -39 14
-1 52 54 9 57 =28 71 76 20
39 34 45 8 84 27 63 68 -10

GH

Fig. 26. The negative cycle matrices of period 6 and their product

G and H of dimensions 9 x 9 of period 6. The product GH is a positive cycle
matrix. Figure 27 displays the cycle structure of negative and positive cycle
matrices of dimensions 9 x 9.

(e) Final comments

Mathematical research may appear as an unending story of discovering new
concepts, new relationships, new theorems, and new applications. The exam-
ple of the discovery of mirror curves, Lunda-designs and cycle matrices shows
how an old African cultural practice may inspire and stimulate mathematical
research. This line of research does not stop with cycle matrices. Other con-
cepts like helix and cylinder matrices (Gerdes, 2002 e,f) were discovered and
surely many more will follow. The book (Gerdes, 2007b) presents an intro-
duction the attractive, visual properties of cycle matrices.
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Fig. 27. Cycle structure of negative and positive cycle matrices of dimensions 9 x 9
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Finite Dynamical Systems: A Mathematical
Framework for Computer Simulation

A.S. Jarrah and R. Laubenbacher

Summary. Dynamical systems over finite fields provide a natural mathematical
framework for interaction-based computer simulation of complex systems. This pa-
per provides an introduction to a theory of these systems. Motivating examples of
agent-based simulations are given.

1 Introduction

Modeling and simulation are playing an increasingly important role in the
analysis of highly complex natural and technological systems. A variety of
modeling frameworks, each with its own advantages and disadvantages, are
available. In particular, the analysis of social, socio-technical, and biologi-
cal systems, such as social networks, road traffic networks, epidemiological
networks, or the immune system can benefit from approaches other than
differential-equations-based mathematical modeling, since their dynamics is
generated by the local interactions of a large number of heterogeneous indi-
viduals. Interaction-based, or rule-based, simulations are being used success-
fully to simulate the dynamics of networks of this type, predominantly using
cellular automata and Boolean network approaches. By an interaction-based
simulation, we mean a collection of variables, each equipped with a function
or a set of rules, that computes the state of each variable from the state of
other variables that are interacting with it. An excellent survey of recent work
in this direction can be found in the talks at the November 2003 “Hot Top-
ics Workshop on Agent-based Modeling and Simulation” at the Institute for
Mathematics and its Applications at the University of Minnesota [22].

One of the main advantages of such models is their ability to reflect indi-
vidual differences in behavior rather than an average over a large number of
individuals. An important disadvantage of interaction-based models, however,
is that there are very few mathematical tools available for their design and
subsequent analysis of their dynamics.
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The basic approach to a mathematical specification of an interaction-based
model is to represent it as a dynamical system of some sort. Typically, in such
simulations, each variable is allowed to take on finitely many different states.
One possible mathematical framework, therefore, is that of discrete dynamical
systems

f: (fla"'afn):Rn —>Rn7

where R is a finite field or the commutative ring Z/rZ, for some integer 7.
(It is important to impose some kind of mathematical structure on the set
R of states of the variables, since otherwise one studies set functions only. In
practice, this is often very easy to do. See, e.g., [27].) This framework includes
many cellular automata and Boolean networks (by choosing R to be the field
with two elements), in addition to other multi-state models. We refer to such
a system as a finite dynamical system. In the case where R is a finite field, it
is a well-known fact that any such system f can be described by a collection
of polynomial functions in n variables [31, p. 369]. Polynomial algebra has
seen tremendous progress over the last 15 years, both in conceptual and in
computational terms, all of which can now be brought to bear on the problem
of a mathematical analysis of finite dynamical systems over finite fields (See
[16] for a recent survey of algorithms.)

While many computer models of complex systems are stochastic we will
focus here on deterministic models, for simplicity and because their theory is
much better developed.

2 Examples of Interaction-Based Computer Simulations

We first describe in some detail two examples of interaction-based models for
concreteness and to motivate the mathematical developments.

2.1 Simulation of Socio-technical Networks

First we describe a simulation method for road traffic networks called TRA N-
SIMS [24], which is exemplary for similar approaches to other socio-technical
networks, such as wireless communication systems, or power grids. TRAN-
SIMS, developed at Los Alamos National Laboratory, represents a new, dis-
aggregate approach to traffic demand modeling, and is designed to give traffic
planners more accurate, complete information on factors impacting travel de-
mand and traffic flow in urban areas. It is part of the Travel Model Im-
provement Program sponsored by the U.S. Department of Transportation, the
U.S. Environmental Protection Agency, and the U.S. Department of Energy.
TRANSIMS creates a virtual metropolitan region, with a complete represen-
tation of the population, at the level of individuals, their daily activities, and
a faithful representation of the transportation infrastructure. Disaggregated
demographic data and detailed activity surveys of the population are used to
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create activity schedules and travel choices for each individual. TRANSIMS
then simulates the movement of travelers and vehicles across the transporta-
tion grid, using multiple modes, such as car, bus, bicycle, and foot, on a
second-by-second basis. The interaction of individual vehicles and travelers
produces realistic traffic dynamics, whose features can then be analyzed.

Simulation at this level of resolution requires a very complex software de-
sign on a parallel computation architecture. A single 24-hour simulation run
can take several hours to complete and produce gigabytes of output. In light
of such complexity, simulation design, implementation, software verification,
validation, and analysis all become crucial issues in determining the validity
and usefulness of large-scale simulations such as TRANSIMS. These issues
are magnified when TRANSIMS is combined with other simulations, such
as in EPISIMS [19], a simulation of the spread of infection by an airborne
pathogen in an urban area. EPISIMS combines a model of the spread of a
pathogen cloud over an urban area with an epidemiological model of infectiv-
ity, and movement of humans in relation to the pathogen cloud is generated
by TRANSIMS.

In order to address these issues, the designers of TRANSIMS and
EPISIMS initiated a research program to provide a mathematical foundation
for interaction-based computing and simulation. The goal of the program is
to create mathematical objects which are general enough to capture the key
features of interaction-based simulations, but which have enough structure
to allow a rich mathematical theory that provides tools to address the issues
raised above. We will return to this topic in the next section.

2.2 Computational Immunology

Next we discuss an interaction-based simulation of certain aspects of the hu-
man immune system. Comprised of a large number of interacting cells whose
motion is constrained by the body’s anatomy, the immune system lends it-
self very well to simulation by interaction-based models. In particular, these
models can take into account three-dimensional anatomical variation as well
as small-scale variability in cell distributions. For instance, while the number
of T-cells in the human body is astronomical, the number of antigen-specific
T-cells, for a specific antigen, can be quite small, thereby creating many spa-
tial inhomogeneities. Also, little is known about the global structure of the
system to be modeled.

