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Preface

This volume aims to provide an overview of some recent developments of
mathematical kinetic theory focused on its application in modelling complex
systems in various fields of applied sciences.

Mathematical kinetic theory is essentially based on the Boltzmann equa-
tion, which describes the evolution, possibly far from equilibrium, of a class of
particles modelled as point masses. The equation defines the evolution in time
and space of the distribution function over the possible microscopic states of
the test particle, classically position and velocity. The test particle is subject
to pair collisions with the field particles.

The interested reader can find in the book, Theory and Application of the
Boltzmann Equation, by C. Cercignani, R. Illner, and M. Pulvirenti, Springer,
Heidelberg, 1993, all necessary knowledge of the physics and mathematical
topics related to this celebrated model of non-equilibrium statistical mechan-
ics.

Another important model of mathematical kinetic theory is the Vlasov
equation, where interactions between particles are not specifically collisions,
but mean field actions of the field particles over the test particle. The model
defines again an evolution equation for the one-particle distribution function
over the microscopic state of the test particle.

The two models briefly mentioned above can be regarded as the funda-
mental models of mathematical kinetic theory and the essential background
offered from the kinetic theory for classical particles towards the modelling of
large systems of several particles undergoing non classical interactions.

Applied mathematicians have been constantly attracted by various chal-
lenging problems posed by this equation: traditionally, the initial value prob-
lem in unbounded domains, the initial-boundary value problem in closed do-
mains or past obstacles, and the asymptotic theory in the limit when a hy-
drodynamic macroscopic description is possible.

In recent years, there has been a constantly growing interest in several de-
velopments (including technical modifications) of the above model to analyze
the behavior of complex systems of interest in applied sciences.

One important field is the analysis of large systems of quantum particles
with applications in modelling semiconductor devices and, more generally,
in the nano-sciences. Additional fields of application, among others, refer to
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traffic flow modelling in roads and internet networks, multicellular systems in
biology, and modelling of the dynamics of swarms and crowds.

This book follows the tradition of the Birkhauser Series on Modelling and
Stmulation in Science and Technology. Indeed, it is the third of three edited
books published following analogous aims.

This book is intended for both scientists and engineers operating in applied
sciences with interest in modelling real systems using differential or operator
equations and also university students who have a good knowledge of funda-
mental mathematics and differential calculus, at the level of master courses,
and are interested in the application of mathematics in technology and applied
sciences in general.

Content

The various chapters of this book are authored by applied mathematicians ac-
tive in research fields related to conceptual aspects and applications of math-
ematical kinetic theory.

The content ranges from theoretical aspects of kinetic theory to various
applications. The book is organized into three parts.

The first part concerns some fundamental aspects of the Boltzmann equa-
tion; specifically, it refers to fundamental topics: existence of solutions and
trend to equilibrium for the Boltzmann equation and velocity averaging meth-
ods for the Vlasov—Maxwell system.

The second part deals with modelling of semiconductor devices and related
applications and computational topics. The various chapters attempt to cover
four different relevant aspects: modelling, optimization, inverse problems, and
computational solvers.

The third part covers a variety of miscellaneous applications in physics and
natural sciences with the aim of offering a range of very different conceivable
developments of mathematical kinetic theory for application.

We stress that the overall presentation attempts to cover not only mod-
elling aspects and qualitative analysis of mathematical problems generated
by applications of models, but also inverse problems which lead to a detailed
assessment of models in connection with their applications, and to computa-
tional problems which lead to an effective link of models to the analysis or
real world systems.

In detail, the contents are as follows.

Part I: Analytic Aspects of the Boltzmann Equation

e Chapter 1, by Carlo Cercignani, provides a detailed survey on the existence
theory for the initial value problem for the Boltzmann equation for clas-
sical particles. The analysis is mainly related to the equation for Maxwell
molecules without any cutoff when the solution depends on just one space
coordinate.
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Chapter 2, by Ester Gabetta, deals with a unified presentation of some
recent results on the trend to equilibrium both for the solution of a
Maxwellian pseudomolecules model of the Boltzmann equation and for the
solution of the Kac equation. The methodological approach is innovative
with respect to the traditional one as it pursues the optimal convergence
rate related to suitable assumptions on the initial data.

Chapter 3, by Francois Golse, deals with velocity averaging methods for
the Vlasov—-Maxwell system, namely a coupled system of hyperbolic-type
equations, specifically a Vlasov equation for particles subject to a Maxwell-
type field. Velocity averaging methods enlighten the qualitative properties
of the solution, providing useful information for the application of compu-
tational methods.

Part II: Modeling Applications, Inverse and Computational
Problems in Quantum Kinetic Theory

Chapter 4, by Luigi Barletti, Lucio Demeio, and Giovanni Frosali, deals
with a review of multiband quantum transport models essentially divided
into two classes: Schrodinger-based models and Wigner function-based (or
density matrix-based) models. The former aim at the calculation of the
wave function for the system or device under study. The latter involve
statistics or transport theory concepts.

Chapter 5, by Martin Burger, Michael Hinze, and Rene Pinnau, deals with
optimization problems for dopant profiles in semiconductors with special
attention to microelectronics devices. The analysis starts from modeling
aspects and is developed up to computational aspects finalized to opti-
mization objectives.

Chapter 6, by A. Leitao. P.A. Markowich, and J.P. Zubelli, deals with
modeling aspects and solution methods related to the solution of inverse
problems for semiconductors. The main objective is the identification of
the dopant profiles from data obtained by different models connected to the
voltage-current map. As in the previous chapter the analysis is developed
up to the exposition of computational techniques.

Chapter 7, by M.J. Caceres, J.A. Carrillo, .M. Gamba, A. Majorana,
and C.-W. Shu, deals with the development of the Boltzmann transport
equation (BTE) for semiconductors in the semiclassical approximation.
Various deterministic solvers are reported with detailed references to the
existing literature and are critically analyzed, offering to the interested
reader some useful overall information.

Part III: Miscellaneous Applications in Physics and Natural
Sciences

Chapter 8, by Nicola Bellomo, Abdelghani Bellouquid, and Marcello Deli-
tala, deals with the modeling of complex multicellular biological systems,



viii Preface

focusing on immune competition and on the derivation of macroscopic
equations describing the behavior of biological tissues. The mathematical
approach looks at the development of methods suitable for describing the
behavior of living matter.

e Chapter 9, by Guido Manzi and Rossana Marra, deals with the kinetic
modeling of a fluid where two phases are present separated by a sharp
layer which moves according to the dynamics of the system. The kinetic
model refers to the Fokker—Planck equation, while the application looks
at various interesting problems related to gas-fluid dynamics.

e Chapter 10, by Weizhu Bao, proposes a general review of various analytic
and computational studies on the ground states and dynamics in rotat-
ing Bose-Einstein condensates. The first part of the chapter deals with
modeling and analytic topics. Specifically, it refers to the Gross—Pitaevskii
equation with an angular momentum rotation term and develops mod-
els related to semiclassical scalings and geometrical optics. The existence
and nonexistence of the ground state is analyzed. The second part deals
with the development of computational schemes based on the backward
Euler method for time and second-order centered finite differences for spa-
tial derivatives. Numerical simulations are compared with some particular
analytic solutions.

e Chapter 11, by Aldo Belleni-Morante, deals with the modeling of photon
transport in an interstellar cloud using the equations of mathematical ki-
netic theory. Specifically, two inverse problems are dealt with, finalized to
a proper assessment of the model. The first problem refers to the iden-
tification of a time- and space-dependent source, the second one to the
identification of the time-dependent cross section of the photons.

Closing Thoughts

The idea of editing a book on the developments and modeling applications of
mathematical kinetic theory arose during a workshop with selected participa-
tion held in Mantova, an artistically attractive town on the river Mincio in
Italy. From the lively discussion of perspective ideas, the editors decided to
work on this project, selecting (not only from among the participants) authors
suitable for proposing chapters consistent with the aims of the project.

Each chapter provides the state of the art in the field, an overview of the
existing literature and, in some cases, various research perspectives.

The editors are confident that the overall content provides applied math-
ematicians with an overview useful for research activity in this attractive and
challenging field of applied mathematics.

Carlo Cercignani and Ester Gabetta
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Part 1

Analytic Aspects of the Boltzmann Equation
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Rigorous results for conservation equations and
trend to equilibrium in space-inhomogeneous
kinetic theory

Carlo Cercignani

Dipartimento di Matematica, Politecnico di Milano, Piazza L. da Vinci 32, 20133
Milano, Italy carlo.cercignani@polimi.it

1.1 Introduction

The well-posedness of the initial value problem for the Boltzmann equation
means that we prove that there is a unique nonnegative solution preserving
the energy and satisfying the entropy inequality, from a positive initial datum
with finite energy and entropy. However, for general initial data, it is difficult,
and until now not known, whether such a well-behaved solution can be con-
structed globally in time. The difficulty in doing this is obviously related to
the nonlinearity of the collision operator and the apparent lack of conservation
laws or a priori estimates preventing the solution from becoming singular in
finite time.

A complete validity discussion for the Boltzmann equation will automat-
ically contain existence and uniqueness results. Consequently, by Lanford’s
validity theorem, [18], we already have some existence and uniqueness the-
orems. Unfortunately, a validity proof involves several hard additional steps
beyond existence and uniqueness. Therefore, the Boltzmann equation has been
validated rigorously only in a few simple situations (locally in time [18] and
globally for a rare gas cloud in all space [16, 17]).

Existence (and in some situations uniqueness) of solutions to the initial-
value problem is known for a much larger variety of cases, and it is our purpose
in the next section to survey these results.

1.2 A survey of the existence theory

The Boltzmann equation reads as follows:

of |, of _

v 2= qu (12.1)
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QU F)(xv. 1) = / / B (v—vo). v —vil) (f'f — f1.) sin6d8dédv..
(1.2.2)

where f = f(x,v,t) is the probability density of finding a gas molecule at x
with velocity v at time ¢t. We denote by f. f(x,Vs,t), where v, is the velocity
of a partner in a collision, and f’ = f(x,Vv',t), f. = f(x,V%,t), where

v =v-nn-(v-v,)
vl =v,+nn-(v-v,)] (1.2.3)
Here n is the unit vector associated with the angles # and ¢. The quadratic
operator Q(.,.) is called the collision operator.

The kernel B depends on the molecular model. If the molecules are hard
spheres of diameter o, then

Bn- (v —v),|v—v.|) = No?|v — v,|sinf cos . (1.2.4)

If the molecules are point masses interacting with a force varying as the nth
inverse power of the distance, then

n

B(n- (v —v.),[v = v.)) = BEO)V|

= (1.2.5)

where B(6) is a nonelementary function of § which for 6 close to 7/2 behaves
as the power —(n+1)/(n — 1) of |7/2 — 6|. In particular, for n = 5 one has
the Maxwell molecules, for which the dependence on V' = |v — v, | disappears.
For a detailed explanation of the structure of the collision term, see Ref. 4, 8,
or 12.

Sometimes the artifice of cutting the grazing collisions corresponding to
small values of |6 — T is used (angle cutoff). In this case one has both the
advantage of being able to split the collision term and of preserving a relation
of the form (1.2.5) for power-law potentials. This artifice is common in most
existence theorems; when it is not stated otherwise, one considers either hard
spheres or models with angular cutoff.

When the distribution function of a gas is not dependent on the space
variables, the equation is considerably simplified. The collision operator is ba-
sically Lipschitz continuous in L}r and the equation becomes globally solvable
in time. Moreover, uniqueness, asymptotic behavior and a theory of classi-
cal solutions have been established. The theory for the spatially homogeneous
Boltzmann equation originated in the early 1930s and can be considered rather
complete; unfortunately the homogeneous case is hardly of interest for appli-
cations. The reader interested in this theory should consult Ref. 8.

The Boltzmann equation has a well-known family of equilibrium solutions,
the Maxwellian solutions

f=Aexp(—plv—ul?) (A,B,u constants). (1.2.6)
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If the solution is initially sufficiently close to a Maxwellian one, it is possible
to prove that a solution can be constructed globally in time, and we have
uniqueness and asymptotic behavior. The approach is based on the analysis
of the linearized Boltzmann operator, which leads us to a differential inequality
of the type

d
—y < —k 2
d ty = y+y,
where y = y(t) is some norm of the deviation of the solution from the

Maxwellian and & is a positive number. Therefore, if y(0) is sufficiently small,
we can control the solution for all times. As we said, the basic ingredient is
good control of the linearized Boltzmann operator. This theory is discussed
in Refs. 8 and 10.

The case of perturbation of a vacuum is a consequence of the validity re-
sult, as mentioned in the previous section, together with the local existence
theory. If the initial value is close to a homogeneous distribution, a solution
starting from it can be constructed globally in time. Uniqueness and asymp-
totic behavior can also be proved. The main idea is explained in Ref. 8.

Except for the first one, all these results have a perturbation character.
The knowledge of particular solutions helps to construct other solutions which
are close to the original ones. The general initial value problem is poorly
understood, although a significant and somewhat unexpected step was per-
formed in the late 1980s. Consider an equation similar to the Boltzmann equa-
tion for which we have conservation of mass and energy and the H-theorem
(J flog fdxdv cannot grow in time). Denote by f¢(¢) the solutions. Here, €
is a regularization parameter such that the solutions formally converge to a
solution of the Boltzmann equation in the limit € — 0. The conservation laws
yield the existence of a weak limit denoted by f(t). However, since the collision
operator is quadratic in f, it cannot be weakly continuous. Thus it does not
follow by general arguments that f(¢) solves the Boltzmann equation. Nev-
ertheless, some smoothness gained by the streaming operator gives enough
compactness to prove that f(t) actually solves the Boltzmann equation in the
mild sense.

The method gives neither uniqueness nor energy conservation, but the en-
tropy is seen to decrease along the solution trajectories. The trend to equilib-
rium in a periodic or specularly reflecting box can be proved, but the asymp-
totic Maxwellian is not uniquely determined.

Let us begin with some notation and a rather standard definition. Let Af
denote the left-hand side of the Boltzmann equation and

f#(x,v,t) = f(x+ vt, v,t).

Definition 2.1 A measurable function f = f(x,v,t) on [0,00) x R3 x R? is
a mild solution of the Boltzmann equation for the (measurable) initial value
fo(x,v) if for almost all (x,v) Q+(f, f)#(x, v, -) are in L} _[0,00), and if for
eacht >0
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t
Pt = hxv)+ [ QUNFoveds (2

One of the key ideas used by DiPerna and Lions to prove a general existence
theorem was to relax the solution concept even further, such that the bounds
provided by the energy conservation and the Htheorem could be put to the
best use, and then to regain mild solutions via a limit procedure. They called
the relaxed solution concept a “renormalized solution” and defined it in the
following way.

Definition 2.2 A function f = f(x,v,t) € L} (R}

loc
renormalized solution of the Boltzmann equation if

Qﬁ@”eL@m+xWx%% (12:8)

x B3 x RN3) is called a

and if for every Lipschitz continuous function § : Ry — R which satisfies
|6'(t)] < C/(1+1t) for all t > 0 one has

AB(f) = B'(NHQ(S, £) (1.2.9)

in the sense of distributions.

DiPerna and Lions [12] noticed that renormalization would actually give
mild solutions, according to the following lemma.

Lemma 2.1 Let f € (L. x R3 x R3). If f satisfies (1.2.8) and (1.2.9) with
B(t) = In(1 + t), then f is a mild solution of the Boltzmann equation. If
fis a mild solution of the Boltzmann equation and if Q4 (f, f)/(1+ f) €
Li Ry x R3 x R3), then f is a renormalized solution.

Their main result is the following.

Theorem 2.2 (DiPerna and Lions [12]) Suppose that fo € LY (R® x R3)
1s such that

/ / fo(1+[x]* +|v|?) dx dv <
w3 Jps

and

/ / folln fo| dx dv < oc.
R»3 Jp3

Then there is a renormalized solution of the Boltzmann equation such that

VS C(§R+a Ll(mS’mS), / |t:0: fo'

The existence theorem of DiPerna and Lions is rightly considered a basic
result of the mathematical theory of the Boltzmann equation. Unfortunately,
it is far from providing a complete theory, since there is no proof of uniqueness;
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in addition, there is no proof that energy is conserved and conservation of
momentum can be proved only globally and not locally. More complete results
concerning conservation equations can be obtained in the case of solutions
depending on just one space coordinate [2, 5] and will be discussed later in
this chapter.

1.3 The weak form of the collision operator and a useful
identity

We introduce the weak form of the collision term, Q(f, f). We shall henceforth
use the latter notation for the operator defined by

/ QU )@, v, ol v, v
[0,T]x[0,1]xR3
1

2 /[O,T] X [0,1] xR3 X R3 x 52

B (v =vi), [v = Vi)

x (@' + ¢l —o—p)ffududt  (1.3.1)

for any test function ¢(x,v,t) which is twice differentiable as a function of
v with second derivatives uniformly bounded with respect to x and ¢. In Eq.
(1.3.1) we have used the notation

dp = sin 0 d0de dv . dvdz. (1.3.2)

We remark that for classical solutions the above definition is known to be
equivalent to that in (1.2.2). The main reason for introducing it is that it may
produce weak solutions (as opposed to renormalized solutions in the sense of
DiPerna and Lions [12]) even if the collision term is not necessarily in L. Tt
is surprising that the weak form has not been used before the recent work of
the author [2, 5].

For a function f to be a weak solution of the Boltzmann equation, it must
satisfy Eq. (1.2.1), where the derivatives in the left-hand side are distributional
derivatives and the right-hand side has been defined above.

Now we want to prove that the definition of the weak form of the collision
term makes sense for inverse power potentials without introducing an angular
cutoff, as first shown in a paper of the author [5]. To this end we consider the
following identity:

/0 ds/o dtazat [o(v+s(v —v) +t(v. —V'))]

— [ as{ L o+ (v = V) (v = V)] = L [l s = )
[ e{a z

— p(v.) — (V') — p(VL) + p(v). (1.3.3)
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Hence

o)+ plva) ) o) = [ s / ity awa%(’ w) (] = 0f),
(1.3.4)

where the argument of ¢ is v+ s(v/ —v) + (v, — v’). If K is an upper bound
for the second derivatives, we obtain the following estimate:

(V) + o(ve) = (V') = o(vi)| S 9KV = v[[v* = v/| < [V[[n- V| (1.3.5)

Hence if the kernel B diverges for 8§ = 7/2, but B cos @ is integrable, then the
integral with respect to 6 does not diverge. We recall that, if the intermolecular
force varies as the nth inverse power of the distance, then B(n-(v—v.,), |[v—v.])
varies as shown in (1.2.5).

We conclude that for power-law potentials, B cos# behaves as the power
—2/(n—1) of |7/2—6| and the definition of a weak solution given above makes
sense for n > 3.

Henceforth we shall consider just Maxwell molecules, for which we state
the main result of this section as follows.

Lemma 3.1 The following estimate holds:

< B K [VI2ffodvdv,,  (1.3.6)
R3 xR3

where K is un upper bound for the second derivatives of ¢ and By a constant
that only depends on molecular parameters.

1.4 Basic estimates

In this section and the next we shall be concerned with the initial value
problem for the nonlinear Boltzmann equation when the solution depends on
just one space coordinate which might range from —oo to 400 or from 0 to 1
(with periodicity boundary conditions); for definiteness we stick to the latter
case. Easy modifications, in the vein of Ref. 7, are necessary to deal with the
case of different boundary conditions. The z-, y- and z- components of the
velocity v € R? will be denoted by &, 1 and ¢ respectively, and the Boltzmann
equation reads

of
ot

5f

+ea = Q) (1.4.1)

with
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QU Pz v.1) = / / B (v—v.). v —va) (F'f. — f1.) sinf dbdg dv..
(1.4.2)

We now set out to prove the crucial estimates for the solution of the initial
value problem and for the collision term. It is safe to assume that we deal
with a sufficiently regular solution of the problem, because this can always be
enforced by truncating the collision kernel and modifying the collision terms
in the way described in earlier work, in particular in Ref. 12. If we obtain
strong enough bounds on the solutions of such truncated problems, we can
then extract a subsequence converging to a renormalized solution in the sense
of DiPerna and Lions; and the bounds which we do get actually guarantee
that this solution is then a solution in the weak sense defined above.

Consider now the functional

11w = [ ) [, |- €rrvnfov.dv.avdsdy, (143)

where the integral with respect to x and y is over the triangle 0 <z <y <1.
This functional was in the one-dimensional discrete velocity context first in-
troduced by Bony [2]. The use of this functional is the main reason why we
have to restrict our work to one dimension; no functional with similar pleasant
properties is known, at this time, in more than one dimension (for a discus-
sion of this point see a recent paper of the author [6]). Notice that if we have

bounds for the integral with respect to = of p = fﬂg f(x,v,t)dv and for

By = [ 1 [ it avas,

then we have control over the functional I[f](¢).
A short calculation with proper use of the collision invariants of the Boltz-
mann collision operator shows that

d
< 117] :-/M /]R /}RS(g—f*)Qf(x,v*,t)f(ac,v,t) dvdvide.  (1.4.4)

Notice that the first term on the right, apart from the factor (¢ — &), has
structural similarity to the collision term of the Boltzmann equation, and
the integrand is nonnegative. This is the reason why the functional I[f] is a
powerful tool.

After integration from 0 to 7" > 0 and reorganizing,

T
/ / / /r(5f5*)2f(x,v*,t)f(:c,v,t)dvdv*dxdt:I[f](O)fI[f](T).
o Jo,1] Jr3 Jr3
(1.4.5)

According to a previous remark, the right-hand side of (1.4.5) is bounded.
Since the total energy is conserved, we have proved the following lemma.
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Lemma 4.1 If f is a sufficiently smooth solution of the initial value problem
given by (1.4.1) and (1.4.2) with initial value fo, then the integral in Eq. (1.4.5)
is bounded.

We now have the following.

Lemma 4.2 Under the above assumptions, we have, for the weak solutions of
the Boltzmann equation for noncutoff Maxwell molecules:

/ v — v 2 f(z,v,t) f(x, V., t) B(O)dtdu < Ky,  (1.4.6)
R3 xR3xS2x[0,7]x[0,1]

where Ky is a constant, which only depends on the initial data (and molecular
constants).

In fact, we can take ¢ = £2 as a test function and remark that the con-
tribution of the left-hand side is bounded in terms of the initial data because
£? <|v|*. Hence the right-hand side is also bounded. Then:

P(vV) +o(vi) = o(v) — (Vi)
=2 —&)n- (v —v,) —2nin- V| (1.4.7)
When computing this integral, we use as polar angles 6 (the angle between

n and V) and ¢ (a suitable angle in the plane orthogonal to V) so that the
components n; (i =1,2,3) of n are given by

V \%
nlzvlcosﬁ—vosin9005¢
RQZ%COSQ+“/}‘Y§ sin@cosgbf%Sin@sinqﬁ

V- V
ng = %cos&—}— Vle SiHQCOS¢+VZSiDQSin¢),

where V; (i = 1,2,3) are the components of V and Vo = /V + V2. Then
N1 =£-&)

n1(§ —&)n -V = cosO(V; cos @ — Vysin 6 cos ¢).

Then when we integrate with respect to ¢, the contribution from the last term
disappears and we are left with

/ Q(f, (@, v, t)dvdadt
[0,7]x[0,1] xR3

B(O){[n1(¢ — &) —niln - V*}f fudpdt .
(1.4.8)

/[O,T] X [0,1] xR3 xR3 x 52
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We can separate the contributions from the two terms, since they separately
converge and obtain

/ QUf. )(w, v, )§?dvdxdt
[0,T]x[0,1] xR3
= =380 / (€ — €2 f fudvdv,dudt
[0,7]x[0,1] xR3 xR3
+ Bo/ |V 2f fodvdv,dzdt, (1.4.9)
[0,7]x[0,1] xR3 xR3

where if the force between two molecules at distance r is kr—°, then

K
By=a\/5 5 (a=13703...). (1.4.10)

The constant a was first computed by Maxwell [19]; the value given here
was computed by Ikenberry and Truesdell [15]. Since we know that the left-
hand side of Eq. (1.4.9) is bounded and the first term on the right-hand side is
bounded, it follows that the last term is also bounded by a constant depending
on initial data (and molecular constants, such as m and «).

1.5 Existence of weak solutions for noncutoff potentials

In order to prove the existence of a weak solution, we shall assume that this
has been proved for Maxwell molecules with an angular cutoff [2]; actually to
make the chapter self-contained and the proof more explicit, we shall assume
that the proof is available when a cutoff for small relative speed is introduced.
In this case, in fact the proof immediately follows from the DiPerna—Lions
existence theorem with the estimate of Lemma 4.2; it is enough to remark that
a solution exists when we renormalize by division by 1 + ¢f (f independent
of € > 0 and we pass to the limit ¢ — 0 due to (1.4.6)).

In the noncutoff case we approximate the solution by cutting off the angles
close to 7m/2 and the small relative speeds. In this way we can obtain a sequence
fn formally approximating the solution f whose existence we want to prove.

Lemma 5.1 Let {f,} be a sequence of solutions to an approzimating problem.
There is a subsequence such that for each T > 0

(i) [ fodv — [ fdv a.e. and in L'((0,T) x R?),

(i)
/ V2 frudv. — / V2 fudv,
R3 R3

in LY((0,T) x R® x Bg) for all R > 0, and a.e.,
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(iii)
. fRSXRS |V‘2fnfn*dVdV* . fRSXRS |V|2ff*dVdV*
B 1+ [ fodv 14 [ fav

:g(x,t)
(1.5.1)

gn(,t)

weakly in L*((0,T) x (0,1)).

Proof. (i) is immediate. (ii) uses an argument well known in the DiPerna—Lions
proof with the estimate sup,, [ fn(1+ |v|?) dv < oo to reduce the problem to
bounded domains with respect to v..

For (iii) we use (i) and the fact that f, converges weakly, but the factor
multiplying it in the integral converges a.e. because of (ii). O

Now we remark that g, (z,t) converges weakly to g(x,t) and p,(z,t) con-
verges a.e. to p(z,t) and the integral [ p,gndadt is uniformly bounded to
conclude with the following lemma.

Lemma 5.2 Let {f,} be a sequence of solutions to an approzimating problem.
There is a subsequence such that for each T > 0

/ V|2 fofrsdpdt — V|2 f fodpdt. (1.5.2)
(0,T)x(0,1) xR3 xRR3 (0,T)%(0,1) xR3 xRR3
We can now prove the basic result.

Lemma 5.3 Let {f,} be a sequence of solutions to an approzimating problem,
weakly converging to f. There is a subsequence such that for each T > 0

/ 6Qu(fur f)dtddv — 6Qf, f)dtdrdv,
(0,7) % (0,1) xR3 (0,7) % (0,1) xR?
(1.5.3)

where Q,, and Q are given by the weak form of the collision operator, as defined
in Eq. (1.3.1).

Proof. In fact the integrand on the left-hand side of Eq. (1.5.3) is, thanks
to (1.3.6), uniformly bounded by the integrand of Eq. (1.5.2) which weakly
converges. 0

Thanks to this result, we can now pass to the limit in the approximating
problem to obtain the following.

Theorem 5.4 Let fo € L*(R x R3) be such that
/fo(.)(1 + [v[*)dvdz < oo; /f0| In fo(.)|dvdz < . (1.5.4)

Then there is a weak solution f(x,v,t) of the initial value problem (1.2.1),
(1.2.4), such that f € C(Ry, LY(R x R3)), f(.,0) = fo.
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1.6 Conservation of momentum and energy
An immediate consequence of Theorem 5.4 is as follows.

Theorem 6.1 The solution whose existence has been proved in the previous
section conserves energy globally.

In fact we can take ¢ = |v|? as a test function and this immediately yields
the result. The lack of this property is one of the drawbacks of the DiPerna—
Lions renormalized solutions.

It is, of course, easy to prove that momentum is conserved globally. But
we can prove more.

Theorem 6.2 The solution whose existence has been proved in the previous
section conserves momentum locally.

In fact we can take ¢ = vg(x) as a test function, where g(z) is a smooth
periodic function of the space coordinate: the result follows.

1.7 Trend to equilibrium

The aim of this section is to discuss the trend to equilibrium. We follow the
approach of Desvillettes [11] and Cercignani [9], which is based on a remark
by DiPerna and Lions [13] and applies to any domain (2. The main result is
the following.

Theorem 7.1 Let f(x,v,t) be a DiPerna—Lions solution of the Boltzmann
equation, with initial data fo(x,v) such that

fo > 0: /Q /me,v)(u|v\2+|logfo<x,v>|>dxdv<+oo. (1.7.1)

Let f also satisfy general boundary conditions on 02 compatible with a con-
stant and uniform Mazwellian M,,. Then, for every sequence t, going to in-
finity, there exist a subsequence t,, and a local Mazwellian M (x,v,t) such
that fn, (x,v,t) = f(x,v,tn, +t) converges weakly in L'(2 x R* x [0,T]) to
M(x,v,t) for any T > 0. Moreover M satisfies the free transport equation

OM M

W—FV'X—O (172)

and the periodicity boundary condition.

Proof. According to the existence proof of DiPerna—Lions [12]
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/OT /% /Q /S /% £V F 6V 1) = £V, 1) (%, Vi 1)

X {log[f(x7 V/’ t)f(X, Viv t)] - 10g[f(X, v, t)f(X7 Vi, t)}}
x B(V,V -n)dv.dndxdvdt

+ sup/ / Fx, v, t)(1+ |v]? + |log f(x,v,t)|)dxdv < +oo. (1.7.3)
t J2JR3

Thus f,(x,v,t) = f(x,v,t +t,) is weakly compact in L'(£2 x R x [0,T])
for any sequence t,, of nonnegative numbers and any 7' > 0. If ¢,, — oo, then
there exist a subsequence t,,, and a function M (x, v,t) in L'(£2 x R x [0, T])
such that f,, converges weakly to M in L'(2 x %3 x [0,T]) for any T > 0. In
order to prove that M is a Maxwellian, we remark that, since the first integral
in Eq. (1.7.3) is finite, then

/tTan/%S/Q/Sz /WB(V,V~n)[f(x,v’,t)f(x,vfk,t)*f(X,Vat)f(X,V*’t)]

x {log[f(x,v', 1) f(x, v}, t)] —log[f(x,v,t) f(x,V.,1)]}
X dv.dndxdvdt — 0

when k — oo, and thus

/OT /W/Q/S2 /ges[fnk(xavl,t)fnk(x,v;,t) — Fon (56, Vo ) fon (%, Vs )]

x {log[fn, (x, v/, t) for (%, V', t)]
— log[fn, (%, v, 1) f, (%, Vi, )]}
x B(V,V -n)dv.dndxdvdt — 0 (k — 00). (1.7.4)

But for all smooth nonnegative functions ¢, ¥ with compact support:
[ v 0 (v 00030 BV, V vy
R3JS2 JRs

- / / M(x, v, ) M(x, V., )¢(v) i (va) B(V, V - n)dv.dndv
N3 JS2 JR3

(a.e. in 2 x [0,T] when k — o0) (1.7.5)

and
/ / Frw (X, V1) fro, (X, Vi, ) O(V)U (Vi) B(V, V - n)dv.dndv
R®3 Js2 Jgs

— / / M(x,v,t)M (X, V., t)d(v)p(v.)B(V,V - n)dv.dndv
»3 Jg2 Jps
(a.e. in £2 x [0,T] when k — o). (1.7.6)

This was proved by DiPerna and Lions [13] with the following kind of argument
(we just consider (1.7.6) because the proof for (1.7.5) is analogous). First,
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remark that for any Borel set A € B(Br x Br x S?) with respect to the
measure dy = B(V,V - n)dv.dndv, where By is the ball of radius R in
velocity space,

/ Frn (%, V3 ) fr (X, Vi, t) B(V, V - n)dv,.dndv
A

< M?p(A) + T (%, V5 8) fruy, (3, Vs )
X X (fri (v, 1) 2 M) + X(fy, (X, Vs ) = M)
x B(V,V -n)dv.dndv

< M2u(A) + [Y(M))] YK (t, 2)N(t, x) (VM > 0), (1.7.7)

where x denotes the characteristic function of a set and 1 (¢) € C([0, 00)) is an
increasing function such that ¢ — oo as t — oo, 1(t)(logt)~! — 0 as t — oo,
while

K= Sup{ [/ Fr (3, Vo 1) frg, (36, Vi, ) [0 fiy, (36, v, 1)) + Y (fr (%, Vs 1))]
k Er

N = st}ip (1 + /%3 fnkdv> . (1.7.8)

Here K and N are functions independent of f,,, . This proves that the product
Frn (%, v, 1) fr,. (X, Vi, 1) is weakly compact in L (ERg, du) for almost all (x,t) €
2x(0,T). We already know that f,, (x,V,t) fn, (X, Vi, t)[14 [j3s fn,dv] ™" con-
verges to the corresponding function, M (x,v,t)M (x, v.,t)[1 + fm Madv]™1t,
weakly in L! for a. a. (x,t) € £2 x (0,T). But the denominator converges a.e.
to 1+ [s Mdv; hence fp, (X, V,t)fn, (X, V., t), which has been just shown to
be weakly compact, converges weakly to M (x,v,t)M(x,v,,t) in L'(Eg,dp)
for a. a. (x,t) € 2x(0,T). It is then possible to extract a subsequence (which
we still denote by fy, ), such that

x B(V,V -n)dv.dndv

/ / B(V,V ’ n)[fnk (Xv Vlvt)fnk (X7 kavt) - fnk (vavt)fnk (Xv V*,t)}
R®3 Jg2 JRs

X {log[fnk (X, V/’ t)fnk (X, V;, t)] - log[fnk (Xv v, t)fnk (X7 Vi, t)]}
X dv.dndv — 0 (a.e. in 2 x [0,T] when k — o0) (1.7.9)

for a dense denumerable set in C(R?) of nonnegative smooth functions ¢ and
1. But then the convexity of the function C(f,g) = (f — g)(log f — logg)
(R x Ry — R4) implies that we can pass to the limit and obtain

[M(x,v',t)M(x, v, t) — M(x,v,t)M(x, v,,t)]
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x {log[M (x,v', t) M (x,v'x,t)] — log[M (x,v,t)M(x, v.,t)]}
xB(V,V-n)=0 (ae. In vy, n,z,v,,t). (1.7.10)

Then, since C(f, g) is nonnegative and B(V,V - n) strictly positive:

M(x, v, t)M(x, V., t) = M(x,v,t)M(x, v,,t) (a.e. in v,n,x, vy, t).
(1.7.11)

Then M is a Maxwellian and, moreover, is, thanks to the property of weak
stability, a renormalized solution of the Boltzmann equation, satisfying the
boundary conditions. Accordingly Q(M, M) = 0 and Eq. (1.7.2) holds. O

Theorem 7.1 tells us that the solutions of the Boltzmann equation with
the boundary conditions (1.2.1) behave (in the case of a boundary at con-
stant temperature) as Maxwellians satisfying the free transport equation, Eq.
(1.7.2). These Maxwellians have been well known since Boltzmann [7]. They
have the following form:

M = explao + by - v+ co|v]? + do|x — vt|* + e - (x — vt) + fo - (XA V)],
(1.7.12)

where ag, co,dy € R and by, ey, fo € N> are constants. Now if we impose the
condition that M(x, .,t)is an L' function for any ¢ > 0, we see that ¢y must be
negative and dyp nonpositive. If we exclude from our considerations the cases
in which the boundary conditions are compatible with several Maxwellians,
i.e., the only acceptable Maxwellian has no drift and constant temperature;
this immediately implies that by, dg, eg, fo are zero. Hence M is a uniform
Maxwellian, which coincides with M,,,.

L. Arkeryd [1] proved that f actually tends to a Maxwellian in a strong
sense for a periodic box, but his argument works in other cases as well; his
proof uses techniques of nonstandard analysis and, as such, is outside the
scope of this book. Subsequently P.-L. Lions [14] obtained the same result
without resorting to nonstandard analysis.

If we now try to apply these results to the case of periodicity boundary
conditions, we see that the Maxwellian is not uniquely determined by the
above argument, if we stick to DiPerna—Lions solutions. But in the case of the
weak solutions discussed in the previous section, conservation laws identify
uniquely the momentum and energy and hence the asymptotic Maxwellian.

1.8 Concluding remarks

We have surveyed the existence theory of the nonlinear Boltzmann equa-
tion with particular attention to a recent result of the author concerning
Maxwell molecules, without any truncation on the collision kernel, in the one-
dimensional case. To the best of our knowledge, this is the first result for the
noncutoff Boltzmann equation. The solution conserves energy globally.
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Results on optimal rate of convergence to
equilibrium for spatially homogeneous
Maxwellian gases

Ester Gabetta

Dipartimento di Matematica, Universita degli Studi di Pavia, Via Ferrata,
1-27100 PAVIA (Italia) ester.gabetta@unipv.it

2.1 Introduction

This chapter aims to provide a unified presentation of some recent studies
(see [CGTI9], [CCGOO], [BGRO5], [CCGO5] and [GRO5]) on the convergence
to equilibrium of the solution of Boltzmann’s equation for Maxwellian pseu-
domolecules and, in particular, of the solution of Kac’s analog of Boltzmann’s
equation. The main feature of these researches, with respect to the other
ones, is the pursuit of the optimal rate of exponential convergence both in a
weighted x-metric (see for example [GTWO95]) and in the total variation met-
ric for probability measures. For the definition of these metrics see the next
section. Now, recall the following basic facts about the aforesaid equations.
The dynamics of spatially homogeneous rarefied gases, in the absence of
external force fields, are usually described by the Boltzmann equation:

0

a ('U,t) :Q(f7f)(vat)' (211)

Here f(v,t) is the probability density for the velocity space distribution of the
molecules at time ¢, and @, which represents the effects of binary collisions,
has the form

QUf.9)(w) = / Blg,q-n/a) [f(v1)g(w:) — f(v)g(w)] dw dn. (2.1.2)

3 %82

In expression (2.1.2), n is a unit vector, and dn denotes normalized surface
measure on the unit sphere S2. Moreover g = v—w is the relative velocity, and
in q - n the dot denotes the usual inner product in R3. @) describes the effect
of a collision between two identical molecules with pre-collisional velocities v
and w, and post-collisional velocities v1 and wi. The vector n parametrizes
the set of all kinematically possible post-collisional velocities by
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v = v+w+qn),

2l (2.1.3)

w1 = —(v+w—gn).

3
The post-collisional velocities are those conserving both momentum and ki-
netic energy

vi+w =v+w, |’ + |wi]? = [v]? + |w]’ (2.1.4)

The function B in (2.1.2) is called the collision kernel and specifies the rate
at which collisions with parameter n occur when the incoming velocities are
v and w. It is a nonnegative Borel function of its arguments, namely the
magnitude of v — w and the angle between v — w and n. Notice that B takes
into account the nature of the interaction between the molecules. Maxwell
found that when this interaction turns out to be inversely proportional to a
fifth power of a central force, B depends only on the scattering angle ¥ in
cost = q - n/q, and not on ¢ itself. Throughout the present chapter, this
condition is assumed to be in force, i.e.,

B(gq,q-n/q) = B(cos), (2.1.5)

and, in this case, the Boltzmann equation is called the equation for Mazwellian
molecules. In addition to (2.1.5), the angular cutoff condition is postulated
here; so without further loss of generality, assume that

/ B(cosd)sind dd = 1 < o0, (2.1.6)
o)

and, then, the molecules are said to be pseudo-Mazwellian.
Under the angular cutoff condition, one can split ) into its gain and loss
terms

Q(fag) :Q+(fag)_Q_(f7g)a (217)
where
/ B(cos?) f(v1)g(wy) dn dw (2.1.8)
RS S2

@ (1)) = 1) [ | [ Bleost) o] glw) aw. (219)

2

Consequently (2.1.1) becomes

0
5/ @)+ f(v,1) = Q7 (f, f)(v,1). (2.1.10)
Apropos of the adoption of hypotheses (2.1.5) and (2.1.6), the following com-
ments from [CCO3| provide a clear illustration of the point:
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“It is easier to see things through to the end with Maxwellian molecules,
and it is still useful, even today, to look first at the Maxwellian case when
investigating any new problem ... With the cutoff condition, it is possible to
produce strong solutions that can be studied in greater detail.”

In point of fact, with respect to the study of the speed of convergence
to the equilibrium, deeper results can be achieved in the further simplified
model due to Kac. Recall that Kac ([Ka56], [Kab9]) considered an approach
to Boltzmann’s theory, for a monatomic dilute gas without mass motion, based
on a master equation, by simplifying the original Boltzmann’s derivation to
an n-particle system in one dimension. He obtained the analog of Boltzmann’s
equation. In such a model the collisions conserve energy but not momentum
unless it happens to be zero for the initial data. Consequently all of the kine-
matically possible collisions (v, w) — (v*,w*) are given by

v =wvcost? +wsin? and w* = —vsin?d + w cos

for 0 < ¥ < 2.

Regarding the analogy of the Maxwellian equation with cutoff, the expres-
sions (2.1.8) and (2.1.9) of the gain and loss terms in the collision kernel—
under the further condition that the collision kernel B is constant and equal
to 1-—become

QT (f) = %/o 7T/]Rf(v*)f(w*) dw d¢ (2.1.11)

and

@ (=5 [ [ 10)sw) dwao = fo) (2.112)

respectively. Then the evolution of the probability density f(v,t) for the ve-
locities turns out to be described by the equation

%(v,t) + f(v,t) = QT (f). (2.1.13)

With an abuse of notation, the loss and gain terms, in the Kac setting, are
denoted by the same symbols used for the analogous terms in the Maxwellian
equation.

It is well known that, with initial data fo, both problem (2.1.1), under
(2.1.5)—(2.1.6), and problem (2.1.13) have a unique solution; see, for example,
Morgenstern ([Mo54]) and McKean ([MKG66]).

As far as the presentation of the subject of this chapter is concerned, it
follows the chronological order of publication of the three references men-
tioned at the beginning of the introduction. So, Section 2.3 contains a concise
description of the arguments developed in [CGT99]. Sharp bounds on the
rate of exponential convergence to equilibrium are proved there—both in a
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weighted yx-metric and in the variational metric—under an additional hy-
pothesis about the existence of a finite Sobolev norm for the initial data. The
remaining assumptions pertain to the existence of finite moments, up to some
specific order, and of the Fisher (Linnik) information. Analogous conditions
are used in [CCGOO] to obtain variational bounds on the error made when
the Wild summation for solutions of (2.1.1) is truncated at a certain stage.
The relevance of this argument, explained in Section 2.4, is twofold: first,
Wild’s summation is the only constructive method known for solving Boltz-
mann’s equation; second, the evaluation of the aforesaid error can be used
to get a simple proof of the exponentially fast rate of relaxation to equilib-
rium for Maxwellian molecules. It must be noticed that the analysis exploits
the McKean representation of the Wild sum; see McKean ([MK66], [MK67]).
Following the viewpoint (see, for example, [IT56]) that, apart from entropy
and information measures, it is only the moments of the initial probability
distribution that have physical significance, in [CCGO05], with reference to the
Kac model, it is proved that the existence of finite moments of any order
and of the Fisher information suffices to achieve the best rate of convergence.
As recalled in Section 5 of [CCGO5] a key role in the analysis is played by a
decomposition which depends on some basic McKean ideas of a probabilistic
nature. When qualitative regularity, of the same type as in [CGT99], of the
initial data is not assumed, the above-mentioned decomposition makes it pos-
sible to overcome the fact that the evolution does not improve the regularity
of the initial data. Necessary preliminaries, for a better understanding of the
main results to be reviewed, are collected in Section 2.2. Finally, Section 2.5
indicates some directions for new researches.

2.2 Preliminaries

For the sake of clarity and completeness, here one recalls some of the basic
concepts and notation that will be used to formulate the results examined in
the next sections. These concepts can be split into two different classes: the
former pertains to mathematical analysis or mathematical physics, the latter
to probability.

2.2.1 Analytical and physical preliminaries

In [CGT99] a key role is played by an inequality which yields bounds for
Sobolev’s space norms of solutions of (2.1.1). For a fixed positive integer k, let
H* be the space of all functions f in L?(R"™) whose distribution derivatives
0%f are L? functions for |a| < k. Here from now on, for any fixed p > 0,
LP(R™) will denote as usual the set of all measurable functions f on R™ for

which
1/p
1l = (/ If(:v)l”dx) < +oo.
Rﬂ,
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Now, for any f in L'(R"), let f be its Fourier transform, i.e.,
O = [ i@ (),

Then, if f belongs to H*, the quantity

R 1/2
e = ([ 17O 16 ac)

is what here is called the Sobolev space norm of f. It is well known that this
norm is equivalent to the one defined by (3_, <, 10 f113)'/2. For a survey on
Sobolev spaces see, for example, Folland ([F099]).

One of the main goals of the chapter to be examined in the subsequent
sections is that of proving the natural conjecture, due to McKean ([MK66]),
that the rate of approach to equilibrium is driven by the spectral properties
of a linearized form of the collision operator that we are going to define. Such
a definition involves the fundamental concept of Mazwellian density on R™,
that is, the function

v —ul?

v (67T) ™% exp { — T } =: M(v) (v eR™),

where
u:/ vM(v) dv, nT:/ lv —ul*f(v) do,

u being bulk velocity and 7" the temperature. In the present framework, where
n = 1,3, one assumes that

/ﬁ%mgzq n:AJﬂﬂaw (n=13).  (221)

Now, suppose that the solution f of (2.1.1), with initial datum fy satisfying
(2.2.1), has the form

f(v,t) = M(v)(1+¢eh(v,t)), (2.2.2)

M being the Maxwellian density with u = 0 and T = 1, some function for
which

/|Mu®FMwhw:1 (n=1,3)
and e some small number. Correspondingly to (2.2.2), (2.1.1) becomes

gh(v,t) = Lh(v,t) +¢

o Q(Mh, Mh)(v) (2.2.3)

1
M (v)
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with

Lh(v) = ﬁ (QT (M, Mh)(v) + Qt(Mh,M)(v)) — g Mh(v) dv — h(v)

and L is just the above-mentioned linearized collision operator. As to the
spectrum of £, it can be recalled that it has been computed in Wang Chang
and Uhlenbeck [WU70]. Notice that £ is self-adjoint and negative semi-definite
on H (the Hilbert space with norm [|h|[3, = [5s [R(v)[*M(v) dv), with a five-
dimensional null space. The remaining eigenvalues are strictly negative; here,
with A one denotes the absolute value of the first of these eigenvalues when
they are arranged in order of increasing magnitude. In other words, A is the
spectral gap of L. An explicit evaluation of A is also given in Section 8 of
[CGT99].

Passing to the Kac equation (2.1.13), as explained in Section 2 of [CGT99]
starting from a remark of McKean ([MKG66]), it can be recalled that A takes
the value 1/4.

In the introductory section a hint to the entropy and other allied func-
tionals has been given. As a matter of fact, the existence of these functionals
forms a constituent part of many statements in the kinetic theory of gases
and, in particular, in almost all the results we intend to consider in the fol-
lowing sections. The entropy H(f) of a probability density function f on R3,
such that [os [0 f(v)dv < +o0, is defined by

H(f)= —/]R3 f(v)log f(v) dv. (2.2.4)

It was discovered by Boltzmann that H ( fG, t)) is nondecreasing in time along
solutions f(-,t) of (2.1.1). Moreover, it can be constant only if f(-,¢) is a
Maxwellian distribution. See, for example, [CIP94] and [Vi03].

A different entropy functional is frequently considered in the kinetic litera-
ture. It is inspired by the Fisher amount of (statistical) information. Let f be
a probability function on R™ which, besides satisfying the above moment con-
dition, is continuously differentiable; then, this new measure of information,
denoted by L,, is defined as

La(f) = / |Vulog S0 (0) dv, (2.2.5)

where, as usual, V denotes the gradient vector. It should be recalled that, on
the difference of L,,, the Fisher information aims at quantifying the content of
information of a statistical sample drawn to estimate an unknown parameter
¥ in RZ. More precisely, let f(-,19) be the probability density function (on R™)
of a sample of size n, depending on the parameter ¢. In this framework, Fisher
provided deep motivations for the adoption of the (d x d) matrix
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F(i0) = [ (Volog f(ai0) - (Valog f(a: )" flai) da
as a measure of statistical information; see Fisher ([Fi22], [Fi25]).

To point out an actual relationship between the measures L,, and F, notice
that if ¥ is a location parameter—i.e., d = n and f(z;9) = f(x — ¢)—then
L, (f) turns out to be the same as the trace of the Fisher information matrix
F(f:9).

In particular in the one-dimensional case (see equation (2.1.13)), L, (f)
becomes the well-known Linnik’s information (see [Li59]):

L) = L) = [ 5 (Fw)° av.

As to the connection between entropy and Linnik information, remember
that

Jim S{H(fs) = H() = LU,

where f5 is the density one obtains by convolving f with the one-dimensional
Maxwell density with variance §.

2.2.2 Distances between probability measures and McKean trees:
an overview

As recalled repeatedly in foregoing paragraphs, the ultimate goal of the papers
to be reviewed is the study of convergence to equilibrium in the L'-norm for
probability density functions. Such an object is achieved through the study
of the convergence of probability measures in a weaker norm. Moreover, the
proofs are based, in part, on some suitable discrete probabilistic structures.
Then, it seems right to provide a concise description both of the distances
to be used and of the McKean binary tree graphs, before tackling the main
subject.

Given two probability measures P and @) on the same measurable space
(2, F), the variational distance between P and @ is defined as

di(P,Q) = 21611;|P(A) —Q(4)].

In particular, if 2 = R™, if F is the Borel class on R™ and if P and @
are absolutely continuous with respect to the Lebesgue measure on R"™ with
density functions p and g, respectively, then d; (P, Q) reduces to

4(PQ) =5 [ Iple) ~ ala)| do

1
§||P*Q||L1(Rn)-
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Now denote the Fourier transforms of p and ¢ by p and ¢ respectively, and
assume that conditions

/ lz|* (p(z) + q(2)) dz < +oo, mi(2)* (p(x) — q(x)) dr =0 (2.2.6)
n RTL

hold true for m;(x) = x; if ¢ = (x1,... ,2) € R", i =1,... ,n, k =1,2,3.
Then from elementary properties of the characteristic functions the quantity

p(§) — 4()]
€1

turns out to be well defined. In Section 14.2 of [Ra91], it is designated by
the term weighted x-metric and it has been diffusely utilized in kinetic the-
ory starting from the publication of [GTW95]. This metric—when it is well
defined—is topologically weaker than d.

After saying how one intends to study the relaxation to the equilibrium of
the solution of (2.1.1) or of (2.1.13), it is worth recalling the sole representation
at our disposal of that solution, i.e., the Wild series. See Wild ([Wi51]). More
precisely, what is needed here is the McKean version ([MK66], [MK67]) of
this series. To make these concepts precise start by defining integral (2.1.8) to
be the Wild convolution of f and g, f o g in symbols. Accordingly, operation
(2.1.11) will be indicated by the same symbol. Then, recall that Wild proved
that the solution of the equation at issue, when fj is the initial density, is
given by

Ip—qll := sup (2.2.7)
EER™

=S et (1 —e )" QL (v: fo)(w),

n>1

where, following McKean, @, can be written as

Qi (wifo)= > pa(MCy(vifo) (n=1,2,...), (2:2.8)

YEG(n)

where C., denotes the n-fold Wild convolution performed according to a pro-
cedure which can be described in a complete way by means of the “structure”
of a tree v belonging to the set G(n) of all McKean’s trees with n leaves.

These trees are characterized by the fact that each node has either zero
or two “children”: a “left child” and a “right child.” To illustrate this circum-
stance, two elements of G(8) are visualized in Figure 2.1. In each tree 7 in
G(n), leaves—i.e., shaded circles—can be labelled from left to right by the
integers from 1 to n, according to a natural left-to-right order. Imagine now
that fp is set in each of the leaves of v and assume that the deepest level in
« is 4. At this stage, to go from v to the corresponding convolution C., find
the leftmost pair of leaves at level i, erase this pair of leaves which makes the
former “parent” node a leaf, and write down Q1 := Q(fo, fo) in the new leaf.
After erasing all the leaves at level i, in this way, proceed to erase pairs of
leaves at level (i — 1) and, for any pair, write down
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level 1

level 2

level 3
1 234567 8

level 4
72

level 5

level 6

24!
Fig. 2.1. Shaded (unshaded) circles stand for leaves (nodes).

Q2 = Q(Qu(fo, f0), Qr(fo, fo)) (2.2.9)

in the leaf which replaces the corresponding “parent” node, where [ (r, respec-
tively) can be 0 or 1 according to whether the left (right, respectively) leaf of
the pair was a leaf of v or the “parent” node of a pair erased in the previous
step, with the proviso that Qg := fy. Then, after erasing all the leaves at level
(i — 1), proceed to erase pairs of leaves at level (i — 2) in the same way and,
for any pair, write down (2.2.9) in the leaf which replaces the “parent” node
of the pair at issue, keeping in mind that both [ and r can belong to {0, 1, 2}.
Once this has been done until only the “root” of v is left, one has written C,
in the “root.” This process can be described by a proper use of brackets. As
an example, the C, associated with graph v; in Figure 2.1 can be represented
as

((fo o ((foo(foofo))o fo)) o fo) o (foo fo)
and, analogously,

((foo fo) o (foo fo)) o ((foo fo)o (foo fo))

gives the convolution corresponding to tree - in the same figure. From a well-
known result from enumerative combinatorics it turns out that the number of
elements of G(n) is the Catalan number (2:__12) /n; see, for example, [Co70].
It follows from the previous description that the level reached by leaves of
a tree plays an important role in determining convolutions. To quantify this
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fact, the concepts of depth of a leaf and depth of a tree are very useful. By
depth of a leaf of v in G(n) here one means the number of generations which
separate the leaf from the root of v. For example, the depth of leaf 2 in v, of
Figure 2.1 is 5. From now on the depth of leaf j in v will be denoted by d;(7).
The quantities

6y (7) == min{d1(7), ... ,0n(7)}

and

6(n) (v) == max{61(7), - . dn(7)}

are said to be the depth and the height, respectively, of tree . Tree v has
depth 2 and height 6; in graph ~2, depth and height are the same (= 3) and
the graph is said to be balanced.

As to the coefficients p,, in (2.2.8), it suffices that p, () is the (conditional)
probability that a distinguished random walk on G passes through G(n) at the
nth step. So, given n, §; and d(1), d(,,) can be viewed as random variables with
respect to such a random walk. Clearly, p,, () induces a probability distribution
for depths of leaves and trees. In studying the probability distribution of a
leaf, through probability generating functions as in [GRO5], one encounters
the expectation of the random variable

n
> ¢’
j=1

where z and £ are arbitrary numbers. This expectation, denoted by V,,(z, &),
has an explicit form given by

EZH =T 2 s =B s~ Ld— k)],

d>0 k

where s(n, k) stands for a Stirling number of the first kind; see [GR05]. From a
different viewpoint, V;, was introduced, with £ = 1 and x = ¢/2 with ¢ in (0,1),
in [CCGO0] to get a concise measure of the location of the joint distribution
of the depths of the leaves of trees in G(n). In fact, V,,(¢/2,1) is the same as
the quantity 7'(n) as defined in [CCGO0O]. It is clear that small values of T'(n)
indicate that the distribution of (d1,...,d,) is located around great values
for the depths of leaves and this, in turn, entails analytical regularity for the
Wild convolutions. This point will be discussed in Section 2.4.

2.3 Optimal exponential convergence results under
Sobolev regularity and moments

An early result about the explicit determination of the rate of trend, in total
variation, toward equilibrium of the solution of a kinetic equation was obtained
by McKean in 1966 (see [MK66]) who dealt with the Kac equation.
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He stated, under the hypotheses of boundness both of the third moment
and the Linnik information of the initial datum,

2
If — M2 < ct?/2e™™ =2 (-2 1) ~0,04),
9 3

i.e., the geometrically fast approach to the Maxwellian at the rate A\. Moreover
he suggested that this bound could be improved, as recalled in Subsection
2.2.1.

Previously Ikenberry and Truesdell ([IT56]) had proven that all moments
of the solution of this spatially homogeneous Maxwell equation, that exist
initially, converge exponentially to the corresponding ones of the equilibrium
distribution. More recent works on the convergence to equilibrium, in the
case of intermolecular forces harder than Maxwellian ones and in the case
of pseudo-Maxwellian molecules, are due to Arkeryd ([Ar88]) and Wennberg
([We93]) respectively. These authors based their arguments on the spectral
theory of the linearized collision operator £ (see Subsection 2.2.1). On the
one hand, they obtained exponential convergence to equilibrium under the
additional hypothesis that the initial distribution belongs to a suitable neigh-
borhood of the equilibrium itself. On the other hand, they did not explicitly
compute the spectrum of £ in the specific space where they studied the sub-
ject. Notice that their space is different from the one evocated in Subsection
2.2.1.

In view of these remarks, Carlen, Gabetta and Toscani ([CGT99]) proposed
to provide a proof for McKean’s conjecture both for the Kac and the Maxwell
models. The main problem was the one of showing that £ governs the rate of
approach to equilibrium in the spatially homogeneous case for initial data far
from equilibrium. This fact has been ascertained by Cercignani, Lampis and
Sgarra ([CLS88]) when the initial distribution belongs to a sufficiently small
neighborhood of the limiting distribution, by determining an upper bound for
the nonlinear term in (2.1.10). Direct extensions of the CLS argument to the
case in which initial data are far from equilibrium are made difficult by the
determination of uniform bound (in t) for some specific neighborhood of the
Maxwellian distribution. Therefore [CGT99] tried to bound the H™ norm (see
Subsection 2.2.1) of solutions of (2.1.1) uniformly in time. This has been done
on the basis of the fact that bounds for the total variation distance can be
expressed as geometric means of H™ and ||-|| bounds (see Subsection 2.2.2). So,
to prove that the total variation distance decays exponentially to zero it would
be enough to show that the ||-|| term converges to zero exponentially as ¢t — oo
and the H™ norm is uniformly bounded with respect to time. Moreover, in
view of (2.1.10) the latter circumstance would follow, under the hypothesis
that || fo||zz= is finite, from the combination of the following occurrences: (a)
QT (f)||% is bounded when || f||%.. is finite, f being any probability density
function with finite second moments; (b) if || fo||g= is finite, then the solution
of (2.1.10) can be bounded uniformly with respect to time and, therefore,
from (a) it follows that ||QT(f(-,¢))||g= turns out to be uniformly bounded.



30 Ester Gabetta

For the sake of clarity, recall that Section 4 of [CGT99] establishes the
aforesaid bound for the total variation distance, in terms of geometric means,
as

If = My = Sllp < Cllf = My — SI'5|lf = My — S|y, (23.1)

where: My denotes the Maxwellian density with the same mean and variance
as f; S is a subtraction term that is inserted in such a way that (f — My —.5)
satisfies conditions (2.2.6) in order to get a definition of || f —M;—S|| consistent
with the framework described in Section 2.2.2.

As to the || - || term in (2.3.1), Theorem 1.3 in [CGT99] establishes expo-
nential decay when f(-,t) is the solution of (2.1.10), the pseudo-Maxwellian
molecules equation, in the following terms.

Theorem 2.3.1 Let fo be any probability density with [4 |v]*fo(v) d*v <
400 and let € > 0 be given. Then there are constants B and C' and a function
S(-,t) such that

1) = Mp(-) = S(, 0l < Bte™ 94 f(-,0) — My () = S, 0)]
for allt >0, and with || f(-,0) — Ms(-) — S(-,0)|| < oo, such that for all m
ISy + IS O mm) < C

for allt > 0.

The meaning of A has been explained in Subsection 2.2.1.
In the ambit of the Kac equation (2.1.13), the previous result can be
improved according to Theorem 3.1 in [CGT99].

Theorem 2.3.2 Let fo be a probability density with fR [v[*fo(v) dv < +o0.
Then there are constants B and C and a function S(-,t) such that

17 t) = My () = SC, 01 < Bte (-, 0) = My(-) = S, 0)]
for allt > 0 and with || f(-,0) — M;(-) — S(-,0)|| < oo such that for all m
IS + IS O mm) < C

for all t > 0. Here, A = 1/4 is the spectral gap in the linearized collision
operator for the Kac model.

Now, as for the || - ||[g= term in (2.3.1), by an easy argument it can be
seen that the circumstance mentioned in point (b) comes true; see p. 525 in
[CGTY99]. Harder is the problem of proving (a) and, then, of bounding the
| - [|rm term in (2.3.1) by

I1f = Mg = Sllam <20QF(f, Hllam + | fllzm + 1M + S|l zm.

The crucial point is solved by Theorem 7.1 in [CGT99] for equation (2.1.10),
in the following terms.




2 Optimal rate of convergence to equilibrium 31

Theorem 2.3.3 Let f be any probability density with finite second moments
on R3 such that || f||gm is finite. Then there is a constant C(m,T) so that

IQF (NI < (A/2)If[IFm + C(m, T)

whenever
If = Myl|7. < 27079,

There are several useful variants of this result. For example, one can mention
a version which can be called entropic since it involves the entropy defined by
(2.2.8).

Theorem 2.3.4 Let f be any probability density on R® with finite second
moments such that || f||gm is finite. Then there is a constant C(m,T) so that

1QF (N < (/21 f3rm + C(m, T)
whenever
(H(My) - H(f)) < 270+,

Another variant is based on the measure of information L3(f) defined by
(2.2.5).

Theorem 2.3.5 Let f be any probability density on R3 with finite second mo-
ments and such that || f||gm is finite. Then there is a constant C(m, T, L3(f))
so that

1Q* I < (1/2)1f[I7m + C(m, T, Ls(f)).

Analogous results also hold true, with slight improvements, for the one-
dimensional case (Kac equation); see Section 2 of [CGT99]. Note that in the
last theorem, Ls(f) is replaced by the Linnik functional according to the
remarks made in Subsection 2.2.1.

Now, the previous statements can be combined to get the main results. In
particular, for the Kac equation we have the following.

Theorem 2.3.6 Let fy be any probability density on the real line with unit
variance, finite fourth moment my and finite Linnik functional L(fy). Then,
for any € > 0 there is a fixed constant m, depending only on €, so that if

Af@WWm&HWﬂMm<K,

there is a universal, computable constant C' depending only on €, my, L(fo)
and K so that the solution of the Kac equation f(-,t) with initial data fo(-)
satisfies

1£(ot) = My()| g2 < Com(1=94t

where A is the spectral gap in the linearized collision operator L for the Kac
equation: i.e., A = 1/4. Moreover, increasing m we obtain the same result if
the Ly norm is replaced by any H* norm.
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Its extension to Maxwellian collisions proceeds in the same form.