The first discrete model to incorporate a useful level of complexity was
ImmSim [10,11], developed by Seiden and Celada, a stochastic cellular au-
tomaton simulation. It includes B cells, T cells, antigen presenting cells
(APCs), antibodies, antigens, and antibody-antigen complexes. Receptors are
represented by bit strings, and antibodies use bit strings to represent their epi-
topes and peptides. The bit string approach was initially introduced in [20].
Specificity and affinity are defined by using bit string similarity. The model is
implemented on a regular two-dimensional grid, which can be thought of as
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a slice of a lymph node, for instance. It has been used to study various phe-
nomena, including the optimal number of human leukocyte antigens in human
beings [10], the autoimmunity and T lymphocyte selection in the thymus [35],
antibody selection and hyper-mutation [12], and the dependence of the se-
lection and maturation of the immune response on the antigen-to-receptor’s
affinity [7].

The computational limitations of the Seiden-Celada model have been over-
come by a modified model, CImmSim, implemented on a parallel architecture.
Its complexity is several orders of magnitude larger than its predecessor. It
has been used to model hypersensitivity to chemotherapy [8], the selection
of escape mutants from immune recognition during HIV infection [6], and
mechanisms leading to persistence of the Epstein-Barr virus [9].

An important application for CImmSim is as a tool to explore different
types of interventions that affect immune response to pathogens. With an
appropriate mathematical specification for this model one could develop an
appropriate control theory that might provide a mathematical basis for the
study of interventions. Mathematical methods to control dynamical systems
play an extremely important role in engineering, and there is a vast liter-
ature on the subject, in both engineering and in mathematics. There have
been several promising applications in computational immunology, with the
goal of discovering ways to enhance immune response to pathogen attacks. A
well-developed control theory for immune system models would represent an
invaluable tool. Working hand-in-hand with model building, it would allow
the in silico exploration of known control mechanisms and would aid in the
discovery of new ones.

In [39], an optimal control theory approach is applied to a model for the
response of the innate immune system to infection and to therapy. The model,
consisting of four nonlinear ordinary differential equations, is an enhancement
of one in [1], with control variables added. The mathematical analysis can
suggest single- and multi-agent therapies that enhance the innate response of
the immune system. In [37], control theory applied to ODE models is used to
study optimal choice of effectors during an immune response. A similar theme
is studied in [38], again by an ODE approach. In [36] a model is studied that
represents the coupling between the immune, nervous, and endocrine systems.
The model is a hybrid ODE and logical model that is used to study optimal
immune response to infections that are accompanied by immune toxicity.

For discrete computer models like CImmSim, no mathematical tools are
available for rigorous approaches to the systematic study of immune response
modification, since a mathematical specification is typically absent. In par-
ticular, no method exists to understand the structure of the enormous phase
spaces of such systems. In [27] tools were developed that can be used in
principle to construct a deterministic, finite dynamical system model of in-
dividual CImmSim components, for which a control theory framework has
been developed [28, 32, 33]. In order to apply this method to build a compre-
hensive mathematical specification of a simulation as complex as CImmSim,
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it is necessary to develop mathematical methods for the decomposition of fi-
nite dynamical systems, while keeping control of the decomposition’s effect
on the dynamics. It is also necessary to develop tools for the design of finite
dynamical systems from modular components and understand the resulting
dynamics. Finally, one needs to have methods to compare finite dynamical
systems in a meaningful way, such as through the use of transformations. We
will address some of these issues below.

3 Background

Some of the mathematical problems raised here in the context of specific
interaction-based computer simulations have also appeared in other contexts,
which we review briefly, together with some solutions. The problem of under-
standing the relationship between the structure of a discrete model and the
resulting dynamics goes back at least half a century. In [18], the author studies
the question for Boolean networks, from the point of view of applications to
the length of sequences produced by feedback shift registers. He also points
out applications to radar and communication systems and automatic error
correction circuits. He provides a method to compute the length of all limit
cycles for linear Boolean networks (that is, networks whose Boolean functions
are constructed using the logical operation XOR). The paper also contains a
generalization to networks that take values in an arbitrary finite field with
a prime number of elements, that is, in Z/pZ where p is prime. For affine
Boolean linear networks (that is, networks whose local functions are Boolean
linear polynomials which might have constant terms), a method to analyze
cycle length has been developed in [34]. After embedding the matrix of the
transition function, which is of dimension (n x (n + 1)), into a square matrix
of dimension n + 1, the problem is reduced to the linear case.

The main objective in [40, 34] is to study the inverse problem of construct-
ing Boolean networks with specified dynamics, in the context of logical neural
networks (LNNs). The authors point to the lack of a theoretical understanding
of the link between structure and dynamics as an important limiting factor in
the theory of neural networks. In [15] a very elegant construction is given to
reduce the problem for the nonlinear case to the study of a linear system, at
least for a determination of the limit cycles. Unfortunately, if the system has
dimension n, then the corresponding linear system has dimension 2", so that
the approach is algorithmically impractical.

In the context of cellular automata some theoretical work on the problem
of relating structure to dynamics has been done by Wolfram [41]. For instance,
in [42], the authors prove (Theorem 4.3) that the phase space of an additive
one-dimensional cellular automaton (CA) has the identical tree structure of
transients at each node of each limit cycle. But such a CA can be viewed as a
linear n-dimensional system over the field with two elements, where n is equal
to the number of cells. The question of describing the phase space of a linear
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cellular automaton from the structure of the rule alone can now be answered
completely, since it is a special case of a more general recent result about
linear finite dynamical systems over an arbitrary finite field [21]. In particular
the result in [42] mentioned above follows as a very special case from this
paper. We briefly describe the result, as an example of how progress can be
made by formulating the question within a rich mathematical framework.

Let k be an arbitrary finite field, and let f : k™ — k™ be a linear finite
dynamical system over k of dimension n. For instance, k could be the field
with two elements, and f could be the transition rule of a 1-dimensional
cellular automaton. Then, after choosing a basis for the vector space k", the
function f can be described by an (n X n) square matrix M. An algorithm
for the structure of the limit cycles of f had already been determined in
[18]. Hernandez [21] shows that the exact number and length of each limit
cycle as well as the structure of the transients can be determined from the
factorization of the elementary divisors of M. It is shown that the structure
of the tree of transients at each node of each limit cycle is the same, and can
be completely determined from the elementary divisors of the form z®. It is
a fact that the system f is invertible if and only if f has no such elementary
divisors, equivalently, if zero is not an eigenvalue of f.

Even the one-dimensional case of the general problem is very interest-
ing and very challenging. Here, we are given a finite field k£ and a function
f 1k — k. It is well-known [31, p. 369] that f can be represented as a poly-
nomial in one variable. The problem is to infer the phase space of f from the
structure of this polynomial. The related question about when such a func-
tion is invertible has been studied extensively. Such polynomials are known
as permutation polynomials. Many results have been obtained about special
classes of permutation polynomials, notably monomials and binomials. For a
survey of known results and related conjectures, see [31, Ch. 7] and [29, 30].

4 Definitions and Examples

This section contains the basic definitions and examples of finite dynamical
systems. The main outline of the theory for sequentially updated systems is
contained in the series of papers [2-5]. The mathematical concept at the core
of the theory is that of a sequential dynamical system. For simplicity we will
focus on systems over the field with two elements.

Definition 4.1. Let k = {0,1} be the field with two elements. A sequential
dynamical system (SDS) § = F(Y, {f:},7) in n binary variables x1,...,x, is
a function

[k — k",
constructed from the following data:

1. a finite graph Y on the vertices 1,2,...,n, called the dependency graph
of §;
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2. a family of “local” update functions f; : k™ — k™, 1 = 1,...,n, in the
variables x1,...,x,, which computes the binary state of the variable x;
and leaves the other coordinates unchanged. The f; are assumed to be
symmetric in their inputs. Furthermore, f; depends only on x; and those
variables whose index is connected to i in the dependency graph Y ;

3. an “update schedule” m, which specifies an order on the vertices of Y,
represented by a permutation m € S,.

The function f is then constructed by composing the local update functions
according to the update schedule 7, that is,

f=Trmyo o faq) K" — k"
The dynamics of § is generated by iteration of the function f.

The function f is then a finite dynamical system, obtained from the SDS §.
The concept of an SDS incorporates the key features of an interaction-based
simulation: a collection of entities (the x;) which interact with each other,
the interaction is “local” (given by the 1-neighborhood of the variables in
the dependency graph), and the entities act according to a specified update
schedule. In the language of agent-based simulation, the pairs (x;, f;) can be
thought of as the agents that interact with each other. Thus, an SDS is a
special type of time-discrete, sequentially updated dynamical system over the
field with two elements.

Example 1. Consider the SDS § = F(Y,{f;},7), where Y is the graph in
Fig. 1, and the local functions f; be the Nand function. For example,

fa(x1, 2, 23) = (21, Nand(z1, 22, x3), x3), where Nand(z1, 29, x3) =14 z12223.

Fig. 1. The dependency graph Y and the phase space S(f) of the system in
Example 1.
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For the permutation 7 = (; ; i’) the FDS of F(Y,{f:}, ) is

f:f10f20f31k3—>k3.

To understand the dynamics of a FDS f, one needs to analyze and under-
stand the phase space of f.

Definition 4.2. Let f : R®* — R™ be a finite dynamical system. The
phase space S(f) of f is the directed graph with the elements of R™ as ver-
tices. (Observe that R™ has 2" elements, in the case of an SDS.) There is a
directed edge from an n-tuple u to another n-tuple v if and only if f(u) = v.
Those vertices that are part of a directed cycle are called periodic points, and
a directed cycle is called a limit cycle. The other vertices are transients.

It is straightforward to see that the phase space of a system consists of
several components, each of which consists of a single directed cycle, with
“trees” feeding into the nodes of the cycle.

Example 2. The phase space of the system in Example 1 is given in Figure 1.

In order to see how an interaction-based simulation could be represented
as a finite dynamical system we refer back to the two examples given earlier.
In the case of TRANSIMS the variables are the cells making up the road
network. The cell state contains information about whether or not the cell is
occupied by a vehicle as well as the velocity of the vehicle. One may assume
that each cell takes on states from the same set of possible states, which may
be chosen to support the structure of a finite field.

The cells/variables interact with each other, but typically a cell only in-
teracts with a small subset of other cells, its neighbors. Through such an
interaction a cell changes its state based on the states (or other aspects) of
the cells with which it interacts. We will refer to the process where a variable
modifies its state through interaction as a variable update. The precise way in
which a variable modifies its state is governed by the nature of the particular
variable. In TRANSIMS the neighbors of a cell are the adjacent road network
cells. From this adjacency relation one obtains a dependency graph of the
variables. The local update function for a given variable can be obtained from
the rules governing traffic flow between cells.

The updates of all the agents may be scheduled in different ways, e.g.,
synchronous, asynchronous or event-driven schemes. The choice will depend
on system properties or particular considerations about the simulation imple-
mentation.

In the case of CImmSim, the situation is somewhat more complicated. Here
the variables are also the spatial units of the system, each representing a small
volume of lymph tissue. The total volume is represented as a 2-dimensional
cellular automaton, in which every variable has 4 neighbors, so that the de-
pendency graph is a regular 2-dimensional grid. The state of each variable
is a collection of counts for the various immune cells and pathogens that are
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present in this particular unit of space (volume). Movement between spaces
is implemented as diffusion. Immune cells can interact with each other and
with pathogens while they reside in the same volume. Thus, the local update
function for a given cell of the simulation is made up of the two components
of movement between cells and interactions within a cell. For instance, a B
cell could interact with the Epstein—Barr virus in a given volume and tran-
sition from uninfected to infected by the next time step. Interactions as well
as movement are stochastic, resulting in a stochastic finite dynamical system.
The update order is parallel.

Several results that link the structure of the local update functions f; to
the structure of the phase space S(f) are known. For instance, it is shown
[2, Prop. 5] that the Nand system (logical Nand functions as local update
functions) on a complete graph does not have any fixed points, see Figure 1.
Other results pertain to the number of fixed points of special types of systems
and classifications of certain families of invertible systems, that is, systems
that do not have any transients. See [2-4] for details.

One of the first research problems about SDS was the question of how a
change of update schedule affects the dynamics of an SDS. This question is
motivated by the sequential nature of TRANSIMS and other large simulations
like it. Moving the simulation from one platform to another can quite possibly
change the update schedule. Precisely formulated, the question becomes that
of how many different finite dynamical systems one obtains simply by varying
the update schedule of an SDS, that is, how many different functions f :
k™ — k™ result from changing 7 in the data for § = F(Y,{fi}, 7). The
answer is given as a sharp upper bound in terms of the number of acyclic
orientations of the dependency graph Y [2, Sect. 2.2]. (The number of acyclic
orientations of a graph is closely related to its chromatic number.)