Theorem 2.3.7 Let fo(v) be the initial data for (2.1.10). Suppose that the
bulk velocity w = 0, and the temperature T = 1. Let € > 0 be given. Then
there is a number n depending only on € so that whenever

[ 0P fo(w) dot [ fam < o0
8

then it holds that
Hf(vt) - MHLl < Cae_(l_f)/‘t_

Here A is the spectral gap of the linearized collision operator and C. is a
computable constant.

2.4 Sharp exponential convergence exclusively based on
moments

It is time to analyse convergence to equilibrium without assuming smooth-
ness hypotheses—such as the Sobolev regularity in Section 2.3—on the initial
data, besides existence of moments. The essence of the problem is that, if f
does not possess a certain degree of smoothness, then, in general, neither will
Q.+ (fo, fo), no matter how large n is. So, it would be strategic to be able to de-
compose the probability density @, as a convex combination of two densities
and to show that the weight of the one which attracts the initial irregularity
becomes negligible as n goes to infinity. A decomposition of this kind has
been advanced in [CCGO05] on the basis of the correspondence between Wild
convolutions and McKean graphs overviewed in Subsection 2.2.2. To start, for
every positive integer n, consider the class B,, ;, of all trees with n leaves (see
notation in the aforesaid subsection) and with depth not smaller than k, i.e.,

By ={y€G(n) : duy(7) = k}.

Through Lemma 1.4 in [CCGO00], the same authors show in [CCGO05] that
the probability of B,, y—induced by the coefficients p,,(y) in (2.2.8)—goes to
one as n diverges. More precisely, the statement at issue can be formulated
according to the final part of [GRO5] as follows:

If pp i stands for the probability of the complement of By (Un.1), then

(log n)*

ngn,kgc
n

holds for a suitable constant C, for every n > 2. Compare also [BGRO05].

Now consider the decomposition of Q' (fo, fo) given by
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Q. (fo, fo) = (1 = pnk) Buk(fo) + PrkUn.i(fo) (2.4.1)
with
1

Bu k(o) = T—pir

> P (5 fo)- (24.2)

YEB, Kk

As stated by Theorem 3.1 in [CCGO5], the distribution B, x(fy) incorporates
a regularity of the same type as the one assumed, by hypothesis, in [CGT99],
ie.,

If fo has finite Linnik information L(fo), then there is a constant C' depending
only on k and L(fy) for which

| Bn,ke (fo)ll zrrr2my < C-

In view of this fact, in [CCGO5] the set B, (Us i, respectively) is called
the set of the “beautiful” (“ugly” respectively) trees.

Next, since p,_ ; becomes negligible as n diverges, in order that the new
approach may be successful it would suffice to show that the “discrepancy”
between U, , and the Maxwell distribution is bounded in a sense to be speci-
fied. In the chapter we are overviewing here, discrepancy is measured through
the weighted y-metric defined by (2.2.7), while the upper bound is fixed in
terms of a specific functional @ which plays an important role throughout
the chapter. Such a functional is defined for probability densities f with
finite fourth moment; let my(f) be the kth moment of f, k = 1,2,3,4,
with ma(f) = 1. Set u(f) := (mi2(f) + ms2(f))"/? and, for any ¢ in R,
Pr(€) == (im1(f)€ — ims(f)E3/6)y(|€]), where 1 is a C*° monotone decreas-
ing function on [0, +00) such that for r < Ly, ¢(r) = 1, while ¢(r) = 0 for
r > Lo, and where 0 < L; < Ly are specific constants. Indicate by Py the
inverse image of py and define &(f) by

P(f) = II(f = Py) = M| + ku(f),

where M denotes, here and through the rest of the chapter, the univariate
Maxwell density with 7"= 1 and k is a specific constant.

Going back to the problem of bounding the ugly piece of (2.4.1), we are
now in a position to report the remaining part of Theorem 3.1 [CCGO05]:

If fo has finite Linnik information L(fo) and finite fourth moment, with
ma(fo) = 1, then

1Un.k(fo) — M| < 2(fo).

Some interpolation inequalities, proved in Section 4 of [CCGO05], show that
the || - || L1 (r) norm (used to define the variational distance between probabil-
ities) can be majorized in the form of a product of the || - | norm and terms
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which, in view of the properties, above described, of the pieces of decompo-
sition (2.4.1)—(2.4.2), turn out to be bounded. So, to conclude, it remains to
prove that the || - || norm behaves well. In fact, by the definition of @, one gets

1Q: (fo, fo) — M| = (Q;} (fo, fo))- (2.4.3)

Moreover, @ is a “strictly convolution-convex” functional, which entails

D(Q)(fo) = Z Pu(7)C5(fo)

YEG(n)
< Y pa(MP(Cy(fo))
YEG(n)
n _ 65 ()
<X mewd(50) . e

YEG(n) Jj=1

where A is the spectral gap as defined in Subsection 2.2.1; see Section 2 in
[CCGO5] and Lemma 1.5 in [CCGO00]. Now, it should be observed that

is the expectation of the random variable W(-) := Z?:1 (%) i ), with respect

to the probability law induced by the coefficients p,,(-). According to Lemma
1.4 in [CCGO00], T'(n) goes to zero as n diverges. Notice that, as mentioned in
Subsection 2.2.2, T'(n) is the same as V,,(¢/2,1). So, combining of (2.4.3) and
(2.4.4) with Proposition 8 in [GR05] yields

For every initial data fo with finite fourth moment, one has

1@t (fo, fo) — M| < An™",

This, in turn, due to the above-mentioned interpolation inequalities, gives
the main Theorem in [CCGO5].

Theorem 2.4.1 Let fy be a probability density, with finite Linnik informa-
tion, possessing moments of every order. Then, for any € > 0, there is a finite
constant C' depending only on the moments of fo and on €, so that

1Q; (fo, fo) — M| piwy < Cns=.

With this result in hand, one can write

|f(t,) — M|z = Hie_t(l - e_t)nil{Q:(fo,fo) - M}‘

Ll
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<> e 1= Rk (for fo) = M

n=1
<c Z e (1 — e*t)n_ln*/‘“
n>1
_tz 1_et ce_tL(l—e_t/l—a 1)

n>1 ].+TL

where L is Lerch’s transcendent. Finally, from the well-known limiting prop-
erties of L(z,1, ) as z — 1 (see, for example, [MOS66], p. 33), one gets

ce_tL(l —etA—¢, 1) ~cl(1—A4 E)e_t(A_E) t — +o0,

I' standing, as usual, for the Euler gamma function. This can be formalized
in the following.

Theorem 2.4.2 Let fy be a probability density, with finite Linnik information
such that fR v2fo(v) dv = 1, and possessing moments of every order. Let
e >0, and C be the constant in Theorem 2.4.1 and let f(-,t) be the solution
of (2.1.13) with initial data fo; then

(o) = Mgy < CL(1+ A+ e)e 479,

2.5 Further research

There are at least two lines of research that could be viewed as the natural
developments of the subject analysed in the previous sections. The former
could point to extending the concluding result in the last section to pseudo-
Maxwellian molecules. In other words, one could try to deduce the thesis of the
main result reviewed in Section 2.4 for equation (2.1.10), without assuming
Sobolev regularity for the initial data.

The latter line of research could be directed towards the analysis of how
far from necessity the hypothesis of existence of moments of every order and
of Linnik information is. A study of this kind could start by determining nec-
essary and sufficient conditions for convergence to equilibrium in the topology
of weak convergence of probability measures, and continue with the assess-
ment of the rate of convergence, established as a function of the maximum
moment order admitted, with respect to the various measures of discrepancy
such as: uniform metric for distribution functions (Kolmogorov); Wasserstein
(Kentorovich) metrics or, more properly, dissimilarity metrics (Gini); varia-
tional distance. This way of proceeding could indicate the minimum moment
order which guarantees the optimal rate of convergence. At the state of things,
this part of the program would profit by an interpretation of the solution of
the equations of interest as the law of a sum of a (random) number of random
numbers, which follows from the McKean representation of the Wild sum.
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With these elements in hand one could rely on some adaptation (necessary
because of the lack, in the present case, of independence of the summands) of
the classical central limit theorem in order to “initialize” the program sketched
above.
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3.1 Mean-field equations of Vlasov type

The Vlasov equation governs the number density in single-particle phase space
of a large particle system (typically a rarefied ionized gas or plasma), subject
to some external force field (for instance the Lorentz force acting on charged
particles). Most importantly, collisions between particles are neglected in the
Vlasov equation, unlike the case of the Boltzmann equation. Hence the only
possible source of nonlinearity in the Vlasov equation for charged particles
is the self-consistent electromagnetic field created by charges in motion: each
particle is subject to the electromagnetic field created by all the particles other
than itself.
The Vlasov equation reads

Of + div, (v(E)f) + dive (F(t, 2)f) =0, (3.1.1)

where f = f(t,2,€) € My(R) is the diagonal matrix of number densities for
the system of particles considered. Specifically, there are N different species
of particles in the system, and

fl(t7xa§) 0 0
f(t,.’L‘,f) = 0 - 0 ’
0 0 fN(tax7£)

where f;(t,z,€) is the density of particles of the jth species located at the
position z € R3 with momentum & € R? at time ¢. Likewise

(%} (f) 0 0
vi)=1 0o . o |-
0 0 UN(f)

where v;(§) is the velocity of particles of the jth species with momentum &,
while
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Fi(t,z) 0 0
F(t,z) = 0o - 0 ,
0 0 Fn(t,x)
where Fj(t,x) is the force field at time ¢ and position « acting on particles of

the jth species. The divergence operators act entrywise on their arguments,
meaning that

din (V(g)f(ta z, g))

divg (v1(§) fi(t, z,&)) 0 0
= 0 0 ’
0 0 diVm(UN(g)fN(t’x7f))

while

dive (F(t, z)E(t, 2, €))

dng(Fl(t,x)fl(taxvg)) 0 0
= 0 .’. 0
0 0 dive(Fn(t,z)fn(t, 2,8))
Henceforth
mi 0 0 @10 0
m=19 .0 A= o . 0 |
0 0 my 0 0 gn

where m; and g; are respectively the mass and the charge of particles of the
jth species.

The relativistic Vlasov—-Maxwell model

This is the fundamental model for relativistic particles with strong electro-
magnetic coupling. Hence, denoting by ¢ the speed of light in a vacuum,

v(€) =Vee(€), F(t,z)=E(t,x)q— %B(t,x) x Vee(€)q, (3.1.2)
where
e(¢) = (m*c" + [¢*1)' /2, (3.1.3)

while E = E(t,z) € R® and B = B(t,x) € R3 are respectively the electric
and the magnetic field at time ¢ and position x. They are governed by the
system of Maxwell’s equations

div, B=0, &B+ccurl, E=0,

. . (3.1.4)
div, E=p, OhE—ccurl, B=—j.
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The charge density p is defined as
plt,a) = [ trace(af(t,z, ). (3.1.5)
R3

while the current density j = j(¢,x) € R? is given by
jtia) = [ trace(av(©)(t. . €))de. (3.1.6)
R3

The main mathematical problem concerning the Vlasov—Maxwell system
is the question of global existence and uniqueness of smooth solutions of the
Cauchy problem, which remains open at the time of this writing.

Since the time-dependent vector field
R? x R® 3 (x,€) — (v;(£), F;(t,x)) € R® x R
is divergence free for each j =1,... , N, the quantity
1.£5(t, -5 )|l L (rs xrs) = Const.

is an invariant of the motion for each j =1,... , N and each 1 < p < .

The total energy of the particle system is also an invariant of the motion.
It reads

. L _
2//R3><]R3 trace(e(&)f (¢, x, &))dxdé + 2/]R (IE)? + |B|?)(t,z)dz = Const.

3

Since all the matrices m, e(§) and f(t, z,£) have nonnegative entries, there
are no cancellations in the expression above, so that the energy conservation
implies a priori estimates of the form

// mfc‘i + 2|2 f;(t, x, &)dadE < Const.
R3 xR3

and
/ (|E|? + |B|*)(t,z)dx < Const.
R3

for the Vlasov—Maxwell system.

3.2 A kinetic formulation of the Maxwell equations

Henceforth, we consider a classical solution (f, E, B) of the relativistic Vlasov—
Maxwell system (3.1.1), (3.1.2), (3.1.4), (3.1.5), (3.1.6), with initial data

f|,_,=f", E|_,=E", B|_,=B", (3.2.1)
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where f*, E' and B are at least of class C* in all their variables, and
satisfy the compatibility conditions

div, B = / trace(qf™)d¢, div, B =0. (3.2.2)
R3

For simplicity, we shall assume moreover that , E' and B are compactly
supported.

It will be especially convenient to represent the electromagnetic field in
terms of the distribution of Liénard—Wiechert potentials created by each one
of the moving charged particles in the system considered. For a classical pre-
sentation of Liénard—Wiechert potentials, see for instance §14.1 in [14], or §63
in [16]. Here, we propose a slightly different (and yet equivalent) formulation
of that notion.

Define u = u(t, z,£) € My(R) to be the solution of

Oi,u=f, t>0, 2,6 €R?,

(3.2.3)
u‘t:o = atu‘t:o =0,

where O; , = 97 — 2A, is the d’Alembert operator. The jth diagonal entry
of u(t, z, ) is exactly the distribution of Liénard—Wiechert potentials created
at time ¢ by particles of the jth species distributed under fi" = fi"(xz,£)
initially.

Define then the electromagnetic potential

#(t.7) = [ autn. e,
(3.2.4)

Ato) = [ av(ulta .

We also define (a diagonal matrix of) vector potentials A® = A°(¢, ) so that
0. A” =0 (3.2.5)

with the following compatibility conditions:

div, A%, =0, div,%A°|,_, =— /]R "z, €)de, (3.2.6)
as well as
curl, trace(A0)|t:0 =B, trace(atAO)‘t:O =-E", (3.2.7)

One easily checks that (®, A? + A) is the electromagnetic potential leading
to the electromagnetic field (E, B) by the formulas

E = —0;trace(A° + A) —V,®, B = curl, trace(A” + A)
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and satisfying the Lorentz gauge entrywise:
0P + div, (A" + A)=0.

Hence one can replace the Vlasov—-Maxwell system (3.1.1), (3.1.2), (3.1.4),
(3.1.5), (3.1.6) with the equivalent system (3.1.1), (3.2.3) with the following
formula for the Lorentz force:

F(t,z) = —1 curl, trace <AO +/ qv(f)u(t,x,{)dﬁ) x Vee(&)q
® (3.2.8)

— trace (@AO Lo /R av(ult, 1 + V. /R au(t,, §)d£> a.

Observe that the (diagonal matrix of) vector potentials A can be chosen as
smooth as the initial data (fi", B, Bi"), i.e., of class C™ in all its variables,
since the wave equation (3.2.5) propagates the regularity of the initial data
(3.2.6), (3.2.7) of A®. Hence the only possibility for a finite time blow-up of
classical solutions of the relativistic Vlasov—Maxwell model would therefore
come from the f-u coupling in the system (3.1.1), (3.2.3). In the next section,
we shall analyze carefully some conditional smoothing mechanisms for such
systems.

3.3 Nonresonant velocity averaging for transport+wave
systems

Throughout this section, we set ¢ = 1. We are concerned with coupled trans-
port+wave systems of the form

Dt,zu(taxvf) = f(tﬂl',f)
(at + U(é) : V’E)f(t7x7£) = P(Df)g(t7x7£)a

where P(Dy) is a differential operator of order m > 0. Specifically, we are
interested in the local regularity in (¢, x) of averages of u of the form

(3.3.1)

Utta) = [ utta. 900

Observe that the expression of the Lorentz force in (3.2.8) involves precisely
averages of u of this type, instead of u itself.

For simplicity, we consider first regularity estimates in L?-based Sobolev
spaces. Assume that f,u,g € L} (R x RP x RP) while v € C*(RP; RP) and
¢ € C(RP).

Under the full-rank condition

rank Vev(§) = D for each £ € supp ¢, (3.3.2)
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the classical velocity averaging lemma implies that

/ F(t2,€)8(€)de € H2™D (R x RP).
RD

On the other hand
00U = [ fods
RD

and the usual energy estimate for the wave equation on u, obtained by mul-
tiplying each side of that equation by 0,U, leads to

1
O (10U + |V,UP?) = div, (,UV,U) = 0,U [ fdé.
RD
After localizing in (¢, ) and integrating in x, this clearly shows that U gains
one derivative in L? in each variable ¢,z over the average of f:

[t 2,8)p(§)dE .

]RD
Hence
557 D
UecH,, (R xRY).

Going back to our formulation (3.1.1), (3.2.3), we see that, in order for the

vector field

R x R? 3 (v;(€), Fj(t,z)) € R* x R?

to generate a unique characteristic flow, F; should be locally Lipschitz contin-
uous in x uniformly in ¢, for each j = 1,... , N. In terms of the distribution of
Liénard—Wiechert potentials u, this amounts precisely to controlling second-
order derivatives of averages of u, as can be seen from (3.2.8). Unfortunately,
the strategy based on the classical velocity averaging lemma as explained
above (in the most favorable L? setting) fails to gain that much regularity—
in fact, m = 1 in the Vlasov equation, so that the best one can hope for with
this method is a gain of 1 + § derivatives in (¢,z), which is not enough to
allow us to define characteristics for the Vlasov—Maxwell system.

However, this approach to the regularity question leaves aside an important
feature of the Vlasov—Maxwell system. The electromagnetic field consists of
waves that propagate at the speed of light, whereas the charged particles, all
of which have positive mass, move at a lesser speed. Indeed, the speed of a
particle of mass m and momentum ¢ is

¢l
—<c
/m2ct + 2|E|2
The fact that the speed of propagation in the wave equation (3.2.3) is larger
than the speed of particles v(§) in the Vlasov equation (3.1.1) leads to a new

regularizing mechanism, which we now explain.
Consider the system (3.3.1). We shall call this system nonresonant if

lv(€)] <1, foreach & € RP. (3.3.3)
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Theorem 3.3.1 (Bouchut-Golse-Pallard [2]) Letu, f, g in L? (R;xRD x

]R?) satisfy (3.3.1) with v € C®(RP;RP). Assume that this system is non-
resonant. Then, for each ¢ € CgO(R?), one has

Ultr) = [ | ult 06)d€ € HE (R x R).

This result generalizes the fact that the operator O, , is microlocally el-
liptic on the null space of the transport operator whenever |v(£)| < 1.

There is also an interesting difference with the strategy based on the usual
velocity averaging lemma described above. Indeed, this new method leads to
a gain of 2 derivatives on momentum averages of u in the nonresonant case—
without gaining more than 1 + derivatives in (¢,z) on momentum
averages of f itself.

To see the importance of the nonresonance condition (3.3.3), we briefly
sketch the proof of Theorem 3.3.1.

1
2(m+1)

Proof (Sketch of the proof). Set T = d; £ v(€) - V,, and consider the second-
order differential operator

Qe = Oio — AT, T
First, one checks that
Qeu=f — AT{D;;DQ’g =f- )\D?D;;ng —AO;, [T;, D¢g
=f- /\Dg”Dtj;ng — AD, 2 D{'v(€)Vag
=a+db € Lj, (dtdzde) + D' Li, (dtdzds).

loc loc

Here, we have denoted by O, 1 the operator defined by 0, L) = W where ¥ is
the solution of the Cauchy problem

Op.% =0, z€RP, ¢t>0,
!‘p‘tzo =0,
OW|,_, =1
Next, we observe that, for £ € supp ¢ and A such that

sup |v(§)] <A <1,
§Esupp ¢

the operator Q)¢ is elliptic for each £ € supp ¢.
More precisely, denoting by g¢(w, k) the symbol of Q¢, one has

e (m)| = =51
sup < )
£€supp ¢ : qE(w’ k) w? + |k|2

where (), may depends on m but is uniform in . Then
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/RD ﬁ¢(§)d§—/q€(ik)¢(§)d§+(—1)m /RD Dy (qi(f)m) bae

with @ and b € L2 ;¢ have H?-decay in w, k.

Remarks

(a) First, one easily checks that none of the assumptions in Theorem 3.3.1
can be dispensed with.

(b) That one gains 2 derivatives is special to the L?-case, since D;ml
1 derivative in (¢, ) by the energy estimate for the wave equation.

In L? with 1 < p < o0, Dt_; gains 1—(D—1)|%—%\ derivatives in (¢, z)—see
for instance [18], [19])—whenever |1 — %| < 55

Using this result and the Mihlin-Hoérmander theorem on LP multipliers—
see for instance Theorem 3 on p. 96 of [20]—the same method as above shows

that

gains

[, utt.a.0(€)de € Wi (® x RO with 5 = 1= (D= 1) |3 - 1]
RD

This result, due to C. Pallard [17] suggests a gain of 1 derivative in L' or L™
in space dimension 3. The regularity statement above is still true in these lim-
iting cases of nonresonant velocity averaging; however, the proof rests on the
explicit formula for O, ! the forward fundamental solution of the d’Alembert
operator—in physical (instead of Fourier) space. In the case of 3 space dimen-
sions, this fundamental solutions turns out to be a measure, and thus behaves
nicely with L> data. The proof also uses a “division lemma” discussed in the
next section. See [17] for a complete proof of the LP variant of nonresonant
velocity averaging, including the aforementioned limiting cases.

3.4 Applications to the Vlasov-Maxwell system

3.4.1 A conditional regularity result

R. DiPerna and P.-L. Lions [4] have proved that the Cauchy problem for
the Vlasov—-Maxwell system has globally defined renormalized solutions for
initial data with finite energy. However, their method does not allow defining
characteristic curves for the Vlasov equation; i.e., trajectories for the charged
particles governed by the Vlasov—Maxwell system. Their analysis, written in
the case of the classical Vlasov—Maxwell system, i.e., for

v() =mlg,

obviously applies to the relativistic Vlasov-Maxwell system considered here,
which is somewhat more consistent on physical grounds, since the Maxwell
equations are themselves a relativistic model.
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By using both the standard velocity averaging argument for large mo-
menta and the nonresonant velocity averaging method for momenta below
some threshold R, one arrives at the following conditional result, upon opti-
mizing in R.

Theorem 3.4.1 (Bouchut-Golse-Pallard [2]) Consider the relativistic
Viasov-Mazwell system (3.1.1), (3.1.2), (3.1.4), (3.1.5), (3.1.6) with initial
condition (8.2.1). Assume that the initial data satisfy

0 <fme L®(R3xR3), E™ and B™ ¢ H} (R?)
with the compatibility condition

divB"™ =0, divE™ :/ trace(qf (¢, x, &))d¢

R3

and the finite energy condition

// trace(e(&)f™ (x,&))dédx + %/ (|E™2 +|B™|?)(x)dx < 0o .
R3 X R3 R3

Let (f,E, B) be a renormalized solution of the Vlasov—Mazwell system with
those initial data. If the macroscopic energy density satisfies

loc

3
/ trace(e(&)f" (t,x,€))d¢ € LY (Ry x R3) with g <p<2
R

then the electromagnetic field has Sobolev reqularity

4p — 6
dp+3°

(E,B) € H}, (R} x R®) with s <

See [2] for a proof of this result. The theorem above falls short of pro-
viding the amount of regularity on the electromagnetic field that one would
need in order to define a characteristic flow, even in a generalized sense—see
[1], [5]. Perhaps, its main interest is to indicate the relevance of the idea of
nonresonant velocity averaging in the context of the Vlasov-Maxwell system.
Most likely, further ideas are needed in order to apply the method of nonreso-
nant velocity averaging to the Vlasov—Maxwell system with more convincing
output.

3.4.2 A new proof of the Glassey—Strauss theorem

Consider the Cauchy problem for the Vlasov-Maxwell system (3.1.1), (3.1.2),
(3.1.4), (3.1.5), (3.1.6) with initial condition (3.2.1). As mentioned above, R.
DiPerna and P.-L. Lions [4] have proved that this Cauchy problem has globally
defined renormalized solutions for initial data with finite energy.
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However, such solutions are not known to be uniquely defined by their ini-
tial data. Besides, one would expect that the regularity of initial data propa-
gates, so that it seems reasonable to seek classical solutions, with (f, E, B) at
least of class C'*. The benefit of dealing with classical solutions is twofold: first,
such solutions are uniquely defined by their initial data. Furthermore, one can
define characteristic curves of the Vlasov equation (3.1.1) for C'* solutions by
a simple application of the Cauchy—Lipschitz theorem.

Unfortunately, global existence of classical solutions of the Vlasov—Maxwell
system for any C! initial data of arbitrary size with good enough decay prop-
erty at infinity remains an open problem. The best result in that direction is
the following theorem.

Theorem 3.4.2 (R. Glassey-W. Strauss [13]) Let f € C1([0,T) x R3 x
R3) and E,B € C1([0,T) x R?) be a solution of the Viasov—-Mazwell system
(3.1.1), (3.1.2), (3.1.4), (3.1.5), (3.1.6) with initial condition (3.2.1). Assume
that £ € CH(R3 x R3?) and that E™, B™ € C2(R3) with

div, B = / trace(qf™)d¢,  div, B = 0.
R3

If
- [£(t) || Lip,.c + (B, B)(®#)| Lip, = +00,
then o
lim t—T— Rf(t) = +00,
where

Re(t) = inf{r > 0| f(t,z,&) = 0 for each x € R® and |£| > r}.

The original proof of this result is fairly hard to read in detail, although the
general strategy is very clearly explained in [13]. For this reason, together with
the considerable interest in the result itself, there have been some attempts
at finding alternatives to the original proof. One is due to S. Klainerman and
G. Staffilani [15]; although perhaps not very much simpler than the original
proof, it is based on a completely new and different idea which may be of
great interest in further understanding the Vlasov—Maxwell system.

The proof of the Glassey—Strauss theorem sketched below originates from
[3]. The underlying strategy is essentially the same as in the original proof;
however, it is much simpler in two very different respects. A first, considerable
simplification over [13] comes from the representation of the electromagnetic
field (F, B) in terms of the number densities f: whereas the original argument
led the reader through complicated manipulations of integrals involving vector
analysis, using the kinetic formulation of the Maxwell equations in terms of
the distribution of Liénard—Wiechert potentials as in Section 3.2 reduces that
burden to performing similar manipulations on scalar solutions of the wave
equation.
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But the most important part of the Glassey—Strauss analysis was a subtle
decomposition of the vector fields corresponding to space- and time-derivatives
into their projection on the wave cone and the free streaming operator. This
decomposition was then used in the representation of the electromagnetic
field with several integrations by parts to smooth out the singularities of the
integral kernels involved.

In our analysis, this last step is replaced by a “division lemma” bearing on
the fundamental solution of the d’Alembert operator, which is vaguely rem-
iniscent of the classical “Preparation Theorem.” The main advantage of this
argument is that it does not depend at all on the explicit form of the funda-
mental solution, and remains the same for other space dimensions—whereas
the 2-dimensional analogue of the Glassey—Strauss analysis required a differ-
ent argument, since the 2-dimensional fundamental solution of the d’Alembert
operator is not concentrated on the wave cone in even space dimensions.

The division lemma

At variance with the Glassey—Strauss analysis, our argument uses only the
following symmetries of the d’Alembert operator. Denote the Lorentz boosts
on R; x R? by

szzj8t+t8x j=1...,D.

o
We recall that these Lorentz boosts commute with the d’Alembert operator
Oy, on Ry x RD:

[Dt7IaLj}:O7 jzl,,D

Let Y be the forward fundamental solution of O ., i.e.,
OioY =000, suppY C Ry x R”

—for instance, in space dimension D = 3, one has

ot — |z

Then, since L; commutes with O, ., one finds that
OpoL;Y = Lid0) =0, suppL;Y CRy xRP,

whence, by the uniqueness of the solution to the Cauchy problem for the wave
equation,
L;Y=0, j=1,...,D.

Lemma 3.4.3 Let D > 2. For each £ € RP, there exists bfj = bfj—(t,z,ﬁ) n
C> on RPT1\ 0 and homogeneous of degree —k in (t,x) such that

(i) the homogeneous distribution b?jY of degree —D — 1 on RPT1\ 0 has
null residue at the origin, and
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(ii) there ewists an extension of b? ;Y as a homogeneous distribution of
degree —D — 1 on RPT1\ 0, still denoted beY that satisfies

0 Y =T*(0),Y) +T(b,Y) +b,Y, i,j=0,...,D.
Here T denotes the advection operator T' = 9y + v(€) - V.

Remark. The null residue condition reads

2 .
/s\ﬁ bij(Ly)da(y) =0 ifD=3,

b2.(1, v _—0 ifD=2.
/mgl s AsE =0

In the first formula, do designates the surface element on the unit sphere.

Proof (Sketch of the proof). Observe that

ZUJ L =v() - x0 +tv(§) - Vy = (v(§) -z —1t)0 +T.

Since LjY =0forj=1,...,D, one has
(t—v(€) - x)0Y =tTY .
Furthermore, since supp 0;Y N {t —v(§) -z = 0} = {(0,0)},
0Y —adTY =0.

Indeed, Y is a homogeneous distribution of degree 1 — D on RP*!, so that
0Y —aBTY is a homogeneous distribution of degree —D on RP*+1\ 0. It has
therefore a unique extension to RP*! as a distribution of degree —D; since
this distribution is supported at the origin, it is a linear combination of d(0,0)
and its derivatives. Because ¢(g,0) is homogeneous of degree —D — 1 on RD+L
this linear combination must be 0. Hence

oY =T(adY) — (Tad)Y .

One finds analogous formulas for 9,,Y with j = 1,...,D by combining the
formula above with the fact that L;Y =0 for j =1,...,D.

Statement (ii) is obtained by iterating the argument above once in each
variable.

As for statement (i), observe that b’C Y is a homogeneous distribution of
degree 1 — k — D on RP*1\ 0. Hence, Whenever k=0,1, bk Y has a unique

extension as a homogeneous distribution of degree 1 — k — D on RP+1, Since
2Y = 0,;Y -T2 (b);Y) — T(b;Y)

and the right-hand side is a homogeneous dsitribution on R”*!, the left-hand
side is a homogeneous distribution of degree —1 — D on RP*+1\ 0 that has a
homogeneous extension to RP*!. Hence, it has null residue at (0,0): see for
instance §3 in chapter 3 of [6].
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Application to the Glassey—Strauss theorem

We use the division lemma above to estimate the first-order derivatives of the
electromagnetic field. This amounts to estimating the second-order derivatives
of the momenum averages of the distribution of Liénard—Wiechert potentials:

a”/m u(t, =, &)dé = Z/m (O % T (1y0f) (L, 2, €)) dE.

Here, m denotes any C*° function with compact support that coincides with
either 1 or each component of v(£) on the £-support of f.

The idea is to use the Vlasov equation to compute 7(1;>0f) and integrate
by parts to bring the {-derivatives to bear on bfj_l and m.

In fact, the worst term is for [ = 0:

/ m(€) (B2,Y % (Lisof ) (1,7, €)) d

By using the null residue condition, we write this term in the form

/m // (Liw, &)f tfs,zfsw,f)da( )dd§

/ / / (1,w g — 5T j:r’j)_f<t’x’w)do(w)dsd§.

If the size Re(t) of the &-support of f is bounded on [0,7), i.e., if

thT* Rf(t) < +o00,
this term is bounded by
C(L+ Iy (¢ V£ )):

Hence, the Lipschitz semi-norm N(t) = ||V, ¢f(¢, -, )| 1o satisfies a logarith-
mic Gronwall inequality of the form

t
N(t) < N(0) +/ (1+1Iny N(s))N(s)ds, te][0,T).
0
Therefore, N is uniformly bounded on [0, 7], which implies in turn that the

fields (E, B) € L>=([0,T]; W1 (R3)).
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4.1 Introduction

The modeling of semiconductor devices, which is a very active and intense
field of research, has to keep up with the speed at which the fabrication tech-
nology proceeds; the devices of the last generations have become increasingly
smaller, reaching a size so small that quantum effects dominate their be-
haviour. Quantum effects such as resonant tunneling and other size-quantized
effects cannot be described by classical or semiclassical theories; they need a
full quantum description [Fre90, JAC92, KKFR89, MRS90, RBJ91, RBJ92].
A very important feature, which has appeared in the devices of the last gen-
eration and which requires a full quantum treatment, is the presence of the
interband current: a contribution to the total current which arises from transi-
tions between the conduction and the valence band states. Resonant interband
tunneling diodes (RITDs) are examples of semiconductor devices which ex-
ploit this phenomenon; they are of big importance in nanotechnology for their
applications to high-speed and miniaturized systems [YSDX91, SX89]. In the
band diagram structure of these diodes there is a small region where the va-
lence band edge lies above the conduction band edge (valence quantum well),
making interband resonance possible.

So far, most of the existing literature has been devoted to quantum trans-
port models where only conduction band electrons contribute to the current
flow and under the parabolic band approximation, with only a small region
of the Brillouin zone near the minimum of the band being populated. In
bipolar models, the contribution of the valence band (the current due to the
holes) is also included at the macroscopic level. Quantum models which in-
clude the interband resonance process are called “multiband models” and have
largely been formulated and analyzed only in the last five to ten years. Like
other models for semiconductor devices, they can essentially be divided into
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two classes: Schrodinger-based models and Wigner function-based (or density
matrix-based) models. The former aim at the calculation of the wave function
for the system or device under study, and contain no statistics. The latter
involve electron statistics or transport theory concepts.

Hydrodynamic models have also been formulated and discussed [Gar94];
again, for the most part only single-band hydrodynamics has received atten-
tion. Only recently, multiband hydrodynamic models, based on the multiband
kinetic models mentioned above, have appeared.

In this review chapter, we describe the multiband models that have re-
cently been formulated in both classes. Attention is given to the definitions of
the relevant quantities which characterize each model and to the advantages
and disadvantages of each model compared to others. The technical details of
the derivations of the various models, as well as the rigorous proofs of consis-
tency and existence of the solutions, are diverted directly to the papers where
the models have been described.

This chapter is organized as follows: in Section 4.2 we briefly recall the
Bloch theory of electrons moving in a periodic potential; Section 4.3 is devoted
to the envelope function theory; in Section 4.4 we deal with the multiband
models based on the Schrodinger equation; Section 4.5 contains the statistical
kinetic models based on the Wigner function approach and in Section 4.6 we
give an outline of the hydrodynamic models.

4.2 The Schrodinger equation and the wave function in a
periodic potential

The starting point of any theoretical description of a quantum system is the
Schrodinger equation, which we now discuss for a periodic Hamiltonian [RS72,
MRS90].

We consider an ensemble of electrons moving in a semiconductor crystal.
The electrostatic potential generated by the crystal ions is represented by a
periodic potential V. (x), the periodicity being described as follows:

Ve(z +a) = Ve(a), Va € L,

where L is the periodic lattice of the crystal. The quantum dynamics of a
single electron is, therefore, generated by the Hamiltonian

H = Hy+ V(z), (4.2.1)

where Hy = p?/2m + V(z) is the periodic part of the Hamiltonian, which
contains the kinetic energy and the periodic potential. Also, p = —ihV is
the momentum operator, m is the electron mass, f is Planck’s constant over
27 and V(x) is the potential due to external fields, such as barriers or bias.
The periodic Hamiltonian Hy has a complete system of generalized eigenfunc-
tions by, (x, k), called Bloch waves, where the “pseudomomentum” or “crystal
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momentum” variable k runs over the Brillouin zone. This is defined as the
centered fundamental domain of the reciprocal lattice £, i.e.,

B= {k: eR3 | k is closer to 0 than to any other point of £*} .
The Bloch waves satisfy the generalized eigenvalue equation
Hoby (2, k) = €,(k)bp (2, k), (4.2.2)

(or Hy | nk) = €,(k) | nk) in Dirac’s notation), where the generalized eigen-
functions e, (k) are the energy bands of the crystal. Accordingly, the integer n
is called the “band-index.”

Using Dirac’s notation, we choose the following normalization of the Bloch
functions:

(nk | W) = |B| S 6(k — k), (4.2.3)

so that any wave function ¥ can be decomposed as
V() = Z/ on (k) by (2, k), (4.2.4)
—~JB

where

on(k) = dz by, (z, k) ¥(z). (4.2.5)
RB

It is well known that the Bloch waves can be written in the form
bo(z, k) = e %u, (x, k), (4.2.6)

where u, (z, k), called Bloch functions, are L-periodic in x and have the prop-
erty that {u,(-,k) | n € N} is an orthonormal basis of L?(C) for any fixed
k € B, where C' denotes the fundamental cell of the direct lattice £. In par-
ticular,

/ Up (2, k) Uy (2, k) dz = Sy, k € B. (4.2.7)
c

The electron population of the semiconductor material is partitioned into
the energy bands of the Hamiltonian. The highest occupied energy band usu-
ally contains only a small electron population and therefore it has many un-
occupied states; this is the conduction band. The states of all other (lower
energy) bands are instead fully occupied and form the valence bands. In the
older devices, based on resonant tunneling, only the electrons of the conduc-
tion band contribute to the flow of the current across the device. In some
of the devices of the last generation, instead, the resonant tunneling occurs
between states belonging to different bands, so that the carrier population of
the valence band also contributes to the flow of current. For the description
of these devices, multiband models must be used.
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4.3 Envelope function theory

The wave function of an electron moving under the action of a periodic po-
tential, which we have described in the previous section, is a fast-oscillating
object (both in time and space) and is therefore not well suited for numeri-
cal computations. A widely used methodology is that of smoothing out these
fast oscillations, thus leading to the “envelope function” approach. Envelope
functions can be introduced in basically two different ways, one due to Wan-
nier [Wan62| (called the Wannier—Slater envelope functions) and one due to
Luttinger and Kohn [LK55] (called the Luttinger-Kohn envelope functions).
The Luttinger-Kohn envelope functions are the building blocks of the Kane
model, which will be described in the next section. Here, we introduce the def-
initions and outline the most important properties of both kinds of envelope
functions.

4.3.1 Wannier—Slater envelope functions

The Wannier—Slater (W-S) envelope functions [Wan62] are defined as follows:

fn(z) = (27:;3/2/3%(@ ek, (4.3.1)

where o, (k) is given by (4.2.5). Note that the W-S envelope functions are
inverse Fourier transforms to which fast oscillations due to the periodic po-
tential have been removed. In other words, each envelope function f, has the
property that its Fourier transform is supported in the Brillouin zone B. The
W-S envelope functions are easily expressed in terms of the wave function by
introducing “continuous-index Wannier functions”

1 —iax’-
an(x,x/) = W \/; bn($7k‘)e kdk (432)

Using (4.2.5), (4.3.1) and (4.3.2) we get

fn(x) :/ an (2, 2)W (") da’, (4.3.3)
R3
and, conversely,
1
V() = Z 1B] Jes an(z, 2" fr(x') dz’. (4.3.4)

n

To better understand the meaning of the W-S envelope functions, consider
the (discrete-index) Wannier functions [Wan62], which are the Fourier com-
ponents of the Bloch waves with respect to k:

an(z — N) :/ b (z, k)e A :/ U (2, k)etF @) (4.3.5)
B B
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where ) is a point of the periodic lattice £. The most important property of
the Wannier functions is that they are localized at the sites of the lattice, with
an exponential decay away from those sites. The Bloch waves, on the contrary,
are delocalized and maintain their highly oscillatory behaviour throughout R.
The Wannier functions, like the Bloch waves, form a complete, generalized,
orthonormal basis and any wave function can be expanded as

=22 fuWan(® =),

n AeL

where ik
n A) = o
fn(N) . 1B]

If the length scale of the crystal lattice is small with respect to the macroscopic
scale described by the variable x, the Brillouin zone becomes very large and the
Fourier coefficients f,,(\) can be replaced by the continuous Fourier transform,
yielding definition (4.3.1).

The dynamics of the W-S envelope functions can be deduced from (4.3.3)
and (4.3.4), and from the Schrédinger equation

o (k)et*2,

0
m@t U(x,t) = HU(x,t),

where H is the Hamiltonian operator (4.2.1). This yields (see [Bar03b] for the
details of the derivation)

m%fn(g;,t)zz (=iV) fn(z,t) +Z/ s (@) fr (2 1) da’. - (4.3.6)

Here,
1
S —
= — a
1B| Jgs "

are matrix elements of the external potential with respect to the continuous-
index Wannier functions and €, (—iV) are pseudo-differential operators asso-
ciated to the energy bands with a cut-off outside the Brillouin zone, namely

e (V) fu(2,t) = (271r)3 /R () en (k) fula) 0

where Ig is the characteristic function of the Brillouin zone B.

(y, ) V(y) an(y,z') dy (4.3.7)

4.3.2 Luttinger—Kohn envelope functions

A general definition of envelope functions in the sense of Luttinger and Kohn
[Bur92, LK55] may be given as follows. Let {v,(z) | n € N} be L-periodic
functions that form an orthonormal basis of L?(C). Then, the Luttinger-Kohn
(L-K) envelope functions of a wave function ¥, with respect to the basis v, (z),
are functions F,(x) such that
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(i) U(x) =32, Fu(2) v (2);

(ii) the F,, are slowly varying with respect to the lattice periodicity, namely
supp(ﬁ’n) C B, neN, (4.3.8)

where F}, denotes the Fourier transform of F,,.

Usually the basis functions v, are chosen to be the Bloch functions u, (z, k)
evaluated at k = 0, so that

W(ZL’) = ZFn(x) un(l',O),

but, of course, other choices are possible. It can be proved that the L-K
envelope functions are uniquely determined by the two conditions (i) and (ii)
and that the Parseval-like equality

1
l||* = Il Yo lIE? (4.3.9)

holds. It is not difficult to see that the L-K envelope functions are easily
expressed in terms of the wave function as follows:

dk v ik-x
fuw) = [ s [ T em, @)
where
1 )
Xo(y, k) = an(y) kv yeR® keB, neN (4.3.11)

is a (generalized) Luttinger-Kohn basis [LK55]. By using the above relations
it is possible to deduce the dynamics of L-K envelope functions. In the case
V() = up(x,0) we have [Wen99)

;. h2 h?
i Fu(w,t) = €n(0) Fu(w,1) = 5 — AFy(w,t) = — ; Kpn - VFy (1)

+ Z/ VK (x,2") Fp (2! t) da’.  (4.3.12)
nl RS
Here, €,(0) is the mth energy band evaluated at k = 0 and
K :/ Un (2, 0) Vg (x,0)de = =Ky, (4.3.13)
c

are the matrix elements of the gradient operator between Bloch functions
(which, we recall, are real valued). The matrix elements of the external po-
tential are given by
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1
VEIE (2,2 :—,/dk d /dk’
( ) (27T)3 B R3 Y B
x {e“” Xy, k) V(1) X (3, k) e—i’f"w’} . (4.3.14)

where, of course, u, has to be used in definition (4.3.11) in place of v, .

4.4 Pure-state multiband models

The equations of envelope function dynamics, equations (4.3.6) and (4.3.12),
are still too complicated for modeling purposes and, therefore, they should be
considered as starting points for building simpler models rather then models
per se.

First of all we note that, if the external potential is slowly varying with
respect to the lattice period, then the L-periodic function @y, (y, 0) u, (y,0)

in (4.3.14) (see definition (4.3.11)) can be substituted by its average on a
periodic cell. Hence, we can write

LK "N 1 /f
Vo (x,2') = EEE Cun(z) U (2) dz

X/dk dy/ dk/ {eik/~ze—iy-(k—k/)e—ik,{r, V(y)}
B R3 B

and so, using (4.2.7), |C||B| = (27)3, and B ~ R3,
VI (z,2") = 6pnid(x — 2 )V (z — 2). (4.4.1)

nn’

In other words, if the potential V' is smooth enough, the complicated potential
term in eq. (4.3.12) can be approximated by the simple multiplication by V' (x)
of each F),. The same property holds for V.W8(z,z') (see definition (4.3.7))
and the proof is similar.

Another typical approximation is the effective mass dynamics. This can be
easily deduced from the Wannier—Slater equations (4.3.6) by simply substitut-
ing the energy-band function €, (k) with its parabolic approximation near a
stationary point (that we assume to be always k = 0 for the sake of simplicity).
This, together with the approximation (4.4.1) yields a completely decoupled
dynamics of the form

0 K2
where M is the effective mass tensor:
M, ' =V & Ve, (k) |k=o-

The effective mass model is widely used in semiconductor modeling and it has
been rigorously studied, as an asymptotic dynamics, in Refs. [AP05], [BLP78]
and [PR96]. However, if interband effects have to be included, then we have to
go beyond the effective mass approximation and include at least two coupled
bands.
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4.4.1 The two-band Kane model

A simple multiband model was introduced by Kane [Kan56] in the early 1950s
in order to describe the electron transport with two allowed energy bands
separated by a forbidden region. The Kane model is a simple two-band model
capable of including one conduction band and one valence band and it is
formulated as two coupled Schrodinger-like equations for the conduction-band
and valence-band envelope functions [BFZ03]. The coupling term is treated
by the k - P perturbation method [Wen99], which gives the solutions of the
single electron Schrodinger equation in the neighborhood of the bottom of the
conduction band and the top of the valence bands, where most of the electrons
and holes, respectively, are concentrated. The Kane model is very important
for modeling of RITD devices, and is widely discussed in the the literature
[SX89, YSDX91].

From our point of view, the Kane model can be viewed as an approximate
evolution equation for L-K envelope functions arising from equation (4.3.12)
when using the following approximations:

1. the external potential kernel (4.3.14) is substituted by the local and diag-

onal approximation (4.4.1);

only two bands (conduction and valence) are included;

3. the bottom of the conduction band E. = ¢.(0) and top of the valence
band E, = €,(0) are viewed as functions of the position x (this allows one
to model band heterostructures).

o

Thus, using the indices ¢ for conduction and v for valence, we have a two-term
L-K envelope function expansion

V(z) = Ve(z)uc(r) + Wy (z)uy ()

of the wave function ¥ and the following evolution equations for ¥, and ¥,,:

9 2 2
zh& Uo(x,t) = (E.+ V) (z) Yoz, t) — Im AU, (x,t) — EK -V, (z,t),
(5 1) = (B 4 V) () o) — 1o AT (1) + ok - V(1)
? t ’U:E7 - v X ’USU) 2m ’Uxa m ch‘, bl

}
(4.4.2)

which is the two-band Kane model. Note that the quantity K, called the Kane
momentum, is given by

K=K, =—-Ky. = / ue(x) Vuy, () do
c

(see (4.3.13) and recall that the Bloch functions u. and u, are real valued).
A word of caution on the notation: ¥, and ¥, are not really band projections
(spectral projections) of the wave function, not only because of the envelope
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function approximation but also because the Hamiltonian operator defined by
the right-hand side of equation (4.4.2) is not diagonal, even in the absence of
external potentials. The identification of ¥, and ¥, with spectral projections
is only approximately true for k = 0.

The Kane model in the Schrodinger-like form (4.4.2) has been recently
studied by J. Kefi, [Kef03], and in the Wigner equation form by Borgioli,
Frosali and Zweifel [BFZ03].

4.4.2 The Morandi-Modugno multiband model

In this section we briefly introduce the multiband envelope function model,
introduced recently by Modugno and Morandi (M-M); for the complete deriva-
tion of the model we refer the reader to [MMO05].

The starting point is the W-S envelope function dynamics (4.3.6). When
the potential V' is smooth enough, we can approximate the matrix elements
VW3 in the same way as we deduced equation (4.4.1), obtaining

nn’

1 . A~ -7,/ ’
WS A / ik-x , / _ 1\ otk
VAP R o /R ak | dk {e B (b, K)V (k — k') e }
(4.4.3)
where
By (kK = L/ Up (2, k) uns (2, k') dz. (4.4.4)
ICl Je
By using the eigenvalue equation (4.2.2) one obtains
1 h P (kK
Bk k) = — gy A B R '
nne (ky K |C|m(k k)AE,m/(k,k’)’ orn #n,
where
P (I 1) = / (2, k) (B Yy (, K) i (4.4.5)
c
and 12
A e (Y — (2 L2 .
AE (k") = €n(k) — e (K') 5 (k= k%)

Moreover, as can be deduced from equation (4.2.3), the diagonal terms are
simply given by

Bl _ 1
(2m)3 —|CT’

Bun(k, k') = (4.4.6)

Using (4.4.3), (4.4.4) and (4.4.6) in equation (4.3.6) (and recalling that B ~
R3) we get
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0 .
Zh& oz, t) = €, (—iV) fu(z,t) + V(ac) Julz,t)

o / nn(kk) “ R RAN /
+ %;L/Rgdk ok %)SAEM(M) V(k—K) fur (K1),

where a diagonal part and a nondiagonal part of the dynamics can be clearly
distinguished. Assuming, for the sake of simplicity, that the stationary point
of each band is k = 0 and that the crystal momentum k remains small during
the whole evolution, we can expand the term P,,,,» /AFE,,,, which characterizes
the interband coupling, to first order in k& and k’. After some manipulations
by means of standard perturbation techniques, we get the multiband equation

D fu(t) = 60 (<19) ) + V(@) fulaD)

ih P B .
- —VV(x) AP (@, t) = — NV (@) - A V for (z,t)
n'#n n'#n
- Z AETW V2V (@) for (2,8) + VV(2) -V (z, )], (4.4.7)

where we set P,y = P,,,,/(0,0), AE,,,, = AE,,,,(0,0) and

Mnn/ _ E Pnn//Pn//n/ 7 M: = E PT”L”PTL”TL/
m En — En// m En/ — En//
,n///¢n/ n/li/n//
are effective mass terms. A simple two-band model can be built using the
following assumptions:

1. only two bands (¢ and v) are included;

2. the energy band operator ¢, (—iV) is substituted by its parabolic approx-
imation (effective mass energy band);

3. the interband terms of order greater than 2 in k are neglected (this
amounts to neglecting
terms proportional to the matrices Mp,,/);

4. the bottom of the conduction band and the top of the valence band are
functions of the position z (as in the two-band Kane model).

This yields

2
m% Po(2,t) = (Be + V)(x) Be(2,t) — % VM, 'V, (x,t)
ih
_ mvv(x) P&, (2, 1),

2 (4.4.8)
O a.0) = (By 4 V)(@)@u(,0) — 17V, (2,1
ih

— WVV(@ P& (x,t),
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where E,(z) = E.(x) — E,(x) is the band gap. In contrast to the Kane model
(4.4.2), in the the M-M model (4.4.8) the envelope functions . and @, are
true band functions, to the extent that in the absence of external potentials
(V =0) the dynamics is diagonal.

4.5 Statistical multiband models: density matrix and
Wigner function

We now turn our attention to the multiband models that make use of sta-
tistical concepts, mainly of the Wigner function approach [Wig32, MRS90,
BJ99, JBBBO01, Bar03a]. A multiband model involving the density matrix was
already introduced by Krieger and Iafrate [KI87, IK86] by taking matrix ele-
ments of the density operator between Bloch states. Subsequently, a number
of multiband models based on Wigner function approach were developed. In
[Bar03b, Bar04a, BD02] envelope functions were used to construct the multi-
band Wigner function; in [BFZ03] a Wigner version of the Kane model was
introduced; in [DBBBJ02, DBBJ02, DBJ03a, DBJ03b] the multiband Wigner
function was obtained by using the Bloch-state representation of the density
matrix.

We recall that statistical states in quantum mechanics are described either
in terms of the density operator p or the Wigner function f(z,p), [Fey72].
The density operator is usually defined by a statistical mixture of states, say
{¥; | j € N}, where ¥;(x) are the wave functions that characterize each state
of the mixture. If A\; > 0 is the probability distribution of the states, then
> j A; =1 and the density operator is given by

p= Z/\j | @)% | (4.5.1)

in Dirac’s notation, and the density matrix in the space representation is given
by

ple,x') = Z Aj () ;5(2') = Z Aj (@ | 5)(5 | 27). (4.5.2)

The Wigner function f(z,p) is defined by the Wigner—Weyl transform of the
density operator, that is

flz,p) = / (212)3 p (a: + gx — g) e~ipn/h, (4.5.3)

In the theoretical models based on the solution of the Schrédinger equation
(pure states), the calculation of the current across the device, j(x), follows the
standard quantum mechanical definition
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h _
J(z) = ——Im (¥(2)V¥(2)) . (4.5.4)
m
In the statistical models, instead, the current is expressed in terms of the
density matrix or in terms of the Wigner function. In the first case the current
is
J@) =~ (¥, - Vo) pla, o) (4.5.5)
- om. T z') P\ T, =z’ e

and, using the Wigner function, by

Iw) = o [ o) (45.6)

an expression which is, remarkably, identical to the classical expression for the
current in statistical systems. It can be easily shown that, in the case of pure
states, these two expressions coincide with (4.5.4).

4.5.1 Wigner function-based statistical models

A suitable partition of the Wigner function among the energy bands can be
obtained by using the completeness of the Bloch states in equation (4.5.3). We
adopt hereafter Dirac’s notation and consider, for the sake of simplicity, the
one-dimensional case only. By defining the coefficients &,,,, and the integral
kernel W,

P (b, K' 2, p) //27rh f‘nk><nk'x—

Wi (z,p,2",p") = | dkdk' @y (kK 2, p)®
B2

n —ipn/h
: > e (4.5.7)

kK 2 p), (4.5.8)

’mn(

the Wigner function can be written as a sum of projections over the Floquet
subspaces of the energy bands (see [DBBJ02] for details):

= Z fmn(xap)a (4'5'9)
where
fn(z,p) = / dkdk' prn (ky K YPpn (k, K 2, p). (4.5.10)
82

By expressing p as a function of f, we can write f,,,, = Pmnf, where Py, is
the linear integral operator

Pond) @.9) = 5 [ [ A/ d Won(o,p. /' 0)F )
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Here, pmn(k, k') = (mk | p | nk’) are the matrix elements of the density
operator in the Bloch-state representation, and the linear integral operator
Pimn is a projection operator and yields the Wigner projections f,, from the
total Wigner function f.

The time evolution of the Wigner function is given by the sum of the time
evolutions of the band projections,

6f 3fmn
Zhat z,p,t Z ih (z,p,t),

given by [DBBJ02]

O fmn
ih gt - Z [Gm( )f"m(x+ 2,]), ) (M)fmn(x

HEL

—|—//dac’dnwr,m(;zc,p,95’7—77)(5V(:1c’777)A(ac’,n,t)7 (4.5.11)

H ipu/h
— 2 0 )] etrr
27p,)

where Wmn is the Fourier transform of W,,, with respect to the momentum
variable:

—~ 1 .1
Wmn(xvpv x/ﬂ?) = ﬁ/dp,Wmn(xapv x/’pl)ezp n/h. (4512)
™

Equation (4.5.11) is the equation that governs the time evolution of the Flo-
quet projections f,, of the Wigner function for an ensemble of electrons mov-
ing in a semiconductor crystal in the presence of external fields and allowing
for energy bands of arbitrary shape. The first term, containing the sum over
the lattice vectors, refers to the action of the periodic potential of the crystal
lattice, while the last term, written in the form of an integral operator, refers to
the action of the external or self-consistent fields acting on the electrons. The
first term, as shown in [DBBJ02], reduces to the usual free-streaming operator
in the case of a single parabolic band; for this reason we shall refer to this term
as the streaming term, while the second term will be called the force term, in
analogy with the corresponding force term of the Boltzmann equation. These
equations show that, in the absence of external fields, different bands remain
dynamically uncoupled and each contribution to the Wigner function evolves
independently. In the case V(x) = 0, these equations were already written by
Markowich, Mauser and Poupaud [MRS90, MMP94] for a single band. It can
be shown that, in the case of a single parabolic band, eq. (4.5.11) reduces to
the usual Wigner equation in the effective mass approximation

of p of
ot "m0

+ h@[éV]f

where m* is the (one-dimensional) electron effective mass in the selected band
and
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1

— | e PNy (1 €) f(m,p') dE dp’ (4.5.13)
27h R2

(@V]f) (z,p) =

is a pseudo-differential operator with symbol

oV (2,6 =V (v + g) v (w - g) . (4.5.14)

A multiband model for electron transport in semiconductors, based on
the density matrix approach, was introduced by Krieger and Iafrate in [KI87,
TK86]. They considered a statistical ensemble of electrons moving under the
action of an external time-dependent electric field. Here, we briefly summarize
this model in a simplified form. Their model is obtained by expanding the
density matrix elements in Bloch functions:

p0:2) = X [ A o (5 o (B (1 2), (45.15)

where pmn(k, k') = (mk | p | nk’) are the already-introduced matrix elements
between Bloch functions, whose evolution is given by

. Opmn(k, k')
hi
! ot

+Z/ AK" Vit (ks k") pin (K" K'Y — Vi (K K pot (i, K)] . (4.5.16)
1 B

= [em(k) — en(kl)} Prmn (K, k/)

Here, Viun(k, k') = (mk | V | nk’) are the matrix elements of the external
potential in the Bloch representation. The main source of difficulty with this
approach lies exactly in these matrix elements, which are ill defined for most
potentials of practical interest.

The Wigner function formalism has also been used by Buot and Jensen
[Buo74, Buo76, Buo86, BJ90] to formulate multiband models within the
framework of the lattice Weyl transform, in which a noncanonical definition of
the Wigner function, based on a discrete Fourier transform, was introduced.
This definition of the Wigner function makes use of the Wannier functions
introduced by (4.3.5). Let {| mA), m € N, A € L} be the states corresponding
to the Wannier functions (see equation (4.3.5)); here, £ is the direct lattice
and the vectors A are elements of the direct lattice. We can consider matrix
elements of the density operator p in the Wannier representation,

Pmn(A, ) = (mA | p | np)

with A\, u € L. A Wigner function is then introduced by

Frn(6, X) =N~ pmn (A + 0, A = v)e?™*, (4.5.17)

veLl
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where N is a normalization factor, A\ € £ is a lattice vector and k € B. This
definition of the Wigner function is sometimes called the discrete Wigner—
Weyl transform, and it has a similar structure to that of the definition given
in (4.5.3). There are however some important differences: the Wigner function
is only defined on the lattice points; it is defined by a Fourier series, rather
than the Fourier transform; it is a function of the crystal momentum, which
has not been integrated over. According to (4.5.6), the current density is then
given by

J(\) = ZL %fmn(kvA)’ (p = hk)

and is also defined on the lattice points.

4.5.2 Reduced Wigner—Bloch—Floquet models

Equations (4.5.11) are the most general time evolution equations that can
be written for the Floquet projections of the multiband Wigner function in
the presence of external fields and in the absence of collisions. The action
of the periodic potential is described by the first term, which contains the
Fourier coefficients of the energy bands, and which reduces to the usual free-
streaming operator in the parabolic band approximation. The second term
describes the action of the external potential. We note that, while the first
term requires only the knowledge of the energy band functions, the second
term requires the knowledge of the Bloch eigenfunctions of the material of
interest. Therefore, the model equations (4.5.11) are very hard to solve in full
generality in practical applications, and the derivation of a set of simplified
models is needed. In the following subsections, we outline some of the reduced
models which have been derived within the Bloch—Floquet approach.

Two-band model in the parabolic band approximation without
external fields

It is interesting to consider a simple two-band model in the parabolic band
approximation and without external fields, in order to study the off-diagonal
Floquet projections of the Wigner function, which arise in this case. In a
two-band model, the Wigner function and its evolution equation are given
by equations (4.5.9) and (4.5.11) without external fields, and with m = 0,1
and n = 0,1. The Wigner function is given by the sum of four contributions,
foo, for, fio and fi1. It can be seen easily from equations (4.5.7), (4.5.10) and
(4.5.8) that fo; = f1,, while foo and f1; are real. Each of the four contributions
evolves according to equations (4.5.11). In the parabolic band approximation,
the differential equations for fog and fi; are

Ofoo | p— hko O foo Ofir | p—hk1 0fnn
ot mg Ox 0, ot + myp Oz 0, (4.5.18)
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where mg and m; are the effective masses for band 0 and band 1 respectively
and kg and k; are the values of the crystal momentum at which band 0 and
band 1 attain their minimum. The evolution equations for fo; and fig = fo;
have instead a different structure. A simple calculation shows that

inor _ { [EO(RO) 4 o Bho)f hko)Q} - [61(’%‘1) Pt hkl)z] } for(z, p)

ot 2mg 2ma
_ih(p=Thko  p— ik Ofor 1 (1 1% 82f°1, (4.5.19)
2 mo my dxr 8 \mog my) Ox?

which follows from equation (4.5.11) after expanding fm,(z + n/2,p,t) in
Taylor series about © = 0 and using parabolic profiles for the two bands. By
introducing the frequencies

wor = (eo(ko) — e1(k1))/h
201(p) = wor + (p — hko)?/(2moh) — (p — hk1)?/(2m4 h)

and the new function
gOl(xapv t) = fOl (mapa t)eiQM(p)tv
equation (4.5.19) can be cast in the more elegant form

dgo1 + 1 (p—hko erhkl) dgo1 Zh( 1 1 ) 9% 901

ot 2 mo mi Ox?

ox 8

Mo My

(4.5.20)

Note that in the definition of the Wigner function (4.5.9) fo; and f1o appear
only in the combination fy1 + f10, consistently with the Wigner function being
real. Equation (4.5.19) shows that the time evolution of fy; is given by three
contributions: an oscillatory term, a free-streaming term and a diffusive term
with imaginary diffusion coefficient (Schrodinger-like term). The frequency of
the oscillatory term, (21, is proportional to the difference of the total energies
of the particles of the two bands; the velocity of the free streaming term is an
average of the relative velocities of the particle with respect to the two minima
and the imaginary diffusion coefficient vanishes when the two effective masses
are equal.

Equations (4.5.18) and (4.5.20) completely describe the time evolution of
all the components of the Wigner function in a two-band model with the
parabolic band approximation and in the absence of external fields. Note that
these evolution equations are uncoupled.

Multiband model in the Luttinger—-Kohn approximation

As we have already seen in Section 4.3.2, the Luttinger-Kohn model [LK55]
considers the carrier populations near minima (or maxima) of the energy
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bands and it is therefore to be used in conjunction with the parabolic band
approximation. For the Bloch states near the minimum (or maximum) of
the band, the Bloch functions u,(x, k) are replaced with the set of functions
Un (2, ky), i.e., the Bloch functions at the bottom (or top) of the band, here
assumed at k = k,,. The functions e**y,, (z, k), after a suitable normaliza-
tion, also form a complete set (see Ref. [LK55] and see also Section 4.3.2)
and any wave function can be expanded in their basis. In this section, we use
the Luttinger-Kohn basis for expressing the Floquet projections f,, of the
Wigner function and for writing the evolution equations. The action of the
free Hamiltonian is treated in the parabolic band approximation.