In summary, SDS were created in order to provide a mathematical foun-
dation for large-scale interaction-based computer simulations. The goal is to
create mathematical specifications of simulations whose properties can guide
the design of simulations, and can aid in the analysis of their dynamics. Re-
sults obtained focus on the effect of certain structural components of an SDS
on its dynamics, mainly the update schedule. The complexity of their proofs
make it clear that the effect of the update schedule of a sequentially updated
simulation is very subtle and difficult to understand.

5 Mathematical Results

As we mentioned already, an important problem is the determination of the
dynamics of a finite dynamical system f : R™ — R"™ from the structure of
the transition function alone. Observe that f can be described in terms of its
coordinate functions:

f: (flv'-'7f7l)’
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with f; : k™ — k. It is well-known [31] that each f; can be represented as a
multivariate polynomial function, that is, an element in the polynomial ring
klxy1,...,2,]. Furthermore, this polynomial can be chosen uniquely so that
every variable appears to a power less than the number of elements in the
field. In particular, if & is the field with two elements, then this result implies
that every Boolean function can be described as a square-free polynomial
function with binary coefficients. Thus, the set of all functions f; : k" —
k over the field k with two elements is in bijection with the quotient ring
klzy,...,x,]/(x? —x;,j =1,...,n). This allows the application of tools from
computational commutative algebra, as demonstrated in [27].

Systems of polynomials generated by monomials have proven to play a
very special role in the theory and are amenable to characterization through
combinatorial invariants of their exponent vectors. It is natural therefore to
study monomial dynamical systems over finite fields, that is, systems where
the local functions f; are monomials. An example of a monomial system is

f = (x129, 23, 2123) : k> — k3.

One problem that has been studied in this context is the characterization of
all monomial systems that have only fixed points as their limit cycles, so called
fizxed-point systems. The problem is motivated by the use of polynomial models
to describe biochemical networks. The two papers [14, 13] contain necessary
and sufficient conditions for a monomial system over a finite field to be a
fixed point system. This result was proved first in [14] for Boolean monomial
systems (here, the field has two elements, k = TF3). This class includes, in
particular, all systems whose functions are constructed using only the logical
AND operator. To describe the main result of this paper, we introduce a slightly
modified definition of the dependency graph of a finite dynamical system.

Definition 5.1. Let

=1, fn) K" — K"
be a dynamical system, described in terms of its coordinate functions. Then
each f; can be assumed to be in the polynomial ring klxi,...,x,]. The
dependency graph of f is the directed graph on the vertex set {1,...,n,e}.
Fori,j € {1,...,n}, there is a directed edge i — j if and only if x; appears
in f;. There is a directed edge i — € if f; = 0.

A directed graph G is strongly connected if there is a directed path from
any vertex to any other vertex. For a strongly connected directed graph G we
can define a numerical invariant that reflects its loop structure. Let v € G be
a vertex, and consider the set of all directed loops at v. For any pair of loops
we can form the absolute value of the difference of their lengths, that is the
difference of the respective numbers of edges in the loops. The minimum of
all nonzero differences is called the loop number of G. Alternatively, it can
be defined as the greatest common divisor of the lengths of all directed loops
based at v. It is straightforward to show that this number does not depend
on the choice of v. One of the main results in [14] is the following.
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Theorem 5.2. Let G be the dependency graph of the Boolean monomial sys-
tem f: k™ — k™. Then the following are equivalent.

1. The system f is a fized point system.

2. One of the following three conditions holds for each vertex v € G:
a) the strongly connected component of G containing v has loop number 1;
b) there is a walk in G from v to €;
¢) there is no walk of length greater than or equal to 1 from v to v.

The paper contains a polynomial time algorithm to compute the strongly
connected components of the dependency graph and their loop numbers.

The paper also introduces a “glueing operation” that joins monomial sys-
tems to form larger ones, and we show that if one glues two fixed point systems
together, then one obtains again a fixed point system, see [14].

In the second paper [13] fixed point monomial systems over arbitrary finite
fields are studied, that is, systems of the form f = (f1,..., fu) : Iy — Ty,
where f; = 2" - 28", and 0 < a;; < ¢. One can define two new systems
from f.

Definition 5.3. Consider the system f above. Define the following two sys-
tems. Let

e g=(91,--,9n) : By — F%, be the Boolean monomial system, where
gi(a) = fi(a) mod 2, and
o h= (hi,....hn) : Zy | — Z3

g—1, be the linear system, where h; =
Q1T1 + 0+ Qi Ty

We proved the following theorem in [13].

Theorem 5.4. The system f is a fixed point system if and only if g and h
are fixed point systems.

To see whether the Boolean system g is a fixed point system we use the
theorem above from [14]. Notice that, since the system h is over the ring
Z./(q — 1)Z which, in general, is not a field, we can NOT use the results from
[18, 21] to find out if A is a fixed point system. In [13] this question is studied
and necessary and sufficient conditions are given for h to be a fixed point
system.

Using the Chinese Reminder Theorem, it follows that, if r = p]* ---p/*,
then

Z/v7 2 7)p]* 7 x - x 7. p]" Z.

Now let f = (f1,...,fn) : (Z/rZ)" — (Z/rZ)™ be a linear system over
Z/rZ. For each i = 1,...,t, define the linear system h,, : (Z/p)Z)" —
(Z/p]"Z)"™ such that hy, (a) = [f(a)]p,~ , where [=],, is the vector of remainders
after dividing each coordinate by p.
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Fig. 2. The phase spaces of f, ha and hs.

Theorem 5.5. The state space of f is isomorphic to the product of the state
spaces of hp,, ..., hy,. That is S(f) = S(hp,) @ -+ @ S(hy, ).

Example 3. Let f : Z/6Z — 7Z/6Z be given by f(x) = 2z. Then hs :
7.)]27 — Z./27 is given by ho(x) = 0, and hs : Z/3Z — 7Z./3Z is given
by hs(z) = 2z. Figure 2 shows that S(f) = S(h2) ® S(hs). Therefore, it is
sufficient to study systems only over the ring Z/p"Z.

In [13], the following theorem is proved.

Theorem 5.6. Let [ : (Z/p"Z)" — (Z,/p"Z)™ be a linear map, and let g be
the projection map of f onZ/p. Thatis g = (g1,-..,9n) : (Z/p)™* — (Z/p)™,
where g; = f; mod p. Then the phase space of g is isomorphic to a subgraph
of the phase space of f.