If the nth band has an extremum at k& = k,,, we can approximate the Bloch
waves as

(x| nk) = by (2, k) = up(z, ky) ™. (4.5.21)

Since the functions u,(z,k,) are periodic functions with period a, we can
introduce their Fourier expansion,

(o]

un (@ k) = Y Upeor,

n’'=—oo

where K,, = 27n/a are vectors of the reciprocal lattice with K_,, = —K,,.
After evaluating the coefficients @,,, and the integral kernel W,,, in this
basis, and after carrying out the integration over the momentum variables k
and k', one obtains for the Floquet projection f,,, of the Wigner function:

m'’

fom(z,p) =4m Y UR OO UR e Km = Ho )

m/n/m’’ n’’

™ p Km' + Kn’
(G- fi- =)
v SRR RS VLR
rz—2a
« f (.13, p— th/ + Kn' - Km” _ K””) e—i(Km//—Kn//)fl
) 2 )

where the integrals are performed over the whole real line and H is the Heav-
iside function. The evolution equations have been formulated for the case of
two energy bands in the parabolic band approximation. If my and m; are
the effective masses for band 0 and band 1 respectively and ko and k; are
the values of the crystal momentum at which band 0 and band 1 attain their
minimum, we have that

0 foo L= hiko O foo
ot mg Oz

+ 3B f)(2,9) = 0 (45.22)
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0 — hky 0 ) —
g;l iy P L (;21 T %(@uf)(x,p) -0, (4.5.23)
0 — Bikg)? — hky)?
ih g;n = { |:€0(/€0) + (pQ'InOO)] - [fl(kl) + (]9271111):| } fOl(xap)
_th {P— hko = p— hk1:| dfor 1 (FLQ n2\ 02 fou
2 mo + my ox 8 \mg ml> 0x?
+ (@01 f) (@, p), (4.5.24)

where ©,,, is an operator acting on the whole Wigner function f and, recalling
definition (4.5.13), is given by

( mnf l‘p,
//dm AW (2, p, @', =)V (2 1) (2 1, 1)

K, + K,
—4 Um Un* mj n” (K, —K, )z E _ B _ Bm n
7Tﬂ%'ngn:”n o " ‘ " a h 2
X /dl'/efi(Km//fKn//)wl Sil’l2[7‘(‘/a - |p/h - (Km/ + Kn/)/2|](1’ - xl)
r—2x

></dnéV(m’,n)e_i(p_(Km’JrK"/_Km”_K"”)/Q)"/hf(m’,n,t). (4.5.25)

A two-band model with empty-lattice eigenfunctions

A different simplification of the transport equations can be obtained by using
the Bloch functions of the “empty lattice,” that is, periodic plane waves. Here,
we consider only the two lowest energy bands, given by

eo(k) = h; :12 (4.5.26)
er(k) = %[H(l@)(k — K)? 4 H(—k)(k + K)?], (4.5.27)

with K = 27/a and m the bare electron mass, and whose eigenfunctions are

op () = (x| Ok) = \/%ei’” (4.5.28)
Ui (x) = (x| 1k) = \/%(H(k)e_”(’; + H(—k)eE®)etke  (4.5.29)

By using this basis in the definition (4.5.10) of the multiband Wigner function,
one obtains for the band projections fy,,, (see [DBJ03b] for the details):

B [ S i)

x—x

fooler.p) = 1 (
(4.5.30)
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1 ~ 371K /1 S1 _ )
f(n(iE,p) = ;/ |:H ( — . p 0) i(artas+K)(z—z )SIH(OéQ Oél)fx X )

4 r—x
+H (0 n It ) pilas+as—K)(a—a') i@ — a3) (2 — o)
T4 T —
x f(@', p)da’ (4.5.31)
Fu(zp) = 1/ {H ( K. ﬁf) sin 2K /4 — |p3/ch_+;K/4\)(x s
PR p——
o (5 ] )
x f(a',p)dat, (4.5.32)

where the function H(a,x,b) = H(z — a)H(b — x) has been introduced, and

K p K K p K
a1(p) = — 2+’h+2 az(p) = ‘h+4
B K P K K p K

The time evolution of the Floquet projections of the Wigner function is given

by
Jfoo P 9foo
St + h(Qoof)(:v p)=0

dfn n P 9fu + %(@Hf)(a:,p) =0,

ot m Ox
Ofnn  pOfor | i, = B
ot Tm ooz o0 N)@p) =0

where © is an operator acting on the total Wigner function f and is given by

(@oof) (@, p) = %H (Z-12) / sin 2(w/a - %fyxx — o)

x / 5V (! ) F(a . )PP dn d’

@utep) =1 [ [ o) eteressadtos Sl Zonfr =)
s

4 r—x

+H (pr, 3h4K> silastas—K)(a—a') Si(@4 — a5)(z — 2)

T —x

/5Vx nF(a' n,t)e P dy da’
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@1 ).p) = / {n( WK p,— hK) sin 2(K/4 — p/h + 3K/4])(z — o)

2 Tz —x
~ (hK sin 2(K /4 — —3K/4 —a
C (T ) Sn2US/A = lp/h = 3K/4) (@ — )
2 Tz —
K in2(K/4 — —
Lo <_’pD 2K/ /M) =) B,
Tr—x

/5Vx n)f x 0, 0) e P dn da!

Equations (4.5.30)—(4.5.32) show that the Floquet projections of the Wigner
function given by this model are functions with compact support and cover
different portions of the phase space. The support of the projection foo on the
lower band, for example, corresponds to the first Brillouin zone; the supports
of the other projections are larger and extend beyond the first Brillouin zone.
The equations of this two-band model are very hard to approach numerically,
because of the presence of convolution integrals of highly oscillatory functions.

4.5.3 Envelope function-based statistical models

An alternative approach to statistical models based on the Wigner picture
starts from an envelope function model, such as the Kane model (4.4.2) or
the M-M model (4.4.8). Then the Wigner transformation (4.5.3) is applied
directly to the envelope functions (¥, and ¥, in the former case, . and &,
in the latter).

For a two-band model we need a 2 x 2 matrix of Wigner functions (Wigner
matrix), defined as the component-wise Wigner transform:

wij(m7p) = (Wpij> (m,p), i,J € {C7U}’

where W denotes the Wigner transformation (4.5.3) and p;; is an envelope
function density matrix (i.e., in the pure-state case, it is given by p;;(z,2’) =
W;(z) ¥;(2") for the Kane model and by p;;(z,z’) = ®;(x) ®;(x’) for the M-M
model). The self-adjointness of the density operator implies the Hermiticity
of the Wigner matrix for any fixed (z,p):

pij(x,x') = pji(a’,x) = wij(z,p) = wji(z,p).

The evolution equation for the Wigner matrix in the case of the Kane model
(4.4.2) is

P (Wew + Woe)

0 ZhK K
(at V + 9[ ]) Wee = 2m vz(wcv - wvc) - T
(a .+ Lo, ]> wer= MG et ) + P

ot 2m (Wee = wow)
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0 ihK K-p
((r% + =V, + 9[ ]) Wye = — o 'vx(wcc+wvv)+7(wcc_w1w)
B} i ihK K-p
(at + - V.L + h@[vuv]> Wyy = _% ) V;L'(wc’u - wvc) + T (wcv + wvc)7
(4.5.33)

where we set
Vij(z,8) = (Ei + V) <:r + g) —(E;+V) (z - g) , ij€{c,v}, (4.5.34)

and the pseudo-differential operator, in the present three-dimensional case, is
given by

1

(Ol9]f) (z,p) = iy /RG e M=)/ g &) f(m,p/)dEdp’.  (4.5.35)

The system (4.5.33) has been studied from a mathematical point of view
n [BFZ03]. The Wigner matrix describing thermal equilibrium of the Kane
model has been analyzed in Ref. [Bar04a].

The evolution equation for the Wigner matrix in the case of the M-M
model (4.4.2) is

(;er MI'V, + @[ CC]) Wee = O[F_wey — O[F: Jwpe

o) M+ M;! ih M- Mt ip Mt — Mt
(675+p fv 4vx'fv T 2 P Ve
- ;@[ch]wcv + OF_|wee — O[F Jwys
9] M+ Mt ih M7 -Mt O ip M - MG
(at tp p Vet Ve 5 Ve g D)t
- _%Q[ch]wvc - @[F+]wcc + 9[ ]wvv
9 1
En +p-M, "V, + @[ Viw] | Woy = —O[F|wey + OLF_Jwye, (4.5.36)

where we set

V.pP
Fi(.T,f) = VmE (xi§)>
g

and the symbols V;; are still given by (4.5.34). From equation (4.4.5) we see
that P and, consequently, F are purely imaginary, so that the following
relations hold:
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O[Fi|w;; = —O[Fx]wji, i,j € {c,v}.
In the special case of constant and opposite effective masses,
M, =m*I, M, = —m*I,

the above system reduces to

0 P i
(574 2 Vot 300V ) e = O1F T, — O1F e

0 ih oy ip* i _
<8t  4m* Vet hm* + he[vcv]> Wey = O[F_Jwee — O[F |wyy

o ih _, ip? i B
<8t + 4m* Vf N hm* T ﬁQ[VUC] Wye = 78[F+]wcc + Q[F—}wm’

(gt _ WZZ* “Va + ;@[Vw]) Wyy = —O[FyJwey + O[F_]wye (4.5.37)
(see also Ref. [FMO05]). The negative effective mass introduced in this model
has the effect of making the Hamiltonian unbounded from below. As is well
known, such a Hamiltonian is not very good, especially for statistical purposes
(the thermal equilibrium states are ill defined). However, the correct interpre-
tation is that (4.5.37) should be considered as just an approximation of the
true dynamics for small values of the momentum p.

4.6 Hydrodynamic models

It is universally recognized that the hydrodynamic approach presents impor-
tant properties both from a theoretical and a numerical point of view because
it gives an interpretation of the transport phenomenon by macroscopic quan-
tities and it produces many advantages from a computational point of view.

The literature on hydrodynamic models is very broad, in both the classical
as well as the semiclassical and quantum frameworks.

Some very interesting results have been achieved that propose quantum
hydrodynamic equations that are able to describe the behaviour of nanometric
devices like resonant tunneling diodes. Here, we restrict ourselves to describing
the hydrodynamic versions of the Kane model and of the M-M model.

Most of the results published in the literature refer to single-band prob-
lems. The generalization to multiband models presents several difficulties,
such as the definition of the macroscopic quantities with a realistic physical
meaning and the difficulty in imposing boundary conditions.

In this review we give an insight into the classical derivation of a two-band
quantum fluid. As we have said, the above-mentioned multiband models are
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based on the single-electron Schrodinger equation, and the resulting equations
are essentially linear. By applying the Wentzel-Kramers—Brillouin (WKB)
method, it is possible to derive a zero-temperature hydrodynamic version of
the Schrédinger two-band models.

When it is desirable to model the dynamics of a family of electrons, the
statistical description requires the introduction of a sequence of mixed states,
with an attached occupation probability. In this case, the WKB method leads
to a sequence of hydrodynamic equations, from which it is possible to derive
a set of equations for certain macroscopic averaged quantities. These hydro-
dynamic equations share a similar structure with the corresponding equations
for a single electron, the only difference being the appearance of terms that
can be interpreted as thermal tensors, and of additional source terms. These
new terms depend on all states, so the system is not closed unless appropriate
closure conditions are provided. It is clear that the final hydrodynamic model
with temperature is by no means equivalent to the original quantum model.
We could say that the nonlinearity of the resulting hydrodynamic model is
“genuine” and is the price to pay for keeping only a finite number of equations.

4.6.1 The hydrodynamic quantities

In order to obtain hydrodynamic versions of the kinetic models described in
the previous sections, one possibility is to follow the general hydrodynamic
approach to quantum mechanics due to Madelung [LL77]. This approach con-
sists in writing the wave function in the quasi-classical form a exp(%), where
a is called the amplitude and S/e the phase. With this approach, the hydro-
dynamic limit is valid only for pure states, that is to say, it is valid only for
a quantum system at zero temperature. In the case of a two-band model, we
have

Ya(z,t) = \/Na(z,t) exp (M) , 4 =c,. (4.6.1)

where the squared amplitude has the physical meaning of the probability
density of finding the “particle” at some point in space, and the gradient of
the phase corresponds to the classical velocity of the “particle.”

In the framework of two-band models, the densities

Nab = Yty

are introduced, where v,, with a = c¢,v, is the envelope function for the
conduction and the valence band, respectively. When a = b, the quantities
Nab = Mg = |Ya|* are real and represent the position probability densities
of the conduction band and of the valence band electrons, albeit only in an
approximate sense, since 1. and ), are envelope functions which mix the
Bloch states. Nevertheless, n = 1,1, + 1,1, is exactly the total electron
density in the conduction and in the valence band, and, as expected, it satisfies
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a continuity equation. When a # b, the density 1,1, is a complex quantity,
which does not have a precise physical meaning. Despite this, as will become
clear in the next section, the complex quantities 1,1, appear explicitly in the
evolution equation for the total density n.

It is customary, after (4.6.1), to write the coupling terms in a more con-
venient way, by introducing the complex quantity

Ney = Ec/l/}'l) = \/770 Ny 6i07 (462)
where o is the phase difference defined by
Sy — Se
oc=—. (4.6.3)

€
In this way, in order to study a zero-temperature quantum hydrodynamic
model, we need to use only the three quantities n.,n, and o to characterize
the zero-order moments.

The situation is more involved for the current densities. Analogously to
the one-band case, we introduce the quantum mechanical electron current
densities

Jap = elm (¢, Vi) (4.6.4)
It is natural to recover the classical current densities,
J.=1Im (eﬂcvwc) =n.VS., J,=1Im (e@vvqpv) =n,V5S,, (4.6.5)

whose physical meaning is clear. B
The introduction of the complex quantity (4.6.2) allows us to write e, Vi)
in (4.6.4) as

€V . Vihy = Ny, €, Vibe = Ty, (4.6.6)
where the complex velocities u. and u, are given by
Ue = Ugs,c + Mlelc, Uy = Uos,p + TUel,v, (4.6.7)
where Uos,. and uqs,, are the osmotic velocity and current velocity and are
given by
M, =VS, = Ja ,a=c,. (4.6.8)

Uos,a = \/TTa Uel,a = Ny
In analogy with the single-band case we have defined the osmotic and current
velocities as complex quantities which can be expressed solely by means of
Ne, Ny, Je and J,. In addition, the coupling term n., has been defined by
introducing the phase difference 0. We note that

eVng, = ncv(uc + Uv)- (469)

Coming back to the choice of the hydrodynamic quantities, we maintain that,
for a zero-temperature quantum hydrodynamic system, it is sufficient to take
the usual quantities n., n,, J. and J,, plus the phase difference ¢. This will
be confirmed in the next section.
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4.6.2 Hydrodynamic version of the Kane system

The Kane model was introduced in Section 4.4.1 by using envelope functions.
Before introducing the hydrodynamic form, we rewrite it by using dimen-
sionless variables. To this aim dimensionless form, we introduce the rescaled
Planck constant ¢ = h/«, where the dimensional parameter « is given by
o = ma% /tg, by using zp and tg as characteristic (scalar) length and time
variables. The band energy can be rescaled by taking new potential units
Vo = mnc%2 / t%. A dimensional argument shows that the original coupling co-
efficient is a reciprocal of a characteristic length, thus the coefficient is scaled
by Kz, componentwise.

Hence, dropping the primes and without changing the name of the vari-
ables, we get the following scaled Kane system, which will be the object of
our study:

iede = — S Ao + Veho — €K - Vi,

4.6.10
Z'E{)g;“ = _§A¢v + V'uwv + K - Vwc ) ( )

where K is the rescaled coupling interband coefficient, € is the rescaled Planck
constant, V., = E. 4+ V and V,, = E, + V. In the Kane model the coupling
parameter has to be considered constant. In realistic heterostructure semicon-
ductor devices, the parameter K, expressed in terms of the effective electron
mass and the energy gap, depends on the layer composition through the spa-
tial coordinates.

Taking into account the wave form (4.6.1) and using the equations of
system (4.6.10), the time derivation of n,, a = ¢, v gives immediately

8626 +V-J.=—2K -Im (ne,u,)
(4.6.11)
a;fv +V-J,= 2K -Im(7eouc) ,

where (4.6.5) has been used for J. and J,. We remark that the right-hand
side of (4.6.11), containing the terms n.,u, and Tigyu., can be expressed in
terms of osmotic and current velocities, and the phase difference o.

Adding the equations in (4.6.11) and using the identity Im(et).Vi,) —
Im(etp, Vip.) = eVImn,,, we obtain the balance law for the total density

0

a(nc +ny)+ V- (Je+ Jy + 2eKImng,) =0,

which is just the quantum counterpart of the classical continuity equation.
The derivation of the equations for the phases S., S,, and consequently

for J. and J,, is more involved.
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Referring the reader to the original paper [AF05] for more details, the
equations for the currents take the form

oJ,. . Je® J.
5 + div (

2
+ V., ® Vi/re — %v ® Vnc) + nVV,

C

= —€e’Re [V(U K - Vib,) — 2V K - Vi, | . (4.6.12)

2
4 @V, @ Vi, - %v ® an> T+ n,VV,

0J, 4 div Jo ® Jy
ot

= —€e’Re [V K - Vip) — 2V, K - V)| . (4.6.13)

The left-hand sides of the equations for the currents can be put in a more
familiar form by using the identity

Ay
NS

1 a
div (V\ﬁna ® Vg — 7V @ Vna> - —%v [

], a=c,v.

The correction terms
AT
SN a=c,
can be identified with the quantum Bohm potentials for each band, because
they can be interpreted as internal self-consistent potentials, in analogy with
the single-band case. The right-hand sides can be further expressed in terms
of the hydrodynamic quantities, obtaining the final system

2A i
0 qiy (Le®Je) v (CAYPN L, vy
ot Ne 2\/ Ne

= €eVRe (N K -uy) — 2Re (N K - uy e )

2
o | <Jv ®Jv> - <e AW%) R
PN

= —eVRe (M K - ue) + 2Re (Tiey K - ucTy) -

v,

(4.6.14)

It is evident that the equations for the conduction and the valence band
are coupled. Also, because of the presence of o, it is necessary to “close” the
system, in order to obtain an extension of the classical Madelung fluid equa-
tions to a two-band quantum fluid. In this context, we choose the following
constraint:

Jo  Je
eVo = — — —. (4.6.15)
Ty Ne

Now we are in position to rewrite the hydrodynamic system (4.6.14) as
follows:
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O | div, = —2K - Tm(noyiy),
ot

On, . _

9 +divJ, = 2K -Im(Repte),

2A/
8Jc + le M — ncv ﬁ +chV¢
ot c 2\/n;

= eVRe(ne K -u,) — 2Re (ne, K - u,,) (4.6.16)

2A,/
Ou g (L2 _p v (S22 Ly oy,
at n'u 2\/ nU

= —eVRe(Tie, K - ue) + 2Re (e K - ucliy)

Jo e
eVo=— — —,
Ny Ne

where 7¢,, Uy, and u. are expressed in the terms of the hydrodynamic quan-
tities ne, ny, Je, Jy, and o by (4.6.2) and (4.6.7).

4.6.3 The nonzero-temperature case

The extension of the previous analysis to an electron ensemble requires a
quantum statistical mechanics treatment. According to the general discussion
at the beginning of Section 4.5, it is possible to represent an electron ensemble
as a mixed quantum mechanical state given by a sequence of pure states ¥y,
with occupation probabilities A¥ > 0, so that ok A = 1. In the two-band
case, each pure state is represented by a couple of envelope functions, "
and ¥¥ and, therefore, we shall extend the definition of the hydrodynamic
quantities as a superposition, with weights A*, of the corresponding pure-state
quantities. For example, the density will be n, =3, )\kﬂii/)(lj, for a = ¢, v.

In the sequel we shall work at the formal level, and we refer to the equa-
tions found in [AF05]. The kth state for the Kane system is described by the
solutions of the system

k 2
ie%e = — S AYE + Vgl — €K - VY,

(4.6.17)

k .
i€ — APk 4 Vgk 4 EK - Vyk.

Using the expressions (4.6.1) for each state k in (4.6.17),

U= \fnbexp (S5/e),  wE = \[nkexp (iSt/e).

under the assumption of positivity of the densities n* and n* | a hydrodynamic
system analogous to (4.6.16) is obtained for each state k. The densities and
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the currents corresponding to the two mixed states for conduction and valence
electrons can be defined as

oo (o)
Ne = g Nk n, = g Nenk
k=0 k=0

Je=Y MJk g, =D ARgE
k=0 k=0
We also define
o= Z Mok gy = \/Iien/T exp(io),
k=0

_6Vﬁ+i£ _ve/nv_’_iﬂ

Ue = u )
¢ e ne s Ny

Multiplying (4.6.16) for the state k& by A* and summing over k, we find
new quantities that must be manipulated with much care. In analogy with
the one-band case [GMU95], new terms containing the total temperature ¥,
and ¥,, for each band, appear in the current equations. The temperature
tensors are defined by the sum of osmotic temperature and electron current
temperature

790 = ﬂos,c + 1901,0 and 1911 = ﬁos,v + 7901,1)
given by

(o]

k
n
Vos,c = E )\kn—c(ulgs,c — Ugs,c) ® (ulg&c — Ups,c),
k=0 ¢

oo k
n
19‘3170 = E Aki(usl,c - uel,c) ® (u];l,c - U’EI,C)'
k=0 ¢

In conclusion our system becomes

8({;1; + diVJC - - 2K : Im[ncv (OLUU + /6)1))}7
on, . L
o1 + divJ, = 2K - Im[ncv (OZ Uc + ﬂC)L

2A
e | qiv (<20 9} —now (S22 4w,
ot Ne 2\/ Ne

= ¢K -VRe (nw(au@—Fﬂa)))
— 2K - Re (ncv(a’uv ®u7c+6v @ Ue + Uy ®E+19C”)) ’

2AVM,
07, + div M + N,y | — eV £avite + n,VV,
ot Ty 2./

= —€¢ K - VRe (Tigy (@ue + 8.))
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+ 2K - Re Ty (Que @ Ty + e @ Uy + tie @ By + Due))

1 —
EVO'—JU"FJC:—IID{(eva_ﬁv_ﬂc)}a (4618)
Ny Ne @

where the new quantities are defined by

o0 k
a:Z)\kZ—iz7 Z)\kncv k), Z)\k = uf — ),

and, in the expression of the coupling terms between the two bands, there
appears a sum of temperature tensors, given by

_/U’U)@(ui’cﬂ_uicx

Wk _
= (ue = ue) © (u = ).

oo

k=0

oo
kg New

Equations (4.6.18) can be considered as a nonzero-temperature quantum fluid
model. The quantities ngy, u., and u,, already present in (4.6.16), are ex-

pressed in terms of n., n,, J., Jy,, and o, while the new quantities «, ., and
0, satisfy the relation

Re{l (eVa— g, - ﬁc)}_o

and need appropriate closure relations. Moreover, we must assign constitutive
relations for the tensor components 9., ¥, ¥, and 9,.; ¥, and ¥, are formally
analogous to the temperature tensor of kinetic theory.

A simple class of closure conditions can be obtained by assigning a function
a = a(ne,ny, o) and taking

o oa Oa Oa
022 cha_ Uos,c — 7 Uel,cy v:2 v Wos,v 7 Uel,v- 4.6.19
2 " Gncu ’ aa“ L p " 8711,“ vt 8Ju L ( )

Then, we have
eVa — B, — B. =0,
which implies

EVU—£+£:O.

Ny T

In particular, it is possible to choose

a=1, Bo=08,=0. (4.6.20)
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We still need to consider the temperature tensors 9., 9, 9., and ¥,.. Heuris-
tically, following the analogy with the single-band fluid-dynamical model
[Jun01], the simplest closure relation is

1 1
Ve = —pe(ne)l, Yy, =—py(ny)l, Vep =0y =0, (4.6.21)
n

(& n’U

where I is the identity tensor and the functions p. and p, can be interpreted
as pressures. In this way we obtain the simplest two-band, isentropic, fluid-
dynamical model:

on,

ot
on,

ot

aJ. A J.® . A ne
ded e I) —nv (Ve \VA
ot + div ( e +pc(nc) ) Ne ( 2\/71—0 ) +n.VVe

= €K - VRe (nepuy) — 2K - Re (neyuy ® Ug) , (4.6.22)

aJ’U . Jv X Ju €2A\/TLU
a1 =+ div < o +pv(nv)1) — an <2\/’]’Tv> + nUVVU

= —c K - VRe (igy te) + 2K - Re (Tigy e @ Uy )

+divd. = — 2K - Im(nep uy),

+divJ, = 2K -Im(fig, u.),

Jo Je
eVo— —+ — =0.
uz e

We remark that if the (classical) pressures are linear functions of n. and n,,
equations (4.6.22) reduce to the isothermal case.

4.6.4 Hydrodynamic version of the M-M system

The method used in the previous section is also suitable to be applied to
the multiband envelope function model introduced by Modugno and Morandi
in [MMO5] and described in Section 4.4.2. However, as we have remarked at
the end of Section 4.5.3, when mixed states become important (namely, for
nonzero-temperature models), the M-M model has some undesirable features
that make the discussion more complicated, beyond the scope of the present
review. For this reason we shall restrict ourselves to the zero-temperature case.
By using dimensionless variables, the system (4.4.8) reads as follows:

2
e~ A+ (Bt VYo — € P,
(4.6.23)
2
Z'Eaad:j = %va + (Ev + V)ll)v - 62 ch’
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where P is the rescaled coupling interband coefficient and € is the rescaled
Planck constant.

By using the Madelung form (4.6.1) for the wave functions, and proceed-
ing in the same way as for the Kane model in Section 4.6.2, we obtain the
hydrodynamic equations for the two-band M-M model

on. ),
5tV Je=—2Pm () 4hn)

(4.6.24)
8(;1;] - v ° J'U = 2PIm (eacwv) ’

By summing the two equations in (4.6.24), we obtain the balance law for the
total density,
dp

— +V-J=0, 4.6.25
ot ( )
where p = n. 4+ n, is the total density and J = J. — J, is the total current.

We remark that, in contrast with the Kane model, interband current terms
do not appear in the conservation of the total density.

Next, the equations for the phases S., S,, and the currents J. and J, are
derived. Referring the reader to the paper [AFMO05] for the details, here we
only write the equations for the currents in the final form

oJ,. . Je® J. eQA,/nc
ot di < c ) e ( 2\/1n¢ ) ne( ¢ )

= 2V PRency + €P\/Nig\/ny (cos 0 (Uos,p — Uos,c) — SIN O (Uel,c + Uelv))s

8JU . J’u & Jv EzA\/'I’LU
o1 — div ( Tow ) + nvv <2\/’[’T,U> + nU(VEU + VV)

= 2V PRengy — €P\/Ner/Ty (€08 0 (Uos v — Uos,c) — SIL O (Uel e + Uel,w))-
(4.6.26)

Also in this case, we have introduced the internal self-consistent potentials
for each band (the Bohm potentials) and the osmotic velocities (os,c, Uos,v)
and current velocities (Uel ¢, Uel,w); 0 is again the phase difference defined by
Sy—5S.

o = 2v=xc,

€

The systems (4.6.24) and (4.6.26) are not equivalent to the original system
(4.6.23), due to the presence of o. By using the constraint (4.6.15), we finally

obtain the hydrodynamic system

one
ot

ony,
ot

+ divJ, = —2ePImn,,

—divJ, = 2ePImng,,
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o, . (J.®J, A,

= VPRene, + ePRe (ney (uy — 1))

0J, (T, J Ay
v Jo®Jy €4V, > 4.6.27
5t div ( o ) +n,V ( Wy ) +n,(VE, + VV) ( )

= €2V PRene, — ePRe (e (uy — e))

Jy o Je
eVo = — — —,
Ny Ne

where 7., Uy, u. are expressed in the terms of the hydrodynamic quantities
Ney Ny, Jey Jy, 0. System (4.6.27) is the extension of the classical Madelung
fluid equations to a two-band quantum fluid.
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5.1 Introduction

The design of semiconductor devices is an important and challenging task in
modern microelectronics, which is increasingly being carried out via mathe-
matical optimization with models for the device behavior. The design variable
(and correspondingly the unknown in the associated optimization problems)
is the device doping profile, which describes the (charge) density of ion im-
purities in the device and is therefore modeled as a spatially inhomogeneous
function. The optimization goals are usually related to the device characteris-
tics, in particular to outflow currents on some contacts. This is also the typical
setup we shall confine ourselves to in this chapter, namely to (approximately)
achieve a certain goal related to the outflow current on a contact (e.g., a max-
imization or just an increase of the current), ideally with minimal change of
the doping profile to some given reference state.

In order to solve such optimal design problems it is important to find
suitable models of objective functionals to be minimized, so that a reason-
able compromise between conflicting design goals (e.g., maximizing current
and keeping the doping profile close to the reference state) can be achieved.
We shall study and compare two different models that have been proposed
for the optimization (and used for numerical solutions, cf. [HP02a, HP02b,
BP03, HP05, HP06]). In any of the models, the weighting of the different
goals leads to some parameters in the objective functionals, and we shall pay
particular attention to the limiting behavior of minimizers with respect to
these parameters.

We shall start with an overview of models for the simulation and in par-
ticular for the optimization of semiconductor devices, which we carry out in
a rather general setup. Then we turn our attention to a simple model case,
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namely the unipolar drift-diffusion model, for which a very detailed analysis of
the optimization models can be carried out. We shall verify some fundamental
properties such as the existence of minimizers and the existence of Lagrange
multipliers, before we analyze the regularity of minimizers and the quite chal-
lenging problem of uniqueness. Moreover, we also investigate the asymptotic
behavior of the minimizers for large and small parameters in the objective
functionals. Finally, we discuss the numerical solution of the optimization
problems for the particular case of drift-diffusion models, but allowing bipo-
larity and multiple dimensions, and give some computational results.

5.2 Models for optimal dopant profiling

Macroscopic models for semiconductor devices are usually composed of two
basic state variables, namely the electric potential V' and a set of densities
p (e.g., electron and hole densities), which satisfy a nonlinear system of the
form

~N2AV =Q(p) + C (5.2.1)
F(p,V)=0.

Here X denotes a scaling parameter (called Debye length), Q(p) is the total
charge density generated by p, C' is the doping profile (modeled as a function
of space), and F' symbolizes nonlinear differential equations for p (which also
include the electric potential V'). All equations are to be solved in a domain {2
modeling the device geometry and with suitable boundary conditions, which
we do not further discuss here. For an overview of device models and their
asymptotic relations we refer to [JP01, MRS90].

The primary optimization goal can usually be modeled in a straight-
forward way as a functional of the densities and the voltage, i.e.,

R(V,p) — min . (5.2.3)
(V,p,C) satisfying (5.2.1),(5.2.2)

The functional R could, e.g., be the negative current outflow on a contact (in
order to maximize the current (cf. [PSSS98, St00, Stea98]) or the square of
the current minus a target current (cf. [HP02a, HP02b]).

As an example we consider the most frequently used case, namely the
bipolar drift-diffusion model, where p = (n, p) with n being the electron and p
the hole density. In this case the charge density is simply @ = p — n and the
differential operators included in F' are given by

(V- (D,Vn — p,nVV)
Fln.p) = < V - (DpVp+ pppVV) ) '

The current flowing out over a contact I" C 942 is then given by
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I = / J-dv, J=Dp0blan — p,ndyblaV — D,0;blap — p,pd,blaV,

r
and a prototypical optimization problem would be to minimize —1I or [I —I*|%.
It turns out that an optimization problem of the form (5.2.3) is not well
posed, i.e., the existence of solutions and the robustness of the problem can-
not be guaranteed. In order to achieve these goals, a second term has to be

introduced to the objective functional. In [HP02a, HP02b] an optimization of
the form

Ga(V,p,C) == R(V,p) + o||C = C*[|* — min
(V,p,C) satisfying (5.2.1),(5.2.2)

(5.2.4)

has been proposed. Here C* is a given prior for the doping profile and « is a
positive parameter. If the norm is chosen appropriately it can be shown that a
minimizer of (5.2.4) exists for a > 0. Moreover, one can formulate first-order
optimality conditions, as usual in optimization based on the Lagrangian

L(V,p,C;p,q) = Go(V,p,C) + / (A?0,blaV - dyblap — Q(p)p — Cp) da
o
+(F(p,V),q)

having zero variations with respect to the primal variables (V, p,C') and the
dual variables (p,q). The latter just yields the constraints (5.2.1), (5.2.2),
which have to be coupled with

LOL_OR o OF L

0=20 =57 (Vop) = AAp+ 20, V)" (5.2.5)

LOL_OR o OF

0—67— ap (Vop) = Q'(p)p + o (P, V)'q (5.2.6)
aL * *

Here A* denotes the adjoint of an operator A, and F is the embedding operator
from the space used for C' (with norm ||.|| as used in the functional G,) into
L?(£2). Hence, the optimality conditions yield a system of five strongly coupled
nonlinear equations (5.2.1), (5.2.2), (5.2.5), (5.2.6), (5.2.12), which is solved by
a minimizer of (5.2.4). Both the analysis and the computation of minimizers
turn out to be challenging tasks, which we shall investigate in more detail for
a very special device model in the next section.

As an alternative to (5.2.4) a different approach has been introduced in
[BP03], which is motivated from the structure of the above optimality system.
It turns out that the optimality system can be simplified partially if a variable
change from the doping profile C to the total charge density

W= Q(p)+C (5.2.8)
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is performed. Obviously, if one minimizes with respect to (V, p, W) then one
can reconstruct C' uniquely from this formula. On the other hand, the Poisson
equation simplifies to

—NAV =W, (5.2.9)

i.e., the densities p do not appear any more and the coupling between V' and
p becomes one directional only. Since one is using a novel design variable W
in this setup it seems natural to adjust the penalizing term to this fact, i.e.,
to minimize
Hp(V,p,W) := R(V, p) + B|W — W*||* — min :
(V,p,W) satisfying (5.2.9),(5.2.2)
(5.2.10)

The Lagrangian associated to (5.2.10) is given by

L(V,p,W;p,q) = Hzg(V,p,C) + / (N20,blaV - 9 blap — Wp) dx + (F(p, V), q),
2

and the optimality conditions are given by (5.2.9),(5.2.2) together with

_OL _OR e pn g 98 vy
0= =37 Von) =X Ap+ o5(n, V) (5.2.11)
oL R oF
0= - Fp(V» p) + %(P»V) q (5.2.12)
0=9L _sppow —w) - (5.2.13)
=35~ p. 2.

The structure of the optimality system for (5.2.10) turns out to be more
convenient than the one for (5.2.4). For given design variable W one can
subsequently solve (5.2.9) for V, (5.2.2) for p, (5.2.12) for ¢, and (5.2.13) for
p. For the case of the drift-diffusion model as stated above, this can be realized
by solving scalar linear differential equations only instead of nonlinear coupled
systems. As a direct consequence, the analysis of the optimality systems and
important properties such as the existence of Lagrange multipliers p and ¢ are
rather straightforward (see [BP03] for the drift-diffusion model). Moreover,
this decoupling of the optimality system can be used to construct efficient
numerical methods as we will discuss in Section 5.4.

5.3 Optimization of unipolar diodes

In the following we provide a detailed analysis for the optimization of the
unipolar drift-diffusion model for diodes. In this situation a spatially one-
dimensional analysis can be carried out, with a single density (namely the
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electron density n). For convenience we shall use a scaled version of the model
and a standard transformation to the Slotboom wvariables and consider the
unknown u ~ e~ Vn (cf., e.g., [MRS90] for details on scaling and density
variables for the drift-diffusion model).

Motivated by the above discussion we consider the optimization problems
(note from the model below that the current J = e u, is spatially homoge-
neous, so that I = J)

Golu, V,C) / Ve — TPz + S)C — P (5.3.1)
and
Hy(u,V,C) / 1V, — J*|2da:+§||Vm—V;IH2, (5.3.2)

both of them subject to

MV, —eVu  =—C  in (0,1)
("uy)e = 0 in(0,1)
V o =V* in{0,1} (5.3.3)

Vee =V75 in{0,1}
v =up in{0,1}.

In order to keep the notation as unified as possible in this section we shall
not use the variable W but directly write the problems in terms of V' and its
derivatives.

Our aim is to study the parametric behavior of these functionals with
respect to the positive real parameters o and (3, respectively. In particular we
shall investigate the asymptotic behavior of the minimizers as the parameters
tend to zero or infinity, respectively. In the latter case, it seems obvious that
the design variables (C' and V, respectively) converge to their priors, which we
will prove with a rate of at least «~'/2 and $~1/2. In the case of parameters
tending to zero numerical experiments indicate that the current J = eYu,
tends to the desired current J*, which we will prove in both cases. For the
functional Hg, we shall even prove that this convergence arises with rate /3
as  — 0.

5.3.1 Optimization for positive and finite parameters

In this section we shall investigate the optimization problems for parameter
values o and 3 in the open interval (0,4o0c). This provides some basic results
for the later asymptotic analysis, but also a variety of interesting results that
yield further insight with respect to the parametric behavior of the optimiza-
tion problems.



96 Martin Burger, Michael Hinze and Rene Pinnau
Minimization of G

We start with a discussion of basic properties of the optimization problem
(5.3.1) subject to (5.3.3), which was originally introduced in [HP02a, HP02b).

Theorem 1. Let a > 0,J* € R,C* € H([0,1]), and
1
IC— | = / (1€ - Czl2+1C = C*2) da.
0

Moreover let u* € H([0,1]),V* € H3([0,1]) satisfy
NVr o =V ur — C* in (0,1)
(6‘/*11,;)1 = 0 in (0,1)
ut = up, in {0,1}.
Then there exists a solution
(,V,C) e H'([0,1]) x H*([0,1]) x H'(]0,1])
of the optimization problem (5.3.1), (5.3.3).

Proof. The existence of a solution (@, V,C) € H'([0,1])* follows from a more
general result in [HP02b]. The additional regularity V' € H?2([0,1]) in this
one-dimensional case follows from

Ve =e'u—C € L*([0,1)).
]

Besides the existence of a solution, the Karush—-Kuhn—Tucker-system and
the existence of Lagrange multipliers are of particular interest.

Proposition 1. Under the conditions of Theorem 1, there exist Lagrange mul-
tipliers (p,q) € HE([0,1))? such that a stationary point (u,V,C) of (5.5.1),
(5.3.3) satisfies

0 = —a(Cpp — C2)+a(C—C*) =D in (0,1)

0 = (evugc — J*)evﬂx — N\, + eV pu+ eV u,q, in (0,1)

0 = _(eV(eVm - J*)) +eVp— (€73, in (0,1)  (5.3.4)
q in {0,1}.

Proof. See [HP02b]. O
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In general, one cannot expect the uniqueness of the Lagrange multipliers
defined in (5.2.5)—(5.2.7). But for the unipolar diodes considered here, the
Lagrange multipliers are unique.

Theorem 2. Under the conditions of Proposition 1, the Lagrange multipliers
(P,9) € H([0,1])? are unique.

Proof. We consider the homogeneous system
0 =-\%,, +e'pu+e u,g, in(0,1)
0 =  +¢"p—("q,)a in (0,1) (5.3.5)

with p=¢ =0 in {0, 1}. The second equation can be written as

and plugging this in the first equation we get (with n = evﬂ)

Hence, —\?p, + ng, = k is constant. Now, we introduce & := evqr and start
again from the second equation to get

1

frr = (evp)T = 6sz + evv"cﬁz = F(nf - kev) + V’I‘g’l‘

as an equation for £ supplemented with the boundary data &,(0) = £,(1) = 0.
From the boundary data for § we deduce

1
/ e Vede =0.
0

Let £ < & < € be sharp bounds. Choose a point zg € [0, 1] such that &(zo) = £
and &, (z9) = 0. Then we have

Cow = %(ng —keV) <0

and hence .
— keV
¢ < max —.

T n
In analogy, one shows that -
keV
&> min —.

S P

We deduce that £ does not change its sign and thus fol e~ V¢ dr = 0 implies
that € = 0 and then § = 0 and p = 0. Hence, the homogeneous problem
has only the trivial solution which implies the uniqueness of the Lagrange
multipliers. O
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Another typical property of an objective functional like (5.3.1) is that
nonsmooth features of the solution C' correspond to those in the prior C*,
or, in other words, C' — C* is very smooth. For rather general semiconductor
devices optimized with respect to the objective G, this effect was discussed
in a formal way in [HP02b]. In the case of a unipolar diode as considered here,
this statement can be made rigorous as follows:

Theorem 3. Under the conditions of Proposition 1, a doping profile C cor-
responding to a stationary point (w,V,C,p,q) solving (5.3.3), (5.3.4) satisfies

C —C* e H5([0,1]) — C>([0,1)). (5.3.6)

Proof. First of all, due to Proposition 1 we have
1
(C—C*)pe = (C—C*) + ~pE L*(2),

from which we may conclude that C — C* € H?([0,1]). Moreover, (5.3.4)
implies (note that eV, is constant)

Dy = A~ 2|:6 Uy — J* )e Uy + e pu+e [ € L2([0,1]),
-V

Tos x(e uz—J*) e L2([0, 1)),

and thus, p € H2([0,1]) and g € H?([0, 1]). Using this result, we deduce from
the first line in (5.3.4) that

33
O3
84

e

(C-C)=(C~-C)talp,  €L*[01)),
(C C*) (6 - C*)II + ailﬁmz € Lz([()? 1])3

ie., C—C* e H*([0,1]).
By a further iteration of this process we obtain that
o'p

Oxi

07q

Oz

€ L*([0,1]),
€ L*([0, 1),

for 7 = 3,4, and consequently

oIt __ o7 1P

* * 2
W( -C") = 8957(0 ) + 87€L(Q)

which implies C — C* € H®([0,1]) — C>([0,1)). O
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Note that the above result is obtained by a bootstrapping technique, from
which one often derives C'*°-regularity. The reason to stop at the sixth deriva-
tive of C' — C* is that one cannot proceed further without assuming higher
regularity than C* € L?(£2). If we want to have a bound on the seventh
derivative of C'— C*, we need bounds on the fifth derivative of p, the third
derivative of V, and consequently, the first derivative of C. But C' € H'([0,1])
is obtained only for

C*=C—(C—C*) e HY([0,1]).

Minimization of Hg

For the optimization problem (5.3.2), (5.3.3) we can prove similar results on
the existence of minimizers and Lagrange multipliers as above.

Theorem 4. Let 3 > 0, J* € R, and V* € H*([0,1]). Moreover, let C* €
L2([0,1]) be defined by

5

CF =22V eV,
where u* is the unique solution of
(" ul)e =0 in(0,1),
satisfying u* = up in {0,1}. Then, there exists a minimizer
(u,V,C) € H'([0,1]) x H*([0,1]) x L*([0,1])
of (5.3.2) subject to (5.3.3).
Proof. See [BP03]. O

Proposition 2. Under the assumptions of Theorem 4, there exists a Lagrange
multiplier g € H([0,1]) such that a stationary point (u,V) of (5.3.2), (5.3.3)
satisfies

BV s = Vi)ow + €V Ta( Ty — J*) + €V, = 0in (0,1),

v 0 in (0,1)

- 5.3.7
-V (e, —J*) — (eVq,)s ( )

Proof. See [BP03]. O

The uniqueness of stationary points is a challenging problem, which seems
to depend strongly on the problem setup. Here we consider a case related
to numerical computations in [HP02b, BP03]), where the optimization was
used to amplify an original given current J° by 50%, i.e., J* = %JO. Since an
optimization algorithm will be started with the reference state (and current
J = JO) and then increase the current, one can expect that JO < J < J*
is the relevant situation for the current, and in this range uniqueness can be
guaranteed.
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Theorem 5. Let, in addition to the above conditions, up(1) —up(0) > 0 and
J* > 0. Then there is a unique stationary point (u,V,q) of (5.3.2), (5.3.3),
(5.3.7) among those functions satisfying %J* <J=éu, <J*.

Proof. By integrating the second equation of (5.3.7) we obtain (with J =
eV iy)

G, =J" —J+ceV
for a constant ¢, which can be determined after integration from 0 to 1 as
J—=J J
c=—G———= (J—J%).
Jo eV dx up(1) —up(0)

After plugging this into the first equation of (5.3.7), we end up with the
equation

BV pw = Vi )aw + Jee™V =0.
The linearization of this equation is given by
ﬁwmmxw - Jce_viﬁ + (J/C + Jcl)e_v = 0, (538)

where J’ and ¢’ denote the derivatives of the functionals J and ¢ with respect
to V in direction ¢, i.e.,

, up(1) —up(0) 1er ) C,_J’(J—J*)+JJ/
T T duy e

Note that for 0 < %J* <J= evﬁm < J* we have

3J —2J* J
J’c—I—JC/ZJ/J—>07 c=————70o0o2- (J—-—J"<0.
up(1) —up(0) w@) a7 S

After multiplying (5.3.8) with ¢ and integration we obtain
2

' v 3.J — 2J* v o
2 _ -V 2 9y ey -V _
/0 (ﬁ|'(/)xw| Jeem V) ) dac+JuD(1) m———« (/0 eV da:) 0.

Taking into account the signs of all the terms, this implies that ¢ = 0. Hence,
the linearized problem has only the trivial solution, which implies the unique-
ness of V', and consequently of w and §. O

As for the minimization of R,, we can also derive a regularity result for
the design variable. Since in this case, the real design variable is V — V* it
should not surprise us that high regularity for this function can be obtained.

Theorem 6. Under the assumptions of Theorem 4, a stationary point (u,V,C)
solving (5.3.3), (5.3.7) satisfies

V—v*e H(0,1]) — C([0,1]),
C —C* € H*([0,1]) — C*(]0,1]).
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Proof. First of all, the function w = V — V*, satisfies the Poisson equation
—wex = 1 (evﬂm(evﬂz —J) + evﬂmaw) € L2([0,1]),

with homogeneous boundary data, and by standard elliptic regularity we may
conclude that w € H?([0,1]). Taking into account that e", is constant, we
obtain that

9912w v 8]'-"-16
grve = ¢ Mg
for j > 0.
Due to (5.3.7) we have

826 I = 7 V— * 2

@ - _qu;c - Vm(e Uy — J ) € L ([07 1])a

636 I = I = I7 V— * 2

@ = _qu:cx - V.’L'(L‘QQj - Vam(e Uy —J ) S ([07 1])7

and as a consequence we obtain that g € H*([0, 1]), w € H*([0,1]), and hence,
V —V*e H5([0,1]) — C5([0, 1]).
Finally, from the Poisson equation we deduce

o o

Y am_ oY (\ew_ Vs V*, x 2
—(C—C") = ()\W u+e u)eL ([0,1]).
for j =0,1,2, and thus, (C — C*) € H?([0,1]). O

Note that in this case we also obtain HS-regularity of the design variable
with a rather weak penalization term on W in the L?-norm. If we were to
use the H'-norm of W for the penalty instead, this would even imply HS8-
regularity of V' — V*. For the change in the doping profile C — C* we cannot
obtain higher regularity than H?, since this would enforce the existence of
higher than second derivatives of V' and V*, or, due to the Poisson equation,
the existence of derivatives for C' and C*, which we do not assume here.

5.3.2 Asymptotic behavior

In the following we investigate the two different limits for the parameters «
and 3, namely convergence to zero and infinity, respectively

Large parameters

The limit of the parameters a and 3 tending to infinity is the easier case. It
seems obvious that the solutions of the optimization problem (5.3.1) or (5.3.2)
subject to (5.3.3) converge to the prior (u*, V*, C*). From the structure of the
objective we can prove that this convergence occurs with rate (’)(a‘l/ 2) and
O(B~1/?), respectively.
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Theorem 7. Let o > 0 and J* € R. Moreover, denote by (u®,V*, C*) the
unique solution of the optimization problems (5.3.1), (5.3.2) for fixzed a. Then
there exists a positive real constant M such that

M
va’

for a sufficiently large. In particular, (u®, V* C%) — (u*,V*,C*).

V=V + [[u® = [[gr +1C% = CF[| g <

Proof. From(5.3.1) we immediately obtain
le¥ ug — T |22 + ol|C% = O[3 < e uy — J7|1%,

and thus,
My

\/&
From the well-posedness of the drift-diffusion model for unipolar diodes
[MRS90, GS92] we may conclude that

|ICY — C* || <

M,
Ve =Vl + [u® = w*[ < ¥[C* = C*[la < 772,

for some constant v > 0 independent of . Finally, from the Poisson equation
we deduce with the above H!-estimates that

9i+2 .
gV =)
i a N .
= )\_2@ (eV (u® —u*) + (" —e¥ )t + (0 — C*)) € L*([0,1)),
for j = 0,1, and from the above estimates on the H'-norms we can also
conclude that v
Ve -V < —=
[ I < T2
for some constant M7, which completes the proof. O

An analogous result holds for the limit 3 — oo in the minimization of Hg.

Theorem 8. Let 3 > 0 be sufficiently large, J* € R, and denote by (u®, V5 ,CP)
the unique minimizer of (5.3.2), (5.3.3) for fized 3. Then there exists a con-
stant M > 0 such that

IVZ = Va2 + 0 = ulm + (1C7 = €|z <

Sl=

Proof. As in the proof of Theorem 7 we may deduce that

B * *
le¥ ug — T2 + BIVES = ViilIZe <l uf — I,
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which implies by standard reasoning that
My

(VA = V|2 < =2,

for some constant M. Since

1 1
/ eV Wl —ut|? de = / (V" — evﬁ)u’g(ug —u") dx,
0 0

we may conclude from the Cauchy—Schwarz inequality and the uniform bound-
edness of u? that

My

75

for some constant . Finally, the estimate for [|C® — C*||> follows from

[uf — | g <ANVP = V* |2 < v

* * 8

CP—C = VE —vr)—e" (WP —u)+ (& =V )P

and a standard Lipschitz estimate. O

Small parameters

We shall now turn our attention to the limit case of & — 0 and 8 — 0,
respectively, where we may expect that eV% — J*. In order to obtain further
insight, we directly start with the limit problem, which is the same for « = 0
and # = 0. One might expect that the limit is determined by the equation
VUl = gt (5.3.9)
subject to (5.3.3), for which one has to expect an infinite number of solutions.
Taking into account the fact that we actually want to compute an optimal

design that is as close as possible to the original one, a more suitable limit
problem for (5.3.1), (5.3.3) is given by

1
SIC =l — min (5.3.10)

subject to (5.3.3), (5.3.9). In an analogous way we define a limit problem for
(5.3.2), (5.3.3) as
1

llVes = Virlifs — min (5.3.11)

subject to (5.3.3), (5.3.9).
We first make sure that the feasible set of these problems defined by (5.3.3),
(5.3.9) is nonempty.
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Lemma 1. Let V € H?([0,1]) satisfy

/1 eV da = M £0 (5.3.12)

as well as the boundary conditions
V=Vv" V=V in{0,1}.

Then, there exists u € H([0,1]) and C € L?([0,1]) such that (5.3.3) and
(5.3.9) hold. Moreover, C € H([0,1]) if V € H3([0,1]) and C* € H([0,1]).

Proof. For V satisfying the above conditions, there exists a unique weak so-
lution u € H'([0,1]) of the elliptic equation

(€ ug)e =0 in (0,1)

with boundary values u = up in {0, 1}. Moreover, there exists a unique doping
profile C' € L*([0,1]) defined via

C=C" N (Vyp — V5) + e u— eV ur.

Since the derivative of the last two terms involves only first derivatives of
the variables, which exist anyway under the above assumptions, we obtain
C € H'([0,1]) if V € H3([0,1]) and C* € H'([0,1]).

Now let J := e"u,, which is a constant in (0,1). Then, from (5.3.12) we
deduce that

1 1
up(l) —up(0) = / Uy dr = J/ eV da
0 0

J
= 7 (up(1) = up(0)),
and hence, J = J*. From the above construction we observe that (5.3.3) and
(5.3.9) hold, which completes the proof. O

This result indicates that at least for a reasonable range of parameters, it
should be possible to find a solution of (5.3.3), (5.3.9). Indeed, we shall show
that this range is determined by the signs of up(1) — up(0) only.

Theorem 9. Let up(1l) —up(0) > 0 (< 0, respectively). Then the feasible set
determined by (5.3.3) and (5.3.9) is nonempty for each J* >0 (< 0).

Proof. Due to Lemma 1, it suffices to find a V' € H3(]0,1]) satisfying the
boundary conditions and (5.3.12). Since the right-hand side in this relation
does not change when we change the sign of both (up(1) — up(0)) and J*,
we may restrict our attention to the case of both being positive. Let V be a
function in H3([0,1]) that satisfies the boundary conditions in (5.3.3), e.g.,
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a polynomial of order three. Moreover, let W € H3([0
function with compact support and W =1 for z € |

V 4+ tW for t € R, and
1
I(t) ::/ eVt dx.
0

It is easy to see that I is a continuous function and

1]) be a nonnegative
,3]. We define V; =

lim I(t)=0, lim I(t)= oo,

t——o00 t——+oo

and hence R is included in the range of the function I. Consequently, we
can obtain a feasible point of (5.3.3), (5.3.9) for each J* € R™ (by choosing t
such that I(t) = J*). O

Due to the above result we shall assume in the following that (up(1) —
up(0))J* > 0, such that there exists a feasible point of the limit problem.
We shall consider the limit problem of minimizing

1 ) .
NV — V- 3.1
3 [Viw = Vizllze — ven (5.3.13)

subject to (5.3.12) and the boundary conditions in (5.3.3). Since the feasible
set is nonempty and weakly closed under the above conditions, we may con-
clude the existence of a minimizer. Due to standard first-order optimality, the
minimizer V satisfies

1
/ (Ve = Vip)Way dz =0
0
for all W € H?([0,1]) with homogeneous boundary values and
r _
/ e VW dx = 0.
0

For arbitrary W we can find a decomposition of the form W = pWy + (W —
uWy) for a fixed element Wy satisfying

1 _
/ eV Wy dr #0
0

and N
Jo e VW dx

fol e~ VW, da

Thus, we have

1 1
/ (Ve — Vi ) Wy do — po/ VW de =0,
0 0
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for arbitrary W € H?([0,1]) with homogeneous boundary values, and the
Lagrange multiplier

B fol e VW dx
I (Ve = Vi) (Wo) e da

DPo

That means, V is a weak solution of the fourth-order equation
(Vza: - Vgg*;p)mx = Po 6_V~

As a consequence, we can derive the following result on the existence of La-
grange multipliers for the limit problem.

Proposition 3. Let (up(1) —up(0))J* >0, and let (V,u,C) be a minimizer
of (5.3.13) subject to (5.3.3), (5.3.9). Then there exist Lagrangian variables

(7, q,7) € Hy([0,1]) x H'([0,1]) x L*([0,1]),
such that o
‘CI(E) V’ 0717767 F) = 07
for the Lagrangian
L(u,V,C;p,q,7)
1 1
= || Ve — V2 |122 + eV(ugps + upq) — J*q + N2Vyrge¥ ur — Cr)da.
2 zxll L
0

Moreover, p =7 = 0.

Proof. Let § = —12 e’v, with po and V as above, and let p = 7 = 0. Then we
obtain

2%£@i25mﬂf%=—@@%+g%ﬁ+g%:(%szo
= (V”I"E - Vm*ac)ﬁT - pOB*V =0

0 oA

%E(u, V;C;p7 qu) =-Tr= O

Since (@, V, C) satisfies the constraints (5.3.3) and (5.3.9) the derivatives
with respect to the Lagrangian variables vanish, too, and thus

L£'(u,V,V;p,q,7) = 0.
O

The existence of Lagrange multipliers for the limit problem allows us to
derive a quantitative convergence result for 3 — 0.
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Theorem 10. Let (8;) be a sequence of positive numbers converging to zero,
and let (ug, Vi, Ck) be a sequence of minimizers of (5.3.2), (5.3.3). Then there

ezists a subsequence converging to a minimizer (u,V,V) of (5.3.13), (5.3.3).
Moreover, each such subsequence (without restriction of generality (uk, Vi, Ck)
itself) satisfies

Vi = Vg + llux = ll e+ [|Cx — Cllze < mn/B, (5.3.14)
for some constant m € RT. Moreover, the fitting term satisfies
le¥* (ur)e — J*|| L2 < moBk
for some constant mg € RT.
Proof. Due to the existence of Lagrangian variables (p,q,7) we obtain that
L(w,V,C;p,q,7) < L(ug, Vi, Cx; P, q,T)
and because p =7 = 0, this implies

1 1 . T .
oV as = Valte < 51 0ees = Vil + [ g (un) = ) da
0

1 X _ ‘ .
< I Ve)aw = Vil + [l 2 lle™ (k) = Tl 22-
On the other hand, since (Vj, ux, Cy) is a minimizer of (5.3.2), (5.3.3) with
B = B, we have
RS
Bre

By combining these estimates, we may conclude that

le¥ (ur)e — T 22 < Bellall 2,

I Vi)aw = Vi llZe + o-lle™ () = JN172 < SIVaw = Vi 2.

and subsequently
1Vie = ViullZe = 1(Vi)aw — ViillZ2| < 26kldll 2
Thus,
Ve = (Videallte = Vaw = VaulZe = 1 (Videw — Vil Za

1
_2/ (sz - (Vk)mr)(vm — V) d
0
o J—
< 26klldll > — 2/ eV (V = Vi)u,q dz
0

1 7 —
— 28, all.2 + 2p0 / eV (V= Vi) de = 28]l 12
0
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where we have used § = 7%677 and J* = evﬂz in the last identity. From the
first-order optimality for the limit problem the second term on the right-hand
side vanishes and hence,

||Vm - (Vk)MHL2 <V 2||a||L2ﬂk-

The estimate (5.3.14) follows from Poincaré inequalities and standard stability
estimates for the equations in (5.3.3). O

5.4 Numerical solution of the optimization problems

Numerical algorithms for the solution of (5.2.4) are either based on a steep-
est descent approach or on the solution of the first-order optimality condi-
tion given by (5.2.1), (5.2.2) and (5.2.5)-(5.2.7) via Newton’s method (cf.
[HP05, HP06]). The same approaches might be used for the minimization
problem (5.2.10), but due to the special structure of the first-order optimality
condition one might use a variant of the well-known Gummel iteration instead
(cf. [BP03]). All three approaches are discussed in the following, and numeri-
cal examples for the optimal dopant profiling of an unsymmetric np-diode are
presented, where the underlying model equations are given by the stationary
bipolar drift-diffusion equations without generation-recombination terms (cf.
[MRS90]). Stated on the interval £2 = (0, 1) the scaled bipolar model reads

OxJn =0, 0.J, =0, (5.4.2)
AV, =C —n+p. (5.4.3)

Here, we have only considered regimes in which we can assume the Einstein
relations

Dy =Ur pin, Dy =Ur pip,

where Ur = kg T/q is the thermal voltage of the device and T denotes its
temperature and kp the Boltzmann constant.
This system is supplemented with the following boundary conditions:

n=np, p=pp, V=Vp in {0,1},
where np,pp, Vp are the H'(0, 1)-extensions of

O+ V0?2 + 40" —C 4 VC? +40*

np 5 Pp = > (5.4.4)
Vp = —log (Z—f) +U, (5.4.5)

where 02 = n;/C,, denotes the scaled intrinsic density.
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5.4.1 Gradient-based methods

The formulation of a gradient-based steepest descent method for the optimiza-
tion problem (5.2.4) relies on the introduction of the reduced cost functional
Go(C) == Go(V(C), p(C),C), where (V(C), p(C)) is the solution of (5.2.1),
(5.2.2). Clearly, this is only possible if the nonlinear system admits a unique
solution. For the unipolar diodes in one spatial dimension, as discussed in
Section 3, this holds due to a result in [GS92] for the stationary drift-diffusion
model. In general, we can expect the uniqueness only near to the thermal
equilibrium state, i.e., for small applied biasing voltages.

The gradient algorithm for the reduced cost functional Gy reads (cf.
[HPO5]):

1. Choose an admissible Cy.
2. For k=1,2,... compute

Cr = Cr_1 — 6 G (Cr_1).

The step size 0 is computed by an exact one-dimensional line search
(5;.C = argminé Ga (Ck—l — (5@;(6%_1)) 5

and the algorithm is terminated if the relative error |G (Cy)||/ G (Co)]| is
less than a specified error tolerance.

The evaluation of (A?fl requires the solution of the nonlinear state system
(5.2.1), (5.2.2) as well as a solution of the linear adjoint system (5.2.5), (5.2.6).
Hence, each gradient step yields a feasible point. Compared with black-box
optimization we have the advantage that this algorithm is independent of the
number of discrete design variables given by a suitable discretization of C'.

Nevertheless, one has to admit that the main part of the numerical work is
hidden in the line search, since each evaluation of the reduced cost functional
also requires the solution of the nonlinear state system. Instead of the exact
line search one could use here, e.g., Armijo’s rule, which will still give sufficient
decrease of the cost functional to ensure convergence.

To get an impression of the performance of the algorithm we present in
Figure 5.1 the optimized doping profiles for an unsymmetric np-diode where
the observation is given by

2
+

1 2

R(J, -v|p,Jp-v|r) == / Jpvds—1T
2\Jr

and the state system is given by the standard drift-diffusion model without
generation-recombination terms. This allows us to adjust the electron and hole
current separately. In particular, we present the optimized doping profiles for
different choices of I;, I}, i.e., we are seeking an amplification of either the
hole current (I; = J;, I; = 1.5 J) or of the electron current (I = 1.5-J},

2

1
— /Jp-l/ds—l;;
r
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Fig. 5.1. Optimized doping profiles for Fig. 5.2. Number of evaluations of G
different design goals. per gradient step.

I; = Jy) or of both of them (I;; = 1.5- J, I; = 1.5 J;) by 50%. To get an
impression of the overall performance of the method we also have to consider
the nonlinear solves needed for the exact one-dimensional line search. These
are presented in Figure 5.2, and one realizes that this is indeed the numerically
most expensive part.

5.4.2 Newton methods

Newton-type methods for the solution of the optimization problem (5.2.4)
are mainly based on the direct solution of the first-order optimality condition
given by (5.2.1), (5.2.2) and (5.2.5)—(5.2.7) or, with the help of the Lagrangian,

L'(V,p,C;p,q) = 0.

This coupled nonlinear system is then solved iteratively using its Jacobian
L"(V,p,V;p,q), which formally reads

L"(V,p,C;p.q) =
Ga,ﬂw(wvc)"_ <6I$($7C)('7')7(pa Q)> 0 efb(x’c)*

0 Ga,co(z,C) ec(x,C)" |,
ex(x,C) ec(z,C) 0
where we used for brevity the notation z = (V,p) and the operator e is

defined via e(z,C) = (F(v,p), —A2AV — Q(p) — C). Further, for notational
convenience we define the state-control pair y e (z,0).