In particular, the theorem above implies that if ¢ is not a fixed point system,
then f is not a fixed point system.

As with other classes of mathematical objects it is natural to study trans-
formations between them. For finite dynamical systems such transformations
play a very important role. For instance, a transformation between models of
a complex system could represent a dimensional reduction of models or the
simulation of one model by another. In [25, 26] the notion of sequential dy-
namical system was generalized to allow for a richer theory, and the notion of
a transformation, or morphism, of sequential dynamical systems was defined.
The definition is quite complicated, largely due to the subtleties introduced
by the presence of an update schedule (which was generalized to be a partially
ordered set rather than a permutation). (The next section contains a descrip-
tion of transformations in the context of parallel-update polynomial systems,
which is substantially simpler.) This definition is reasonable since the com-
position of transformations is again a transformation and, most importantly,
that a transformation of SDS induces a transformation of the corresponding
phase spaces.

6 An Open Problem

An important motivation for studying transformations of finite dynamical
systems is to develop a mathematical process by which one can amalgamate
systems along common subsystems, in a way that allows some control over the
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(x.y.z)

(xy, 1, yz)

(y,x)
(1,xy) [1xy)
(x.y) (Lxy) (1, xy)
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(x) (x) ¢/
(x) T (1)

Fig. 3. The system f as a fiber product of giand g2 over h.

resulting dynamics. We give a simple example in terms of monomial systems
over k = IF5. Consider the system in three variables

f=(zy,1,y2) : K> — k3.

That is, f(z,y,2) = (zy,1,yz). We can construct this 3-dimensional system
by amalgamating two copies of the 2-dimensional system g(z,y) = (1,2y)
over the 1-dimensional system h(z) = (1), see Fig. 3. We denote this decom-
position as

(xy, 1, yz) = (ny) X(1) (la Iy)

We can think of this construction as a fiber product of systems over a com-
mon subsystem. In fact, it is very tedious but straightforward to show that
f satisfies the appropriate universal property that characterizes it as a fiber
product.

The phase space of f is the amalgamation of the phase spaces of g; :
(2./27)? — (Z./27)? and g, : (Z./27)* — (Z/27.)? over the common phase
space of h : /27, — 7./27., where g, (y,z) = (1,2y), g2(y,2) = (1,yz), and
h(y) = 1.

Tt is clear that S(g1) = S(g2), and the subgraph of S(g; x g2) on the vertex
set (y,x,y, z) is isomorphic to the phase space of f, see Fig. 4.

It is an open question what happens in general. That is, when we carry out
this fiber product construction, how can one identify the result with a finite
dynamical system? Fiber products of this type play two important roles. On
the one hand, they allow the decomposition of systems into systems of lower
dimension, thus making their analysis easier. On the other hand, they can be
used as an important design principle for systems by building them up from
smaller, overlapping “local” systems.
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5

QD @iwd QD @D

m S(g,) Xs(1) S(g,)
Fig. 4. Phase space of f is isomorphic to a subgraph of S(g1 X g2).

7 Conclusion

In this paper we have introduced the class of dynamical systems over finite
fields as a mathematical framework for interaction-based computer simulation.
It is a natural framework that allows the development of a body of mathemat-
ical results important for applications. However, finite dynamical systems are
of mathematical interest in their own right and deserve to be studied more ex-
tensively. A very useful tool for the exploration of a variety of questions about
them is the simulation and visualization program Discrete Visual Dynamics
(DVD) which can be used as a web-based tool or downloaded [23]. Tt uses
the software package GraphViz [17] for the visualization part. DVD takes as
input a ring Z/rZ and a system of polynomial functions. For r = 2, the user
can also input a system of Boolean functions, which the software translates
into polynomial functions. It then computes the complete phase space and
visualizes it, for small systems. For very large systems, the user can specify
a particular initialization, and DVD computes the transient and limit cycle
starting at that initialization. The user has the choice to update in parallel or
sequentially.
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New Pedagogical Models for Instruction
in Mathematics

W. Greenberg and M. Williams

Summary. A computer emporium is a large ensemble of computers accessible to
students and faculty, where courses and coursework can be addressed. A model
of emporium instruction of mathematics, developed at Virginia Tech, will be de-
scribed. The model was initially created to deal with instruction under the burden
of increased class sizes and increasing demands on faculty time. It has turned out
to be an effective pedagogical method with particular advantages for instruction
in less developed nations. In this article, we will describe the emporium model: its
structure, software development and impact on pedagogy.

1 Setting

With approximately 20,000 undergraduate students and 5,000 graduate stu-
dents, Virginia Tech is the largest university in the state of Virginia. Because
of its large College of Engineering, with more than 5,000 students, and because
of the requirement that every undergraduate student take a mathematics
courses, the number of students serviced by the Department of Mathemat-
ics is typically in excess of 10,000 in each semester.

The reduction of government support for higher education, which has oc-
curred in Virginia over the past 15 years, has significantly increased faculty
teaching-loads. Although the Mathematics faculty numbers about 60 profes-
sors and instructors, the burden of teaching so many students has motivated
the Mathematics Department to build a Mathematics Emporium. This some-
what whimsical term extends the definition of emporium as an open market
place: the Mathematics Emporium should be a place where the market of ideas
would be freely exchanged among students, faculty and computers. Despite
having initially viewed the project as a response to the need to teach very
large numbers of students, we have found that teaching mathematics in an
emporium style has a number of advantages for the students over traditional
lecture courses.

The Emporium itself contains a large ensemble of computers, located in
a now-defunct supermarket building adjacent to campus. A particular style
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of designing and presenting mathematics courses has been developed both to
deliver expository information and to provide quizzes on material the student
is expected to have mastered. It is this style of course development that is the
topic of this presentation.

At the present time, the Mathematics Emporium is available to every stu-
dent enrolled at the university in any disciple, and to the faculty of every
department and institute. In fact, however, while there is utilization of the
Emporium by nearly all departments of the university, the largest segment of
its use is by the Mathematics Department. Indeed, at present, three math-
ematics courses with annual enrollment of approximately 4,500 students are
taught entirely at the Emporium (i.e., no classroom component), and half a
dozen additional courses handling more than 5,500 students each year have
major segments of the course taught at the Emporium. A great number of the
remaining courses in mathematics have occasional Emporium assignments.

In this article, we will describe two emporium models: their structure,
software development and impact on pedagogy.