If the state system admits a unique solution, we can again introduce the
reduced cost functional G, (C) G, (x(C), ), where x(C) is determined by
e(z(C),C) = 0. The derivative of the reduced cost functional is given by

GL(C) = Ga,c(y(C)) + €& (y(C))(p,q), (5.4.6)
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where (p, q) solves the adjoint equations (5.2.5), (5.2.6). We recall that unique
solvability of e(x,C) = 0 is ensured for devices operated near thermal equi-
librium, i.e., for devices with small applied biasing voltages or for the one-
dimensional unipolar diode.

Now we derive Newton’s method for the solution of

GL(C) =0,

which has the advantage that we have at each iteration level a feasible solution
for the state equation. We introduce the operator

1y [t

Then, for given Lagrange multipliers (p, q) the reduced Hessian is defined by

H(y;p.q) = T*(y) Lyy (4: . )T (y), (5.4.7)

and it holds that

H(y) = Ga,CC(y)
+eayer (v) {Gawa (W) () + (eax (@) (), (0, 0))} €5 (Y)ec ().

Then, the Newton algorithm reads as follows:

Let an admissible Cj be given.
(i) Set k=0 and C° = Cy.
(ii) Do while the stopping criterion is violated
(1) Set y* = (x(C*),C*) and (p*,¢") = —¢;* (¥*)Ga s (")
(2) Solve H(y*;p*, ¢")6C* = —G1,(C*)
(3)Set CF+1 =C*F +6CF k=K +1
(iii) C* % o,y Yk STOP.
Remark 1. We note that due to the structure of the reduced Hessian the New-
ton system in step (ii)(2) has to be solved iteratively using, e.g., a conjugate
gradient method. Let us refer to this as the inner iteration. To provide the
right-hand side in (ii)(2) one has to solve the nonlinear state system (5.2.1),
(5.2.2) for z* = (Vk, p¥), and one needs to solve the adjoint system (5.2.5),
(5.2.6) for (p*,¢*). These are all ingredients for the calculation of G, from
(5.4.6).
Every application of H(y*;p*, ¢*) in the jth inner iteration amounts to
two linear solves, namely

v = e (yM)ec(yF)oCk

and

wi = eo(y")e; (") {Gawa F) + (e2a (") (W], 05), 0", 4")) } -
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Fig. 5.3. Dependence of the residual on  Fig. 5.4. Dependence of the CG itera-
q. tion on q.

Let us come back to our previous numerical example to get more insight
into the behavior of the algorithm. We tried to achieve an increase of the
electron and hole current by 50% for the unsymmetric np-diode via optimal
dopant profiling (for details we refer to [HP06]).

The conjugate gradient algorithm in the inner loop was terminated when
the norm of the gradient became sufficiently small; to be more precise, in the
jth conjugate gradient step for the computation of the update in the Newton
step k we stop if the residual r;“ satisfies

min { <”G;(Ck)”>q p ||CA¥;(Ck)||} or j>100. (5.4.8)

Il

GOl ~

IGL(CON ) T lIGL(CO)

Note that ¢ € (1,2) determines the convergence order of the outer Newton
algorithm. The value of p € (0,1) is important for the first step of Newton’s
method, as for £ = 0 the norm quotients are all 1; for later steps, the influence
of ¢ becomes increasingly dominant. In Figure 5.3 the decrease of the residual
is depicted for different values of ¢ = 1,1.5, or 2. As predicted by the general
theory [Kel95] one gets linear, superlinear, and quadratic convergence. Clearly,
the parameter ¢ strongly influences the number of conjugate gradient steps,
which can be seen from Figure 5.4. While in the linear case (¢ = 1) we have
an almost constant amount of CG steps in each each iteration, we get, as
expected, a drastic increase towards the end of the iteration for the quadratic
case (¢ = 2). Hence, the overall numerical effort in terms of CG steps is, despite
the quadratic convergence, much larger compared to the relaxed stopping
criterion, which only yields linear convergence!

5.4.3 Gummel iterations

Finally, we turn our attention to the minimization problem (5.2.10). Clearly,
here one can also employ the previously discussed methods. But to exploite
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the special structure of the optimality system it is favorable to use a differ-
ent iterative method in the spirit of the well-known Gummel iteration for
the solution of the nonlinear state system [BP03]. Using a lower triangular
approximation of the optimality system, we start with a potential V', and
subsequently the continuity equation (5.2.2) with the given potential V' for p.
With given potential V' and given p, we solve the adjoint equations (5.2.11),
(5.2.12) to obtain the Lagrangian variables p and ¢. Finally, we can perform a
gradient step with respect to the design variable V' using the optimality equa-
tion (5.2.13). Due to the simple structure of this equation, it seems reasonable
to discretize the Laplace term in an implicit way and, thus, to solve

BVaw = Vi )ow + T(Vew = Vi) = T(Vzoaid - Vi) — evuwpx + e_VUIqw,
(5.4.9)

for an appropriately chosen damping parameter 7. All together, we can write
this iteration in the following form:

1. Choose an admissible V9.
2. For k=1,2,... solve consecutively

= T(mGmil - Vz*m) - GVkU’;pﬁ + ei‘/k‘lecqlfz'

The corresponding value of the doping profile can be computed indepen-

dently by
Ck - O* = 7)\2(‘/’1‘]6’1' - V;x)rf + nk - TL* - pk +p*7 (5410)
where n* = V" u* and Pk = eV ok,

Finally, we apply this algorithm to our numerical test case, where we
want to have an increase of the overall current by 50%. But now, we want to
optimize a symmetric np-diode.

The optimal doping profile is depicted in Figure 5.5. But more interesting
is the evolution of the cost function, which is shown in Figure 5.6. The ob-
jective functional and the observation are reduced in a few iterations. Even
if more iterations are necessary, one needs to appreciate this Gummel-like al-
gorithm, since its overall performance is again independent of the number of
discrete design parameters and, due to its iterative structure, it is a straight-
forward extension of the Gummel method. Hence, it is easy to incorporate
into existing device simulation codes. Moreover, the numerical performance
of this optimization algorithm is optimal, since we need in fact only two Gum-
mel iterations for the solution of the minimization problem, i.e., the numerical
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Doping Profile Objective, Observation, Energy
T T T T T T

— Optimized
—_Initial

0 2 4 6 8 10 12
Iteration number

Fig. 5.5. Optimized doping profile. Fig. 5.6. Evolution of the cost func-
tional.

complexity is double compared with a forward solve for the nonlinear state
system. Note that, on the other hand, here the algorithm is not feasible on
each iteration level.
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6.1 Introduction

The mathematical model

The starting point of the mathematical model discussed in this chapter is the
system of drift diffusion equations (see (6.2.1a)—(6.2.1f) below). This system of
equations, derived more than fifty years ago [vRo50], is the most widely used
to describe semiconductor devices. For the current state of technology, this
system represents an accurate compromise between efficient numerical solv-
ability of the mathematical model and realistic description of the underlying
physics [Mar86, MRS90, Sel84].

The name drift diffusion equations of semiconductors originates from the
type of dependence of the current densities on the carrier densities and the
electric field. The current densities are the sums of drift terms and diffusion
terms. It is worth mentioning that, with the increased miniaturization of semi-
conductor devices, one comes closer and closer to the limits of validity of the
drift diffusion equation. This is due to the fact that in ever-smaller devices the
assumption that the free carriers can be modeled as a continuum becomes in-
valid. On the other hand, the drift diffusion equations are derived by a scaling
limit process, where the mean free path of a particle tends to zero.

The inverse problems

This chapter is devoted to the investigation of inverse problems related to drift
diffusion equations modeling semiconductor devices. In this context we analyze
several inverse problems related to the identification of doping profiles. In all
these inverse problems the parameter to be identified corresponds to what is
called the doping profile. Such a profile enters as a functional parameter in a
system of partial differential equations (PDEs). However, the reconstruction
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problems are related to data generated by different types of measurement
techniques.

Identification problems for semiconductor devices, although of increasing
technological importance, seem to be poorly understood so far. In the inverse
problem literature there has been increasing interest in the identification of a
position dependent function C' = C(z) representing the doping profile, i.e., the
density difference of ionized donors and acceptors. These are the inverse dop-
ing profile problems. See, for example, [BELM04, BEMP01, BEM02, LMZ05,
F192, FIR02, F194, BFI93] and references therein.

In some cases, e.g., the p-n diode, it may be assumed that the function
C is piecewise constant over the device. In this case, the problem reduces to
identifying the curves (or surfaces) between the subdomains where doping is
constant. Particularly important are the curves separating subdomains where
the doping profile assumes constant values of different signs. These curves are
called p-n junctions (see Section 6.2 for details). In the ion implantation tech-
nique, the most important technique for manufacturing silicon devices, only
a rough estimate of the doping profile can be obtained by process modelling
(see, e.g., [Sel84]). An efficient alternative to determine the real doping profile
is the use of reconstruction methods from indirect data.

Another relevant inverse problem concerns identifying the transistor con-
tact resistivity of planar electronic devices, such as MOSFETs (metal oxide
semiconductor field-effect transistors); see [FC92]. It is shown that a one-point
boundary measurement of the potential is sufficient to identify the resistivity
from a one-parameter monotone family, and such identification is both stable
and continuously dependent on the parameter. Because of the device minia-
turization, it is impossible to measure the contact resistivity in a direct way to
satisfactory accuracy. There are extensive experimental and simulation stud-
ies for the determination of contact resistivity by certain accessible boundary
measurements.

Yet another inverse problem is that of determining the contact resistivity
of a semiconductor device from a single voltage measurement [BF91]. It can
be modeled as an inverse problem for the elliptic differential equation AV —
px(S)u =0in 2 C R? 9V/dn = g > 0 but g #Z 0 on 92, where V() is the
measured voltage, and S C {2 and p > 0 are unknown. In [BF91], the authors
consider the identification of p when the contact location S is also known.

Outline of the chapter

In Section 6.2 we introduce and discuss relevant properties of the main mathe-
matical models: the (transient and stationary) systems of drift diffusion equa-
tions. In Section 6.3 we derive, from the drift diffusion equations, some spe-
cial stationary and transient models, which will serve as mathematical back-
ground to the formulation the inverse doping profile problems. In Section 6.4
we formulate several inverse problems, which relates to specific measurement
procedures for the voltage-current map (namely pointwise measurements of
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the current density and current flow measurements through a contact) as well
as to specific model idealizations. In Section 6.5 we present a short descrip-
tion of techniques from the theory of inverse problems that is used to handle
the doping profile identification problem described in the other sections. In
Section 6.6 we present numerical experiments for some models concerning
the inverse doping profile problem for the stationary linearized unipolar and
bipolar cases.

6.2 Drift diffusion equations

6.2.1 The transient model

The basic semiconductor device equations in the transient case consist of
the Poisson equation (6.2.1a), the continuity equations for electrons (6.2.1b)
and holes (6.2.1c) and the current relations for electrons (6.2.1d) and holes
(6.2.1¢). For some applications, in order to account for thermal effects in
semiconductor devices, it is also necessary to add to this system the heat flow
equation (6.2.1f).

div(eVV) =¢(n—p—C) in 2x(0,7T) (6.2.1a)
div J, = q(On + R) in 2 x(0,7T) (6.2.1b)
divJ, = ¢(—0p — R) in £2x(0,7T) (6.2.1¢)

Jn = q(Dp,Vn — p,nVV) in 2 x (0,7T) (6.2.1d)

Jp = q(—D,Vp — pp,pVV) in 2 x (0,7) (6.2.1e)
pcOT—H=divk(T)VT in 2x(0,7). (6.2.1f)

This system is defined in £ x (0,7), where 2 C R? (d = 1,2,3) is a do-
main representing the semiconductor device. Here V' denotes the electrostatic
potential (—VV is the electric field E), n and p are the concentration of
free carriers of negative charge (electrons) and positive charge (holes) respec-
tively and J, and J, are the densities of the electron and the hole current
respectively. D,, and D, are the diffusion coefficients for electrons and holes
respectively. p, and p, denote the mobilities of electrons and holes respec-
tively. The positive constants € and ¢ denote the permittivity coefficient (for
silicon) and the elementary charge.

The function R has the form R = R(n,p,z)(np — n?) and denotes the
recombination-generation rate (n; is the intrinsic carrier densmy). The bandgap
is relatively large for semiconductors (the gap between the valence and con-
duction bands), and a significant amount of energy is necessary to transfer
electrons from the valence and to the conduction band. This process is called
generation of electron-hole pairs. The reverse process corresponds to the trans-
fer of a conduction electron into the lower energy valence band. This process is
called recombination of electron-hole pairs. In our model these phenomena are
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described by the recombination-generation rate R. Frequently adopted in the
literature are the Shockley—Read-Hall model (Rsgry) and the Auger model
(Rauv). They are defined by

Rsrn = !
SR () + p(p + 1)

3 RAU déf (Cnn + Cpp) )

where C),, Cp, 7, and 7, are positive constants whose physical values are listed
in Table A.1 of the Appendix.

The function 7 represents the temperature and the constants p and c
denote the specific mass density and specific heat of the material respectively.
Furthermore, k(7)) and H denote the thermal conductivity and the locally
generated heat. Equation (6.2.1f) was presented here only for the sake of
completeness of the model and shall not be considered in the subsequent
development.

The function C(z) models a preconcentration of ions in the crystal, so
C(z) = C4(z) — C_(z) holds, where C and C_ are concentrations of neg-
ative and positive ions respectively. In those subregions of {2 for which the
preconcentration of negative ions predominates (p-regions), we have C(z) < 0.
Analogously, we define the n-regions, where C'(x) > 0 holds. The boundaries
between the p-regions and n-regions (where C' changes sign) are called p-n
Junctions.

In the sequel we turn our attention to the boundary conditions. We as-
sume the boundary 0f2 of {2 to be divided into two nonempty disjoint parts:
082 = 0825 U 9f2p. The Dirichlet part of the boundary 0f2p models the
ohmic contacts, where the potential V' as well as the concentrations n and
p are prescribed. The Neumann part 92y of the boundary corresponds to
insulating surfaces, thus a zero current flow and a zero electric field in the
normal direction are prescribed. The Neumann boundary conditions for sys-
tem (6.2.1a)—(6.2.1e) read

°)% on Op

(@) = S t) = 5 (0,6) =0, 92y x [0,T]. (6.2.2)

Moreover, at 9£2p x [0,T], the following Dirichlet boundary conditions are
imposed:

V(z,t) = Vp(z,t) = Uz, t) + Viu(z) = U(x,t) + Ur In(np(z)/n;)

n(z,t) = np(z) = % ( (2)2 + 4n > (6.2.3)

p(z,t) =pp(z) = 2< C(z )+\/m> .

Here, the function U(z, t) denotes the applied potential and Ur is the thermal
voltage. We shall consider the simple situation 02p = Iy U I}, which occurs,
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e.g., in a diode. The disjoint boundary parts I';, i = 0, 1, correspond to distinct
contacts. Differences in U(z) between different segments of 92p correspond
to the applied bias between these two contacts. The constant Ur represents
the thermal voltage. Moreover the initial conditions n(z,0) > 0, p(x,0) > 0
have to be imposed.

We conclude this subsection by discussing the solution theory for the tran-
sient drift diffusion system (6.2.1a)—(6.2.1e), (6.2.2), (6.2.3).* Twenty years
ago, the existence and uniqueness of global in time solutions for the transient
drift diffusion equations were demonstrated by Gajewski in [Gaj85]. Under
the assumption that the doping profile satisfies C € L"({2) for d < r < 6, it
is shown that

(V—-Vp,n—np,p—pp) ew ™

{C([0,T0; H3 (2)) 0 L2([0, T} W5 (42)) 0 H ([0, T); W)} WX W,

(6.2.4)
where W &' {w e HY(2); w|pn, =0} and
T def 2 2 774 1 T+
W = C([0,T]; L7(£2)) 0 L([0, T]; W) N H ([0, T]; W™)..
In the special one-dimensional case 2 = (0, L), the following stronger

result is proved.

Lemma 1. Let the doping profile satisfy C € L"(12), for d < r < 6. If the
mobilities p, and p, are in L>(£2), then every solution (V,n,p) of the tran-
sient drift diffusion equations (6.2.1a)-(6.2.1¢), (6.2.2) and (6.2.3) satisfies
(6.2.4). Moreover,

(Von,p) € C((0,T]; H*(£2)) N C([0,T); WH>(£2))*.

6.2.2 The stationary model

In this subsection we turn our attention to the stationary drift diffusion equa-
tions. We neglect the thermal effects and assume further %—? = % = 0.
Thus, the stationary drift diffusion model is derived from (6.2.1a)—(6.2.1e) in
a straightforward way. Next, motivated by the Einstein relations D,, = Uppu,
and D, = Urp, (a standard assumption about the mobilities and diffusion
coefficients), one introduces the Slotboom variables u and v. They are related

to the original n and p variables by the formula

n(z) = ny exp (V;x)) w(@), px) = nexp (_V(x)> o(z).  (6.2.5)

T Ur

“In order to simplify the model, we neglect thermal effects.
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For convenience, we rescale the potential and the mobilities, i.e., V(z) «—
V(z)/Ur, pn < qUrln, tp < qUrp,. Obviously, the current relations now

read J, = pupn; eV Vu, Jp = —pny e V'Vo.

Now we can write the stationary drift diffusion equations in the form
NAV = §2(eVu—eVo) - C(z) in 02 (6.2.6a)
divJ, = 6*Q(V,u,v,z) (uv —1) in 2 (6.2.6b)
divJ, = —6*Q(V,u,v,z) (uv — 1) in 2 (6.2.6¢)

V=Vp =U+Wy on 0f2p (6.2.6(1)
u= up = eV on 0f2p (6.2.6e)
v=vp = Y on 0f2p (6.2.6f)
VVv=Jy v =J,v =20 on 0f2n, (6.2.6g)

where A2 & €¢/(qUr) is the Debye length of the device, §2 4t ; and the

function @ is defined implicitly by the relation Q(V,u,v,z) = R(n,p, ).

One should notice that, due to the thermal equilibrium assumption, it
follows np = n?, and the assumption of vanishing space charge density gives
n—p—C =0, for x € 32p. This fact motivates the boundary conditions on
the Dirichlet part of the boundary.

It is worth mentioning that, in a realistic model, the mobilities u,, and
iy usually depend on the electric field strength |VV]. In what follows, we
assume that p, and pu, are positive constants. This assumption simplifies
the subsequent analysis, allowing us to concentrate on the inverse doping
problems. As a matter of fact, this dependence could be incorporated in the
model without changing the results described in the sequel.

Next, we describe some existence and uniqueness results for the stationary
drift diffusion equations. We start by presenting a classical existence result.

Lemma 2. [MRS90, Theorem 3.3.16] Let x > 1 be a constant satisfying
k1 <up(z), vp(x) < Kk, x € 0Np, and let —o0 < Cy, < Cpy < +00. Then
for any C' € {L>(2); C,, < C(x) < Cym, x € 2}, the system (6.2.6a)-
(6.2.69) admits a weak solution (V,u,v) € (H*(£2) N L>(£2))3.

Under stronger assumptions on the boundary parts 9f2p, 92y as well
as on the boundary conditions Vp, up, vp, it is even possible to show H?2-
regularity for a solution (V,u,v) of system (6.2.6a)—(6.2.6g). For details on
this result we refer the reader to [MRS90, Theorem 3.3.1].

Regarding the uniqueness of solutions of system (6.2.6a)—(6.2.6g), some
results can be obtained if the applied voltage is small (in the norm of

L°°(8(ZD) N H3/2(80D))

Lemma 3. [BEMPO01, Theorem 2.4] Let the applied voltage U be such
that |U]| Lo 902p) + 1Ul /2 (062,,) s sufficiently small. Then, system (6.2.6a)-
(6.2.69) has a unique solution (V,u,v) € (H(£2) N L>(£2))3.

®Notice that the applied potential also has to be rescaled: U(x) « U(z)/Ur.
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Since the existence and uniqueness of solutions for system (6.2.6a)—(6.2.6g)
can only be guaranteed for small applied voltages, it is reasonable to consider,
instead of this system, its linearized version around the equilibrium point
U = 0. We shall return to this point in the next section, where the voltage-
current map is introduced.

6.3 Special models

In the following subsections we assume several different simplifications of the
drift diffusion models introduced in Section 6.2 and derive some special cases
which will serve as underlying models for the inverse problems investigated in
Section 6.4.

6.3.1 The linearized stationary drift diffusion equations (close to
equilibrium)

We begin this subsection by introducing the thermal equilibrium assumption
for the stationary drift diffusion equations. This is a preliminary step for
deriving a linearized system of stationary drift diffusion equations (close to
equilibrium).

The thermal equilibrium assumption refers to the condition in which the
semiconductor is not subject to external excitations, except for a uniform
temperature, i.e., no voltages or electric fields are applied. We note that,
under the thermal equilibrium assumption, all externally applied potentials
to the semiconductor contacts are zero (i.e., U(z) = 0). Moreover, the thermal
generation is perfectly balanced by recombination (i.e., R = 0).

If the applied voltage satisfies U = 0, one immediately sees that the solu-
tion of system (6.2.6a)—(6.2.6g) simplifies to (V,u,v) = (V°,1,1), where V°
solves

NAVO = ¢V — eV — C(x)in 2 (6.3.1a)
VY= W(z) on 02p (6.3.1b)
VVY.v =0 on 992y . (6.3.1c)

For some of the models discussed below, we will be interested in the lin-
earized drift diffusion system at equilibrium. Keeping this in mind, we com-
pute the Gateaux derivative of the solution of system (6.2.6a)—(6.2.6g) with
respect to the voltage U at the point U = 0 in the direction h. This directional
derivative is given by the solution (V, 4, 0) of

XAV = Va4 e Vo4 (€ +e V' )Win 2 (6.3.2a)
div (pneV Vi) = Qo(VO, z)(a + o) in 2 (6.3.2b)
div (e V' V) = Qo(VO,2)(t+ 1) in 2 (6.3.2)
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V=nh on d2p (6.3.2d)
= —h on d2p (6.3.2¢)
b= h on 002p (6.3.2f)
VWV v =Vi-v=Viv=0 on N2y ,(6.3.2g)

where the function Qg satisfies Qo(V°,z) = Q(V°, 1,1, 2).

6.3.2 Linearized stationary bipolar case (close to equilibrium)

In this subsection we present a special case, which plays a key role in modeling
inverse doping problems related to current flow measurements.
The discussion is motivated by the stationary voltage-current (V-C) map

Yo H32(002p) — R

Ul—>/ (Jn + Jp) - vds.
I

Here (V, u,v) is the solution of (6.2.6) for an applied voltage U. This operator
models practical experiments where voltage-current data are available, i.e.,
measurements of the averaged outflow current density on Iy C 0f2p.

The linearized stationary bipolar case (close to equilibrium) corresponds
to the model obtained from the drift diffusion equations (6.2.6) by linearizing
the V-C map at U = 0. This simplification is motivated by the fact that,
due to hysteresis effects for large applied voltage, the V-C map can only be
defined as a single-valued function in a neighborhood of U = 0. Moreover, the
following simplifying assumptions are also taken into account:

A1) The electron mobility i, and hole mobility p, are constant;
A2)No recombination-generation rate is present, i.e., R =0 (or Q¢ = 0).

An immediate consequence of our assumptions is the fact that the Poisson
equation and the continuity equations decouple. Indeed, from (6.3.2) we see
that the Gateaux derivative of the V-C map Y¢ at the point U = 0 in the
direction h € H3/%(012p) is given by the expression

a0k = [ (une™a, — pye”""4,) ds, (6.3.3)
I

where (i, ) solve

div (e’ Vi) = 0 in 2 (6.3.4a)
div (ppe™ OV@) =0 in 2 (6.3.4b)
= —h on 0f2p (6.3.4¢)
0= h on 00p (6.3.4d)
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Vi-v= Vo-v = 0on df2yx (6.3.4e)

and VY is the solution of the equilibrium problem (6.3.1); (see Lemma 4 for
details).

Notice that the solution of the Poisson equation can be computed a pri-
ori, since it does not depend on h. The linear operator X, (0) is continuous.
Actually, we can prove more: since (u,v) depend continuously in H?(£2)? on
the boundary data h in H3/2(082p), it follows from the boundedness and
compactness of the trace operator v : H?(2) — H'Y2(I) that X5(0) is a
compact operator. The operator X7 (0) maps the Dirichlet data for (u,?) to
a weighted sum of their Neumann data and can be compared with the DtN
map in electrical impedance tomography (EIT). See [Bor02, BU02, Nac96].

6.3.3 Linearized stationary unipolar case (close to equilibrium)

The linearized unipolar case (close to equilibrium) corresponds to the model
obtained from the unipolar drift diffusion equations by linearizing the V-C
map at U = 0. In addition to A1) and A2), we further assume:

A3)The concentration of holes satisfies p = 0 (or, equivalently, v = 0 in {2).

Under those assumptions, the Gateaux derivative of the V-C map Yo at
the point U = 0 in the direction h is given by

YL(0)h = / pin €940, ds,
Iy

where 4 solves

div (pne” Vi) = 0 in 2 (6.3.5a)
@ = —h(x)on 2p (6.3.5b)
Vi-v = 0 on 2y (6.3.5¢)

and VY is the solution of the equilibrium problem (6.3.1), with (6.3.1a) re-
placed by

0

N AVY = eV —C(z) in 0. (6.3.1a")

6.3.4 Linearized transient bipolar case (close to equilibrium)

In this subsection we introduce a transient case, which is the time-dependent
counterpart of the bipolar model discussed in Subsection 6.3.2. It will serve
as the background for the formulation of inverse doping problems related to
transient current flow measurements.

As in Subsection 6.3.2, we begin the discussion by introducing the tran-
sient voltage-current map. For an applied time dependent voltage U (z,t), the
transient V-C map is given by
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Sy L2([0,T); H3/2(002p)) — L*(0,T)

Ul 1) o /F () + Ty ()] - v ds.

(6.3.6)

Here (V,n,p) is the solution of (6.2.1), (6.2.2), (6.2.3) for an applied voltage
U .5 This operator models practical experiments where time dependent voltage-
current data are available. In [BEMO02] it is shown that the nonlinear operator
2t ¢ is well defined, continuous and Fréchet differentiable. In the sequel we
derive the Gateaux derivative of X} ¢ in equilibrium.

As in the stationary cases, we shall consider the transient drift diffusion
equations under the thermal equilibrium assumption. One immediately ob-
serves that, for zero applied voltage U(-,t) = 0, the solution (V° n° p°) of
(6.2.1), (6.2.2), (6.2.3) is constant in time, being the counterpart (in the n,
p variables) of the solution triplet (V9 1,1) in the Slotboom variables (see
(6.2.5)).

Here again, we assume Al), A2) of Subsection 6.3.2. Then, arguing as in
Subsection 6.3.1, it follows that the Gateaux derivative of the transient V-C
map X; ¢ at the point U = 0 in the direction h(-,t) € L2([0,T]; H*/?(02p))
is given by

! o(O)h = / [fin (R — AV = 09V,) — pp(py + PV + p°V,)] ds,  (6.3.7)
I

where (V,7,p) solve

NV =n—-p in 2 x (0,7) (6.3.8a)
i = div(p, [V — AVVO — nOVV]) in 2 x (0,T) (6.3.8b)
Oep = div(p, [Vp + pVVO + p°VV]) in 2 x (0,7) (6.3.8¢)

V=nh on d02p x (0,T) (6.3.8d)
n=p=0 on 002p x (0,T) (6.3.8¢)
VV - v=Via-v=Vp-vr=0 on 02y x (0,T). (6.3.8f)

Notice that, unlike the stationary case, the Poisson equation (6.3.8a) and
the continuity equations (6.3.8b), (6.3.8¢) do not decouple.

6.4 Inverse problems for semiconductors

In practical experiments there are different types of measurement techniques,
such as

o Laser beam induced current (LBIC) measurements;

e Capacitance measurements;

5Once more we do not consider equation (6.2.1f).
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o Current flow measurements.

We refer to [F192, FI94, FIR02] for the first type and to [BELMO04,
BEMPO01, BEM02, LMZ05] for the last two types. These measurement tech-
niques are related to different types of data and lead to different inverse prob-
lems for reconstructing the doping profile. They are called the inverse doping
profile problems. In the following subsections we address inverse problems re-
lated to each one of these measurement techniques.

6.4.1 The stationary V-C map

We begin this subsection by verifying that the V-C map X¢, introduced in
Subsection 6.3.2, is well defined in a suitable neighborhood of U = 0.

Lemma 4. [BEMPO1, Proposition 3.1] For each applied voltage U €
B,.(0) ¢ H3?(002p) withr > 0 sufficiently small, the current J-v € HY/2(I)
is uniquely defined. Furthermore, Yo : H3/?(002p) — HY?(IY) is continu-
ous and is continuously differentiable in B,.(0). Moreover, its derivative in the

direction h € H3/2(982p) is given by the operator (0) defined in (6.3.3).

As a matter of fact, we can actually prove that, since (u,?) in (6.3.4)
depend continuously (in H?(£2)?) on the boundary data U € H*/%(952p),
it follows from the boundedness and compactness of the trace operator = :
H?*(2) — HY?(IY) that X/(0) is a bounded and compact operator. The
operator X, (0) in (6.3.3) maps the Dirichlet data for (&, ?) to a weighted
sum of their Neumann data and the related inverse problem can be compared
with the identification problem in electrical impedance tomography (EIT).

Lemma 4 establishes a basic property to consider the inverse problem of
reconstructing the doping profile C' from the V-C map. In the sequel we shall
consider two possible inverse problems for the V-C map.

Current flow measurements through a contact

In the first inverse problem we assume that, for each C', the output is given
by X (0)U; for some Uj. A realistic experiment corresponds to measuring,
for given {Uj}é-vzl, with [|U;|| small, the outputs

{(Xe(0)U; | j=1,...,N}

(recall that X' (0) = (V°,1,1)). In practice, the functions U; are chosen to be
piecewise constant on the contact I} and to vanish on I. From the definition
of X7,(0) we deduce the following abstract formulation of the inverse doping
profile problem for the V-C map:

F(C) =Y, (6.4.1)

where
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1) {U;}, H3/2(002p) are fixed voltage profiles satisfying U;|r, = 0;
2) Parameter: C'=C(z) € L*()=:X;

3) Output: Y = {E’C(O)Uj};\[:l ERYN = );

4) Parameter-to-output map: F: X — ).

The domain of definition of the operator F is

D(F) ¥ {C e L*(0); C,, < C(z) < Chr, ace. in 21},
where C),, and C}; are suitable positive constants.

This approach is motivated by the fact that, in practical applications, the
V-C map can only be defined in a neighborhood of U = 0 (due to hysteresis
effects for large applied voltages). The inverse problem described above corre-
sponds to the problem of identifying the doping profile C' from the linearized
V-C map at U = 0. See the unipolar and bipolar cases in Subsections 6.3.2
and 6.3.3.

The nonlinear parameter-to-output operator F' is well defined and Fréchet
differentiable in its domain of definition D(F'). This assertion follows from
standard regularity results in PDE theory [BELMO04, Propositions 2.2 and 2.3].

Note that the solution of the Poisson equation can be computed a priori.
The remaining problem (coupled system (6.3.4) for (@, 9)) is quite similar to
the problem of EIT (see [Bor02, Isa98]). In this inverse problem the aim is to
identify the conductivity ¢ = ¢(z) in the equation

—div (¢Vu) = f in 2

from measurements of the Dirichlet-to-Neumann map, which maps the applied
voltage u|pp to the electrical flux qu,|ss. The map X7 (0) sends the Dirichlet
data for & and v to the weighted sum of their Neumann data. It can be seen
as the counterpart of EIT for common conducting materials.