2 Program Structure

In the United States, the vast majority of university courses consist of a
set of weekly lectures, with weekly or periodic homework. Homework, for
example in mathematics courses, consists of a set of problems based on the
current lectures, which the student is expected to work out independently
on his own time and submit for grading. Then periodically there are written
examinations based on a collection of homework sets, and generally a written
final examination at the end of the semester, based on all homework sets. The
students grade is determined by his performance on the homework sets, the
periodic exams and the final exam. (In some courses, especially upper level
courses, the only examinations may be a written mid-semester exam and the
written final exam.) Oral examinations are much rarer in the United States
than in many other countries. Office hours by the faculty member, where
students can get help with their course, are scheduled by the faculty member
at a frequency determined by him to be adequate.

The chief burden on the faculty member, in addition to the preparation
and delivery of the lectures, is in grading: homework, exams and the final
examination. With increased class size, many faculty members have considered
the burden to be onerous.

The notion of an emporium was first considered as a response to these bur-
dens [4]. However, our experience with several models of instruction indicate
that emporium instruction not only relieves the faculty of much of this burden,
but is in fact an improvement for the student over the conventional methods
of pedagogy used for generations at American universities. We begin with a
description of the two models we employ at the mathematics emporium.
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A primary distinguishing feature of the independent model is that the
students never meet in a classroom. Their introduction to the on-line courses
is an orientation session, which exposes them to course resources that include
tutoring labs, on-line course web pages, the testing system, on-line videos, etc.
Thereafter, subject to unit deadlines, the students have complete autonomy
over their schedules.

The course is made up of a sequence of weekly lesson-practice-quiz cy-
cles with periodic exams, all accessible from the Emporium computers. The
lessons are given by mildly interactive web page presentations. Individual les-
son web pages consist of three overlays: explanation, examples and a challenge
problem. The default schedule would require a student to master about ten
of these units per week, followed by a quiz.

Additionally, there are five examinations and a final exam. A student may
proceed at any pace he wishes as long as he does not fall behind the default
schedule. Theoretically, the able and energetic student could finish the entire
course in a few weeks, although that is rarely the case.

What distinguishes this model from the typical on-line course is that the
software consists of modules related to each lesson and exam. These mod-
ules are entirely accessible to the individual professor, and can be modified or
changed with great ease even by professors who have little or no prior experi-
ence with programming. A further distinction is the powerful test engine (in
both models), which will be described below.

In the lecture model we continue to meet the students in a classroom
setting several times a week for conventional lectures, covering the material
to be mastered for the course. However, in lieu of homework, there is a weekly
practice quiz/quiz-for-credit, which can be taken by the student from any
Internet site anywhere in the world. In particular, he does not have to appear
at the Emporium, as long as he has access to a computer and a reliable
Internet connection. Since Virginia Tech requires each entering student to
obtain a computer, most students are able to take the quizzes from their
apartments or dormitories.

The weekly quiz consists of approximately eight mathematics problems,
presented in the format of a multiple choice quiz. Each mathematics problem is
designed to test the understanding of a specific concept covered in the lecture,
and is presented with, in general, six to twelve possible answers, a number and
choice of wrong answers intended to reduce the importance of guessing and to
catch many of the more common mistakes. The actual problems are created
by a test generator which will be described below. Because the problems are
written in code which allows a variety of choices, each individual problem
typically has 1,000 or more variants. Therefore, the student is encouraged to
practice the quiz as often as he wishes (the practice quiz) before he chooses
to take it one time for credit (the quiz-for-credit). Whether it is a practice
quiz or a quiz-for-credit, the quiz is graded immediately upon its completion,
the student is given his answers and the correct answers, and he may request
further information on each problem he has answered incorrectly. This help
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information can be of a general nature about solving the problem, or can be
programmed to refer specifically to the particular answer given by the student.
Moreover, it is geared specifically to the individual variant of each problem
generated on the specific quiz taken by the student.

One should compare this to homework in the traditional setting, where a
single set of problems is assigned, the student in most cases will not know the
correct answers until the homework is graded and returned, if the answer is
wrong the student is unlikely to get help until he can meet the instructor in an
office hour, and, in any case, he has no real opportunity to redo the homework
(or, if such opportunity is available, it is very unlikely to be utilized).

It is essential, in understanding (both the models), to appreciate that
the practice quizzes are, in our opinion, where nearly all of the “learning”
takes place [1, 2, 3]. They replace the practicum, recitation, or homework
employed in various nations as follow-ups to the lecture, and, we believe, they
are actually a better, more effective product than these other alternatives for
the reasons iterated above. Moreover, once the course machinery is set up,
there is no effort or time required by the professor.

Approximately every five weeks, the student is required to take an exam-
ination which will cover problems from a number of previous quizzes, and at
the end of the course a final exam. Unlike the quizzes, the examinations and
final must be taken at the Mathematics Emporium, where they are subject to
fail-safe proctoring. Although the quizzes (which are not proctored) in total
may count only about 15% of the final grade, and the exams (which are proc-
tored) up to 85%, because the student knows that the pool of problems for
the quizzes and for the examinations is the same, there is every motivation for
the student to practice the quizzes as often as necessary until he is confident
he has mastered the material covered by each quiz problem.

While the student is allowed to take the quizzes outside the Emporium,
there are considerable advantages for him to go to the Emporium even for the
practice quizzes. An important feature of the Emporium is the availability
of one-on-one help provided typically within one minute of the request by a
support staff versed in all offered subjects [4]. The support staff varies from
Full Professor to advanced undergraduates. Just-in-time help is naturally more
effective than a general lecture and a much later office hour.

Whether the student chooses to take quizzes at the Emporium or at an
outside location, he is able to do this at any time of the day or night (al-
though one-on-one help will not be available at all times). This is because the
Mathematics Emporium is open 24 h a day, 7 days a week (not quite 52 weeks
a year, since there are short closures during important vacation and inter-
session periods), and, of course, the servers which provide Internet access are
available at all times. Surprisingly, we have found this at times to present
a cultural difficulty in some nations. It appears that the notion of keeping
a university facility open day and night seems sometimes to be a difficult
adaptation, even in nations where labor costs are exceptionally low (since the
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emporium site needs to be manned with at least a minimal check-in staff, and
in some locations a guard).

For both the independent model and the lecture model, a robust test engine
is required. A test engine is a system set up to deliver assessments (practice
quizzes, quizzes, exams) to an end user, a student, presenting the practice
tests and examinations on demand, grading them, providing the student with
access to the results and to correct answers, recording, saving, and sending
spreadsheet data to the instructor, etc. Each time a practice quiz, quiz or
examination is called up, the student sees a different set of problems. Conse-
quently, the engine has to be capable of delivering large volumes. In fact, our
test engine generates more than 10 million mathematics problems each year.
We believe it to be the largest such engine in existence. Our typical courses
have 1,500 students. For each quiz, each student takes on average about ten
practice quizzes. The typical quiz has eight problems, with exams having from
15 to 30 problems. Since each mathematics problem must be individually gen-
erated for each student each time the problem is accessed, it is evident that
the volume is quite massive.

In addition, these volumes must be delivered in a fashion which is insensi-
tive to the users platform, and indifferent to the network connection — dial up,
T1 link, Emporium connection. We are not aware of any other test engines
which are currently capable of delivering these volumes.

Because of the very high level of usage, a much richer set of problems is
required for this setup than is usually found in a test database. One needs to
be sure that students see a different problem each time a problem is accessed.
This dictates that the model of problem database that relies on static lists of
problems is insufficient, and that problems must be generated from programs
that introduce sufficient variety to distinct problems.

To be platform independent at the student end requires use of a common
interface that is available ubiquitously. The obvious choice is the web browser.

On the server side, we constrained ourselves to open standards and mod-
ular design. In this way as course components are improved, and the delivery
system upgraded, these changes can be easily implemented. A paramount
consideration at all times was to ensure that the system was scalable to large
transaction volumes.

3 Hardware Requirements

These simple design requirements imply that the server consist of a standard
web server (we use Apache) and a page delivery service capable of very high
volumes of transactions. Apache is public domain, which means it is standards-
compliant and free to use. Apache has proven to be extremely robust. In order
to retain sufficient programming control to attain these transaction volumes,
the most practical environment is java server-pages (JSP). JSP permits a
maximum of computational speed and processing in a rich environment.
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With this architecture, a high-powered machine as server is not necessary.
We utilize a pair of aging Sun 3000 servers with 4G of memory and RAID
storage. Though they are more than 7 years old, and we have not found the
need to upgrade. If we were to replace them at this time, we would use off-
the-shelf LINUX systems. One of the machines does the web serving, while
the other accommodates the database. Except when we do builds, we rarely
see usage exceed 10% of capacity on any machine.

We use Oracle as the database management system. This relational system
holds and links data on the students (ID numbers, major discipline, course
registrations, email addresses, etc.), on the raw assessments and on the com-
pleted exams and quizzes. An instructors gradebook server regularly taps this
database to update this information in gradebook for each student, and passes
relevant information to the faculty.

New tests and exams are supplied to the main server through a separate
engine that uses Mathematica to generate the individual tests on-demand. As
a practical matter we use the test engine to establish caches of new exams
in every category. This prevents slowdowns or gaps in service should the test
engine server be unavailable, or should the demand for specific quizzes exceed
available generation resources.

Each of these engines currently resides on one of the two Sun systems or
one of the handful of Apple XServes we have available. Because of our modular
design, there are no constraints, other than adequate communications links, on
where the individual services are located. In this way we gain easy redundancy,
guarding against downtime.

At the student or instructor end, as mentioned above, any personal com-
puter, which can support a modern browser, independent of platform, can
access the system.

4 Operations

In order to gain economies of scale from our program, we maximized the
amount of sharing of resources. Therefore, we established the Math Empo-
rium in a 7,000 m? former department store, whose interior is undivided. It is
populated with 550 computer workstations on hexagonal pods of six stations
evenly spaced throughout this large open area. The students, independent of
which course they are enrolled in, come to the Emporium to use the computer
systems and to avail themselves of the mathematics instructional support. The
instructional support staff is available approximately 14 h per day, although
the Emporium itself is open 24 h per day.

Instructional support is provided by a cadre of senior undergraduate stu-
dents, graduate students and some regular instructional faculty, who are avail-
able to roam throughout the floor and respond to any student in any course
who has signaled for help.
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This support is a key component of retaining human interactions with
the students, especially in the independent model. The support consists of
personalized just-in-time help for each individual student as he encounters an
issue in solving a mathematics problem, and should be contrasted with the
traditional lecture delivery system of one teacher many students, which can
neither adapt to the different speeds of comprehension of each student, nor
deal with individual problems each student encounters in trying to solve a
specific problem [5].

At the present time, for reasons of security, quizzes and examinations
for credit must be taken at the Mathematics Emporium itself. However, we
reiterate that the practice quizzes and examinations themselves are accessible
to any students enrolled in the corresponding courses at any time and at
any place, through the Internet. The Emporium is of course available to any
student who does not otherwise have access to a computer, or who chooses to
study the practice quizzes in an environment where he or she has immediate
access to instructional support.

5 Test Problems

For the types of courses we have developed, the practice quiz plays the most
fundamental role in the learning process, and also serves as the pool from
which all exam problems are chosen. This introduces a burden on the problem
writer of generating questions of variety and repeatability.

A key feature of the test engine is that it has been made accessible to all
of the faculty. We have created an environment where any faculty member
can create his own course on-line, with virtually no prior experience in pro-
gramming. Indeed, we have a number of faculty who are currently involved in
placing their courses in the Emporium and whose prior use of computers was
restricted to receiving and sending email!

Mathematica, due to its versatility and sophistication, has been chosen as
the environment for creating these tests. We have created a series of utili-
ties that simplify the task. The utilities provide a series of commands, func-
tions and shortcuts to compile and display the quiz problems. The instructor
needs only to insert the mathematical specifics for each quiz problem into
pre-constructed quiz modules, placing, for example, the correct answer in its
appropriate location, a series of wrong answers in a corresponding appropriate
location, the statement of the problem likewise in its location, etc.

We must be careful not to oversimplify the burden on the instructor. The
problems have to be created in a manner that is programmable and allows for
distinct versions of the same problem. Moreover, there are many nuances to
assuring that duplicate answers are not created, that a wrong answer might be
correct for extraneous reasons, that patterns are not unconsciously established
among the set of answers which will tip off students as to the correct choice,
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etc. Finally, there is the overriding pedagogical need to assure that the quiz
problems teach and test the desired mathematical principles.

Because of the modular construction of the utilities, and their assistance
in programming the problems, we have found by experience that mathemat-
ics faculty with no prior experience in computer programming can learn to
effectively start making quiz problems after one afternoon of preparatory in-
struction and a selection of model problems.

6 An Example Problem

Here we present an example of a Mathematica program that generates a simple
geometry problem.

ProblemInfo[”Q2.09”]={1,” Tests understanding of collision points”};

makeproblem[” Q2.09” str_|:=Module[{a,b,c,f,e,a0,al,a2,b1,b2,b3,c1,
€2,¢3,p,q,I,pX,qy,qy2,x1,y1,x2,y2, testl},

ClearAll[t,x,y,s];

test1=True;

While[test1,

{a,b}=ChooseRandom[Range|[1,5],2];

{c}=ChooseRandom[Range[1,3],1];

{f}=ChooseRandom[Range[0,1],1];

{a0,al,a2}=ChooseRandom[Range[1,5],3];

{b1,b2,b3}=ChooseRandom[Range[1,5],3];

{cl,c2,c3}=ChooseRandom[Range[1,5],3];

e=c-f;

plt_]=a2 t>+al t+a0;

qt_]=-b3 t3+b2 t2+ bl ¢t;

r[t_]=c3 t3-c2 2+ cl t;

px[t_|=Simplify[(t-a) (t-b)+plt]];

qy[t_]=Simplify[q[t]-q[a]+c qla]];

qy2[t_|=Simplify[r[t]-r[a]+e qla]];

(Lt Lo b= (px(tlayle] )

p2ls) v 2B = {plshay2l

testl=Length[Union[{{x1[a],y1[a]}, {x1[b],Abs[y1[b]]}, {x1[a+1],

Abs[yl[b-1]]},

{x1[b+1],Abs[y1[a-1]]}, {x1[a-3],Abs[y1[b+3]]}, {x1[b-1], Abs[yl[a+1]]}}]]<6

[{{f==1}&&{qy(a)==ay2(a) } }|[{{f==1}&&{qy(b)==ay2(b) } }[|{{f==1}&
&{q(a)==0}};

ProblemText[str]={{”Problem” ,{StringJoin[’Suppose a particle travels on

the path given by x =7, tF[ x1[t]],”, y =7, tF[ y1[t]], 7 at time ” tF[t],”, and

another particle travels on the path given by x = 7 tF[ x2[s]],”, y = 7, tF|

y2[s]]”\ n at time ” ,tF[s],”. Do they collide, and, if so, at what point?” |}},
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{”Right” {If[f<1,StringJoin[” Collide at (”,tF[x1[a]],”,”,tF[y1[a]],”) ”],” Do not
collide.”] }},

{?Wrong” {If[f>0,StringJoin[” Collide at (" tF[x1[a]],”, ”,tF[y1[a]],”) ”],” Do
not collide.”] }},

{?Wrong” ,{StringJoin[” Collide at (" tF[x1[b]],”, 7 ,tF[Abs[y1l[b]]],”) ”]}},

{?Wrong” ,{StringJoin[”’ Collide at (" ,tF[x1[a+1]],”, ” tF[Abs[y1l[b-1]]],”) "]} },

{?Wrong” ,{StringJoin[” Collide at (”,tF[x1[b+1]],”, 7 ,tF[Abs[yl[a-1]]],”) "]} },

{”Wrong” ,{StringJoin[” Collide at (" tF[x1[a-3]],”, " tF[Abs[y1[b+3]]],”) "1} },
[ B

{”Wrong” ,{StringJoin[” Collide at (" tF[x1[b-1]],”, 7 ,tF[Abs[yl[a+1]]],”) "1} },
{? Comment” ,{ “Since collisions occur at the same time, change both parame-
ters to t. Then set the xs and ys equal. Solve whichever is easier for t. The
other equation will give either an identity or a contradiction.” }} };];

One iteration of the compiled problem:
Suppose a particle travels on the path given by
x = 5t2 — 4t + 14, y=—t>+3t2 +4t+24
at time ¢, and another particle travels on the path given by
=45+ 3s + 2, y =25 —3s%+4s—3
at time s. Do they collide, and, if so, at what point?

Collide at (47,36)
Do not collide
Collide at (78,24)
Collide at (78,36)
Collide at (119,36)
Collide at (14,144)
Collide at (47,24)

While the program may appear daunting to the novice, a template and a
multitude of exemplars from current production programs substantially ease
the difficulty of writing new problem programs. The experienced Mathematica
user will notice many functions that are not part of the Mathematica pack-
age. These add-ons simplify the recurrent tasks. For example, makeproblem
[] := Module], and ProblemText[str] = “Problem”, are part of the templates
provided to instructional faculty wishing to author quizzes. Our own expe-
rience is that new faculty users with no prior programming experience can
write effective problems with a half day of instruction, a number of example
problems, and occasional assistance in debugging.

For this problem, the Comment (which the student receives only if he
requests help from the quiz) is general to any variant of the problem and any
answer. However, this help aid can also give different responses for different
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wrong answers, can refer to the particular values of parameters in the problem,
and can give references to precise locations in course texts or in online course
material.

It should be easy to see that changing an existing course into another
language is, with the assistance of a translator whose mathematics knowl-
edge need extend only to translating a few common mathematics words, a
rather trivial task. Indeed, to change this problem into Bambara, say, one
need only replace the words surrounded by quotation marks in the line be-
ginning with ProblemText and the line beginning with Comment with their
Bambara translation. In that manner, an entire course should be translatable
in no more than a day.

7 Economics and Conclusions

The conversion of traditional classroom-based course offerings to the models
described in the preceding has reduced costs by an average of 75%. This is
due to the fact that the demand for one-on-one help (sometimes provided by
advanced undergraduates) is dwarfed by the costs of more senior lecturers in
so many classrooms. Furthermore, when the performance in later courses of
students who have completed courses under the new models are compared to
those who learned the material under the traditional model, we find that the
former significantly out-perform the latter. We believe this is due to increased
time-on-task and an increased independence.

More important, the Math Emporium has permitted us to make a dis-
continuous change to the methods of operation of our course offerings. We
have used this unique asset to transform traditional classroom-based courses
into more efficient technology-based learning programs. The structure of the
program is very different from the conventional one, having a new set of ex-
pectations and motivations. To summarize, the results include:

Students are more self-reliant

Students budget their time more effectively and satisfyingly

We enjoy a substantial cost savings

Students demonstrate increased proficiency in down-stream course work
We have learned much about distance learning

We have a new fully automated testing system which broadens the impact
of testing

We have a stream-lined process which takes source material into structured
web resources effectively and quickly

We have shown the models we are using scales well (e.g., savings increase)
to larger enrollment courses

We continue to aggressively pursue further course conversions.
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