Pointwise measurements of the current density

In the sequel, we investigate a different formulation of the same inverse prob-
lem related to the V-C map considered above. Unlike the previous discussion,
we shall assume that the V-C operator maps the Dirichlet data for @ and o
in (6.3.4) to the sum of their Neumann data, i.e.,

Yo H32(00p) — HY?(I)
U (Jo+Jp) vln

where functions V', u, v, J,, J, and U have the same meaning as in Subsec-
tion 6.3.2. We immediately observe that the Gateaux derivative of the V-C
map Y¢ at the point U = 0 in the direction h € H3/2(92p) is given by

Z6(0)h = (pn et — ppe"0,) |1y (6.4.2)
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where (4@, 0) solve system (6.3.4). Notice that, for each voltage profile U, the
V-C map associates a scalar valued function defined on I7. In this case, the
outputs X (0)U; give much more information about the parameter C' than
in the case of current flow measurements.

Again we can derive an abstract formulation of type (6.4.1) for the inverse
doping profile problem for the V-C map with pointwise measurements of the
current density. The only difference to the framework described in the previous
paragraph concerns the definition of the Hilbert space Y, which is now defined
by

3) Output: ¥ = {XL(0)U;}, € L2(I)N = Y.

The domain of definition of the operator F' remains unaltered.
In Section 6.6 we shall consider three numerical implementations concern-
ing inverse doping problems for the V-C map described above, namely:

(i) The stationary linearized unipolar model (close to equilibrium) with cur-
rent flow measurements through a contact;
(ii) The stationary linearized unipolar model (close to equilibrium) with point-
wise measurements of the current density.
(iii) The stationary linearized bipolar model (close to equilibrium) with point-
wise measurements of the current density.

6.4.2 The transient V-C map

In the sequel we shall consider inverse problems for the map X ¢ in (6.3.6). As
already observed in Subsection 6.3.4, this V-C map is well defined, continuous
and Fréchet differentiable, its Gateaux derivative in equilibrium ZAC(O) being
defined by (6.3.7).

As in Subsection 6.4.1 we investigate two possible inverse doping problems
for the linearized transient bipolar case (close to equilibrium,).

Transient current flow measurements through a contact

Here we assume that, for each C, the output corresponds to Xj ~(0)U; for
some prescribed U;(-,t). The experiment corresponds to measuring, for given
{U; (-, 0)};L,, with [|U;]| small in L2([0,T); H3/?(002p)), the (averaged) cur-
rents

{ZLeOU;(.0) | j=1,...,N}.

The profile of the voltages U; is chosen analogously to that of Subsection 6.4.1.
Notice that in a realistic transient experiment, the amplitude of functions
Uj(-,t) may vary with the time, e.g.,

)

' def [ 14+t Jx—z;| <h
Uj(w,t) = { 0, elsewhere
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where Iy = (0,1) x {0} CR? and 0 < 17 < @9 < -+ < xy < 1 and h is small

enough (compare with Subsection 6.6.1). AU: Reference to
The inverse doping profile problem for the V-C map X} -(0) can be for- Subsection 6.6.1
mulated in the abstract form (6.4.1), where here OK?

1) {U;(-,t) ;\721 C L2([0,T]; H3/?(82p)) are fixed voltage profiles satisfying
Uj('vt)h_'l =0,¢>0;

2;) Parameter: C =C(z) € L*(2)=: X;

31) Output: Y = {5 o(0)U;}]_, € L2(0, )" = ¥;

4;) Parameter-to-output map: F: X — ).

The domain of definition of the operator F' is

D(F) ¥ {C € L®(Q); C,, < C(z) < Ciy, ace. in 2},
where C,,, and C); are suitable positive constants.

From our knowledge about the operator Xj ~(0) we conclude that the
parameter-to-output operator F' is well defined and continuous. Moreover,
for one-dimensional domains (2 it is shown in [BEMO02] that F' is weakly
sequentially closed.

Transient pointwise measurements of the current density

In the previous discussion, we considered X; ¢ to be defined by (6.3.6). Now,
we shall assume that, for every time instant ¢ > 0, current measurements are
available at every point of the segment I'j. This assumption corresponds to
the following definition of the V-C map:

Zic: L2([0,T); H¥?(002p)) — L2([0,T); HY/*(I1)) .
U(t) = (Jn(t) + Jp(0) - vin

where (V, n,p) is the solution of (6.2.1), (6.2.2), (6.2.3) for an applied voltage
U(-,t). We immediately observe that the Gateaux derivative of X} ¢ at the
point U(-,¢) = 0 in the direction h € L2([0,T]; H3/2(0£2p)) is given by

L0 = [ (R — AV = n°V,) = iy (b + BV + 2"Vl 1,

where (V, 7, p) solve (6.3.8).

The inverse doping profile problem for this V-C map can again be writ-
ten in the abstract form F(C) = Y. The corresponding framework is now
described by 1;), 2;), 4;) and

3) Output: Y = { % o(0)U;} ), € L2([0, T} HY/2(I)N = ;

As in the inverse problem of the previous paragraph, the parameter-to-
output map F' is well defined and continuous. If the domain {2 is one dimen-
sional, the results in [BEMO02] can be adapted in a straightforward way and
we can conclude that F' is weakly sequentially closed.
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6.5 Background on inverse problems and level set
methods

In what follows we present some of the tools from the theory of inverse prob-
lems that are needed as background to understand the approach we use here.
These tools include some classical material, for example, singular value de-
composition, regularization and Landweber’s method, which are treated in
Sections 6.5.1, 6.5.2 and 6.5.3, as well as more recent developments such as
the use of level set methods for handling inverse problems. The latter is treated
in Section 6.5.4.

6.5.1 Singular value decomposition

We briefly review singular value decomposition (SVD). This result has a num-
ber of important applications in numerical analysis, inverse problems, and
numerical linear algebra.

Let £(H,K) denote the space of bounded linear operators from H to K,
where H and K are Hilbert spaces. We endow L(H,K) with the uniform
operator topology defined by the norm

T
Tk < sup 1771l .
r£0 |1 flln

Whenever no confusion may arise we shall drop the H, K subscript in ||T'| | k-
We recall the concept of compact operator.

Definition 1. Let H and K be Banach spaces and 7" : ' H — K a linear
operator. T is called compact (or completely continuous) if it maps the unit
ball By, on a pre-compact set, i.e., T(By) has compact closure. The set of
compact operators from H to K is denoted by x(H, K).

It can be easily shown that this definition implies that T" is a bounded
operator. Furthermore, the set of compact operators is closed under limits
in the uniform operator topology of L(H,K). Typical examples of compact
operators are operators of finite-dimensional range. Another important class
of compact operators is given by integral operators. We use the convention
that our complex Hilbert space inner products are linear w.r.t. the first entry
and anti-linear w.r.t. to the second one. The following result is instrumental
in understanding the structure of compact operators.

Theorem 1. Let A € k(H,K), then we can write

A= "0p ([ tn) dn, (6.5.1)
n=1
where 1 € NU {oco} and 01 > 09 > -+ > o0, > 0 ; the sets {¢pp}"_, and
{Yn}"_, are orthonormal sets (not necessarily complete) in K and H, respec-
tively.
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As a direct consequence of SVD we get that the equation Af = g has a
solution f if, and only if,

1. the vector g € ker A*%, and

2. the sum .

1
> Litgl énP
n=1 "

In this case the solution of x will be given by

f= Z ~(g | én)¥

nl

In the finite-dimensional case, the transformation A will be invertible if,
and only if, the dimensions of H and K equal r. In other words, the eigenvalues
of A*A and AA* are all nonzero. The presence of singular values close to zero
indicates that the solution of the problem A f = g will be doomed to numerical
instability. The condition number of a matrix A € C"*™ is the ratio o1 /0,
if r = n, and oo otherwise. See [GV89] for more information on numerical
aspects related to conditioning.

In the infinite-dimensional case, if r = oo then the sequence {o,} must
necessarily converge to zero. This shows the inherent instability of solving
equations of the form Af = g when A is a compact operator in an infinite-
dimensional Hilbert space.

6.5.2 Regularization

A mathematical problem defined in the form of an equation F(u) = g, where
F'is an operator between two Hilbert spaces H and /C, is said to be well posed
(in the sense of Hadamard) if for every g € K the solution u € H exists, is
unique and depends continuously on g.

Let A : H — K be a compact linear operator. We now analyze the question
of solving a linear equation of the form

Af=g.
There are three things that can go wrong;:

1. The equation may not be solvable (i.e., g € Ran(A)).

2. The solution may not be unique (i.e., A is not 1 —1).

3. The solution may not depend continuously on the data (i.e., A=! is not
continuous).

The concept of pseudo-inverse (or generalized inverse) A' is used to handle
cases 1 and 2 above. We define

r

Alg =37 " (glon)bn . g € D(AT),

n=1 "
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where

zxmyg{gex

> i1 6, < oo} |
n=1 "

Note that Afg is the unique solution of Af = g in (ker A)*. To tackle the
problem of discontinuous A~!, one needs to introduce the notion of regular-
1zation.

Let us consider a family of continuous operators T, : L — H such that

li%Tag = Aty , g€ D(AT) . (6.5.2)

Note that if AT is not bounded, then ||T,|| — oo when a | 0. Let us solve
Af = g approximately in the sense that ¢g¢ € K is an approximation to g such
that ||g — g°|| < e. Consider «(e) such that a(e) | 0 and ||T,)||e — 0. Thus,

1Tat)9° = Algll < [1Ta (9° = 9l + I Ta9 — ATgl|
< ||Ta(s)‘|€ + ||Ta(e)g - ATgH — 0.

So, To(e)g° is close to Afg provided ¢¢ is close to g.
The following three techniques are used for the regularization of ill-posed
problems.

e Truncated SVD: )
T, = — (|0 -
m;a Uk( |bx ),

e Tikhonov—Phillips regularization:
T,=(A"A+al) 1A,
which is associated to minimizing the quadratic form
IAf = I +all 12 -
More generally, it is associated to minimizing expressions of the form

|Af = g°II> + eq(f = fo) ,

where ¢ is some penalty function designed to keep f close to a prior fy.
e FKarly stop of an iterative method: Assume that

fk+1 _ kak + Ckge

is an iterative method to solve Af = g with By and C} bounded and
limy,_o f¥ = Afg. For a > 0, let the value of k() be such that k(a) — oo

when o — 0. Then, under suitable conditions on By and C}, we have that
def

Tof = fF) is a regularization of the problem.
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In the case of infinite-dimensional problems for compact operator equa-
tions of the form Af = g, it is natural to analyze how ill posed the problem
is by looking at the rate of convergence of the singular values of A to zero.
Problems for which the rate of decay of o, is not faster than that of a polyno-
mial are considered tractable. Problems for which the decay is exponential or
faster are considered to be severely ill posed. More details on regularization
theory can be found, for example, in [EHN96, EKN89, ES00, TA77].

6.5.3 Landweber—Kaczmarz

We first consider Landweber’s iteration to solve a nonlinear problem of the
form F(vy) = g where F' : D(F) C H — K is a Fréchet differentiable map
between the Hilbert spaces H and K. The iteration is defined by

Vi1 = — F ()" (F(w) — 9) (6.5.3)

where vy € D(F).

Under suitable conditions, the method converges [BL05]. Furthermore, this
iteration is known to generate a regularization method for the inverse prob-
lem if we apply the early stopping technique mentioned above. Landweber’s
iteration has been the subject of intense study both for theoretical as well as
for practical applications. See, for example, [EHN96, ES00, HNS95].

We now describe the Landweber—Kaczmarz method for the doping profile
identification problem of Section 6.6.1. The notation and definitions of the
different operators follow that of Section 6.6.

Parameter space: H < LQ(Q)
Input (fixed): U; € H>?(002p), with Uj|r, =0, 1<j < N;
e Output (data): Y = {A,(U } eK dﬁf L (Fl)]N;
e Parameter to output map: F D( JCH—K
w) e {4, (U},

where the domain of definition of the operator F' is
D(F) € {y € L*(2); 74 = (z) > - >0, ae. in 2} .

Here v_ and v, are appropriate positive constants. We shall denote the noisy
data by Y and assume that the data error is bounded by [|Y —Y?|| < §. Thus,
we are able to represent the inverse doping problem in the form of finding

F(y) = Y°. (6.5.4)

It can be shown that [BEMPO1] if we let the voltages {Uj}é\[:1 be chosen
in the neighborhood of U = 0, then the parameter-to-output map F defined
above is well defined and Fréchet differentiable on D(F'). Thus, the Landweber
iteration [DES98, EHN96, ES00, HNS95] becomes
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Yor1 = W= F() (F(y) - Y%).

One possible variation of the Landweber iteration consists in coupling it
with the Kaczmarz strategy of considering an inner iteration where, at each
step, one takes into account one component of the measurement vector only. A
detailed analysis of the Landweber-Kaczmarz method can be found in [KS02].

In the specific example mentioned above for equation (6.5.4), we consider
the components of the parameter-to-output map: F' = {F; };-\;1, where

Fj 1 L*(2) D D(F) 3 v A, (Uj) € L*(I}) .

Now, setting Yj‘S def F;(v?), 1 < j < N, the Landweber-Kaczmarz iteration
can be written in the form

Yor1 = 70— FrO) (Fu(p) = Y2) (6.5.5)
for k=1,2,..., where we adopted the notation

Fr def Fi Y2 def Yj‘s, whenever k=iN +j, and {Z._O’ L. )
j=1...,N

Notice that each step of the Landweber-Kaczmarz method consists of one
Landweber iterative step with respect to the jth component of the residual
in (6.5.4). These Landweber steps are performed in a cyclic way, using the
components of the residual F;(vy) — Yj‘s, 1 <j < N, one at a time.

In the next section we shall describe how level set methods can be applied
to tackle inverse problems. A comparison between the Landweber-Kaczmarz
method and a level set approach to the doping profile identification problem
was developed in [LMZ05]. The preliminary conclusion obtained therein is
that in general the level set method performed better than its Landweber—
Kaczmarz counterpart.

6.5.4 Level set methods in inverse problems

The level set methodology has established itself as a promising alternative for
the solution of several inverse problems that involve boundaries or obstacles.
The original formulation of level sets, as applied to curve and surface motion,
is due to Osher and Sethian [OS88]. The use of such methods in obstacle
inverse problems is due to Santosa [San95]. Burger [Bur(O1] presented a rig-
orous mathematical treatment for level set methods in inverse problems. See
also [LS03, FSLO5] for a constrained optimization treatment of the method.
In what follows we focus on the application of level set methods in inverse
problems.

Let £2 C R™ be a given set and F : ‘H — K a Fréchet differentiable
operator. The problem consists of finding D C int({2) in the equation

F(u) =y, (6.5.6)
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where

Uext, T € 2\ D~

We now consider the boundary of the region D in {2 as described by 0D =
{z € 2|¢(x) = 0}. The function ¢ shall be referred to as the level set function.
The level set function evolves according to a parameter ¢ in such a way that

w— {uim,mED

aDtdéf{xEQ\¢t(x):0}—>DastHoo.
There are several possible dynamics for the evolution of ¢; with ¢. See [BLO05]
for discussion and motivation, as well as [Bur01, LS03]. One possibility is to
use the dynamics introduced in [LS03, FSLO5]. According to this approach,
one represents a zero level set by an H!-function ¢ : 2 — R, in such a way
that ¢(z) > 0 if y(2) = uext and ¢(x) < 0 if y(z) = uine. Starting from some
initial guess ¢o € H'(§2), one solves the Hamilton—Jacobi equation
¢

5 TVVe=0, (6.5.7)

where V = |VV¢TQ and the velocity v solves

a(A - T = 2B [F ) (Fx(®) - V) — oV gh) | in 2
9v =0, 0n 0
(6.5.8)

Here, a > 0 is a regularization parameter and x = x(z,t) is the projection of
the level set function ¢(z,t) defined by

dae exts f )
x(a. 1) = P(o(x, 1) {me, i ﬁéiii Zo-

The above dynamics leads, for the problem under consideration, to the
following algorithm.

Algorithm:

1. Evaluate the residual rj, < F(P(¢r)) — YO,

2. Evaluate vy = F'(P(¢r))*(re);
3. Evaluate wy € H'({2), satisfying

ol = Aywg = —P'(¢) oy + AP ()Y - (%) in 0

v

o |y

4. Update the level set function ¢py1 = ¢ + é Vg -

In practical implementations, instead of P, we use a smooth version P-.
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6.6 Some numerical experiments

In this section we apply numerical methods to solve inverse doping profile
problems related to the V-C map. In the first two subsections, we address the
linearized unipolar case (close to equilibrium). In Subsection 6.6.1 pointwise
measurements of the current density are considered, and in Subsection 6.6.2
current flow measurements through a contact are used as data. In the last
subsection we present some numerical results for the linearized bipolar case
(close to equilibrium).

6.6.1 Stationary linearized unipolar model: pointwise
measurements of the current density

In this specific model, due to the assumptions p = 0 and @ = 0, the Poisson
equation and the continuity equation for the electron density decouple. There-
fore, we have to identify C' = C(z) from measurements of the current density
pne¥%i0, |1y, where (VO 4) solve, for each applied voltage U, the system

A2AVO =V’ — C(z) in 2 div (uneVOVﬁ) =0 in 2
VO = Wi(z) on 0f2p @ = U(x) on 0£2p
VVO.v =0 on 082y Vi-v=20 on 02y .

Notice that we split the problem in two parts: First we define the function

() = unevo(z), x € §2, and solve the parameter identification problem

div(vVa) =0 in 2
@ =U(z) on 2p (6.6.1)
Vi-v=20 on 2y,

for v from measurements of i, |, . The second step consists in the determi-
nation of C' in

Cz) = py'v(@) = A Alln gy, 'y (2)), z€ Q.

The evaluation of C' from - is a mildly ill-posed problem and can be explicitly
performed in a routine way. We shall focus on the problem of identifying the
function parameter « in (6.6.1). Therefore, the inverse doping profile problem
in the linearized unipolar model for pointwise measurements of the current
density reduces to the identification of the parameter  in (6.6.1) from mea-
surements of the Dirichlet-to-Neumann (DtN) map

A, H32(002p) — HY?(I).
U vyl -

If we take into account the restrictions imposed by the practical experi-
ments described in Subsection 6.4.1, it follows that:
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(i) The voltage profiles U € H3/?(02p) must satisfy U|r, = 0;
(ii) The identification of 4 has to be performed from a finite number of
measurements, i.e., from the data

(U, A U) )L, € [HY2(052p) x HV2(Iy)] ™. (6.6.2)

For the concrete numerical tests presented in this chapter, we apply an
iterative method of level set type to solve problem (6.4.1) See [LMZ05] for
details. The domain 2 C R? is the unit square, and the boundary parts are
defined as follows:

nE {(@1); 20,0}, I € {(@,0); z€(0,1)},

02y = {(0.y); ye (0,1)} U{(Ly): ye (0,1)}.

The fixed inputs U; are chosen to be piecewise constant functions supported

inF()Z
def [1,|lx—a;| <h
Uj(z) = {0, Llse 4 ’

where the points z; are equally spaced in the interval (0,1). The doping
profiles to be reconstructed are shown in Figure 6.1. In these pictures, as well
as in the forthcoming ones, I is the lower left edge and Ij is the top right
edge (the origin corresponds to the upper right corner).

For the experiments concerning pointwise measurements of the current
density, we assume that only one measurement is available, i.e., N = 1 in
(6.6.2).

The first numerical experiment is shown in Figure 6.2. Here exact data is
used for the reconstruction of the p-n junction in Figure 6.1 (b). The pictures
correspond to plots of the iteration error after 5, 10 and 100 steps of the level
set method.

Exact Coefficient

.200e+01
1916401
.182¢401
173e+01
164401
.155¢401
145¢+01
1366401
127¢401
118e+01
109¢+01
.100e+01

(a) (b)

Fig. 6.1. Pictures (a) and (b) show the two different doping profiles to be recon-
structed in the numerical experiments.
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The second experiment (see Figure 6.3) concerns the reconstruction of the
p-n junction in Figure 6.1 (a). In this experiment the data is contaminated
with 10% random noise. The pictures correspond to plots of the iteration error
after 10, 100 and 400 steps of the level set method.

6.6.2 Stationary linearized unipolar model: current flow
measurements through a contact

In what follows we consider the same unipolar model as in Subsection 6.6.1.
Again we shall focus on the identification problem related to (6.6.1). However,
the coefficient v has to be identified from measurements of the current flow
through the contact I7, i.e., from

/ Y, ds ,
I

where 7 solves (6.6.1) for prescribed inputs U € H3/2(012p).

An immediate remark is that the amount of available data is much larger
for pointwise measurements of the current density than for flow measure-
ments through a contact. Notice that the inverse doping profile problem in
the linearized unipolar model for measurements of the current flow through
the contact Iy reduces to the identification of the parameter 7 in (6.6.1) from
measurements of the (averaged) DtN map

A, H32(002p) — R
Uw— fFlfyﬂl, ds.

As in the previous subsection, we take into account the restrictions im-
posed by practical experiments, which lead to the following assumptions:

(i) The voltage profile U € H3/2(92p) must satisfy U|r, = 0;

(ii) The identification of 4 has to be performed from a finite number of
measurements, i.e., from the data

(U, LU}, € [HY(02p) x R] ™. (6.6.3)

The subsequent numerical tests were performed using the same iterative
method of level set type as in the previous subsection. The domain 2 C R?
as well as the boundary parts Iy, I'y and 0f2y are defined as before.

For the experiments concerning current flow measurements through the
contact I, we assume that several measurements are available, i.e., N > 1
in (6.6.3).

The first numerical experiment is shown in Figure 6.4. Here exact data is
used for the reconstruction of the p-n junction in Figure 6.1 (a). The picture
on the left-hand side shows the error for the initial guess of the iterative
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Fig. 6.2. First experiment for the unipolar model with pointwise measurements of
the current density: Reconstruction of the p-n junction in Figure 6.1 (b). Evolution
of the iteration error for exact data and one measurement of the DtN map A, (i.e.,
N =11in (6.6.2)).
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Fig. 6.3. Second experiment for the unipolar model with pointwise measurements
of the current density: Reconstruction of the p-n junction in Figure 6.1 (a). Only one
measurement of the DtN map A, is available (i.e., N = 1 in (6.6.2)). Evolution of
the iteration error for the level set method and data contaminated with 10% random
noise.
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method.” The other two pictures correspond to plots of the iteration error
after 50 and 250 steps of the level set method respectively.

The second experiment (see Figure 6.5) concerns the reconstruction of the
p-n junction in Figure 6.1 (b). The available data is contaminated with 1%
random noise. The pictures correspond to plots of the iteration error after
100, 2000 and 3000 steps of the level set method.

6.6.3 Stationary linearized bipolar model: pointwise measurements
of the current density

We now consider the bipolar model introduced in Subsection 6.3.2. As in
the unipolar model, it follows from the assumption Q = 0 that the Poisson
equation (6.3.1a) and the continuity equations (6.3.4a), (6.3.4b) decouple. The
inverse doping profile problem corresponds to the identification of C' = C(x)
from pointwise measurements of the total current density J = J,, +.J,,, namely

(Mnevbi'&u - /‘pe_Vbi@V)‘IH .

Compare with the Gateaux derivative of the V-C map Y¢ at the point U = 0
in (6.3.3). Here (V°, 4, 9) solve, for each applied voltage U, the system (6.3.1),
(6.3.4) (with h substituted by U).

As in the unipolar case, we can split the inverse problem in two parts:

First we define the function () ef ¢V’®@ 2 € 2, and solve the parameter
identification problem

div (u,yVa) =0 in 2 div (ppyy~1V9) =0 in 2
@ =-U(x) on 02p 0 =U(z) on 02p
Viu-v=0 on O0f2n Vio-v=20 on 02N
(6.6.4)

for 7, from measurements of (p, Y0, — 1y~ 0,)| . The second step consists
in the determination of C' in

Cz) = y(x) =7 (x) = A A(lny(z)), = € 2.

Analogously to the unipolar case, the evaluation of C from ~ can be per-
formed in a stable way. Therefore, we shall focus on the problem of iden-
tifying the function parameter 7 in (6.6.4). Notice that the inverse doping
profile problem in the linearized bipolar model for pointwise measurements of
the current density reduces to the identification of the parameter v in (6.6.4)
from measurements of the DtN map

@, H3%(0Qp) — HY*(I1).
U~ (nyi — pipy ™ 00)| 1y -

“In all numerical experiments presented in this chapter we used the same initial
guess for the iterative methods. We observed that the choice of the initial guess does
not significantly influence the overall performance of the iterative method.
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Fig. 6.4. First experiment for the unipolar model with current flow measurements
through the contact I'1: Reconstruction of the p-n junction in Figure 6.1 (a). Three
measurements of the DtN map /L are used in the reconstruction (i.e., N = 3 in
(6.6.3)). Evolution of the iteration error for exact data.
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Fig. 6.5. Second experiment for the unipolar model with current flow measurements
through the contact I'i: Reconstruction of the p-n junction in Figure 6.1 (b). The
data consists of 25 measurements of the DtN map A, (i.e., N = 25 in (6.6.3)). Plots
of the iteration error after 100, 2000 and 3000 steps. Data with 1% random noise.
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As before, we take into account the restrictions imposed by the practical
experiments:

(i) The voltage profiles U € H/?(02p) must satisfy U|r, = 0;

(ii) The identification of « has to be performed from a finite number of
measurements, i.e., from the data

(U, @, (U)}IL, € [HY2(052p) x H'T2(I)] Y. (6.6.5)

In Figure 6.6 we present a numerical experiment for the bipolar model
with pointwise measurements of the current density. Here exact data is used
for the reconstruction of the p-n junction in Figure 6.1 (b). The pictures show
plots of the iteration error after 1, 10 and 100 steps of the level set method
respectively.

6.6.4 Remarks and conclusions

The best numerical results are obtained for the experiments concerning the
linearized unipolar case with pointwise measurements of the current density.
In this model, a single measurement of the DtN map A,, iie., N = 1 in
(6.6.2), contains enough information about the structure of the doping profile
and suffices to obtain a very precise reconstruction of the p-n junction. This
is the case even for highly oscillating p-n junctions as shown in Figure 6.2 and
also in the presence of noise (see Figure 6.3). We observed that the iteration is
extremely robust with respect to the choice of the initial guess and also with
respect to high levels of noise.

Concerning the linearized unipolar model with current flow measurements
through the contact I, our experiments show that the (averaged) DtN map
/T7 furnishes much less information about the solution structure than the map
A,. Depending on the complexity of the p-n junction, more measurements of
/T’y may be needed in order to obtain an acceptable reconstruction. The ex-
periments show that a single measurement (N = 1 in (6.6.3)) is not enough
to identify the doping profile in Figure 6.1 (a). Moreover, although three
measurements have shown to be enough to reconstruct this p-n junction (see
Figure 6.4), this is not the case for the p-n junction in Figure 6.1 (b). For this
second and more complex junction, we first obtained more accurate recon-
structions with N = 19 in (6.6.3). The quality of the reconstruction obtained
for N = 25 is already very high (see Figure 6.5) and does not qualitatively
improve for larger values of N (we experimented up to N = 49).

Note that the number of iterative steps required by the level set algorithm
to reach the stopping criteria for the inverse problem related to the map A,
is greater than that for the operator A,. This is again explained by the fact
that the range of A, lies in R, while the range of A, lies in H'/2(I7).

Concerning the experiments for the linearized bipolar model with point-
wise measurements of the current density, the quality of the results is compa-
rable to those in Subsection 6.6.1 and, as in that subsection, a single measure-
ment of the operator @, (N = 1in (6.6.5)) suffices to precisely reconstruct the
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Fig. 6.6. Experiment for the bipolar model with pointwise measurements of the
current density: Reconstruction of the p-n junction in Figure 6.1 (b). Evolution of
the iteration error for exact data and one measurement of the DtN map &, (i.e.,
N =1in (6.6.5)).
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p-n junction. We observed, however, that convergence of the iterative method
is more sensitive to the choice of the initial condition than in Subsection 6.6.1.

Appendix

Properties of silicon at room temperature:

Table A.1. Typical values of the main constants in the model.

Parameter Typical value
€s 11.9 ¢
hn, ~ 1500 cm? V™! g7t
p ~ 450 cm? V! g1
Chn 2.8 x 1073 cm/s
Cp 9.9 x 10732 cm®/s
Tn 107%s
Tp 10755

Relevant physical constants:

Permittivity of vacuum: ¢y = 8.85 x 107 As V"' em™;
Elementary charge: ¢ = 1.6 x 107'2As.

Acknowledgments

A L. acknowledges support from the Brazilian National Research Council
CNPq, under project grants 305823/03-5 and 478099/04-5. P.A.M. acknowl-
edges support from the Austrian National Science Foundation FWF through
his Wittgenstein Award 2000. J.P.Z. acknowledges financial support from
CNPq through grants 302161/2003-1 and 474085/2003-1.

References

[APLO5] Astala, K., Paivérinta, L., Lassas, M.: Calderén’s inverse problem for
anisotropic conductivity in the plane. Comm. Partial Differential Equa-
tions 30, 207-224 (2005).



148 A.

[BLO5]

[Bor02]
[BUO2]

[BELM04]

Leitao, P.A. Markowich and J.P. Zubelli

Baumeister, J., Leitdo, A.: Topics in inverse problems. Mathematical
Publications of IMPA. ISBN: 85-244-0224-5 25th Brazilian Mathematics
Colloquium. Rio de Janeiro, Brazil (2005).

Borcea, L.: Electrical impedance tomography. Inverse Problems 18, R99-
R136 (2002).

Bukhgeim, A., Uhlmann, G.: Recovering a potential from partial Cauchy
data. Comm. Partial Differential Equations 27, 653-668 (2002).
Burger, M., Engl, HW., Leitdo, A., Markowich, P.A.: On inverse prob-
lems for semiconductor equations. Milan Journal of Mathematics 72,
273-314 (2004).

[BEMPO1] Burger, M., Engl, HW., Markowich, P.A., Pietra, P.: Identification of

[BEM02]

[BF91]

[BF193]

[Bur01]

[DES98]

[EHNOG6]

[EKN8Y)

[ES00]

[FC92]

[F192]

[F194]

[FIR02]

[FSLO5]

doping profiles in semiconductor devices. Inverse Problems 17, 1765-1795
(2001).

Burger, M., Engl, H-W., Markowich, P.A.: Inverse doping problems for
semiconductor devices. In: Chan, T.F., Huang, Y., Tang, T., Xu, J.A,
Ying, L.A. (eds) Recent Progress in Computational and Applied PDEs.
Kluwer/Plenum, New York, 39-53 (2002).

Busenberg, S., Fang, W.: Identification of semiconductor contact resis-
tivity. Quart. Appl. Math. 49, 639-649 (1991).

Busenberg, S., Fang, W., Ito, K.: Modeling and analysis of laser-beam-
inducted current images in semiconductors. SIAM J. Appl. Math. 53,
187204 (1993).

Burger, M.: A level set method for inverse problems. Inverse Problems
17, 1327-1355 (2001).

Deuflhard, P., Engl, H.-W., Scherzer, O.: A convergence analysis of it-
erative methods for the solution of nonlinear ill-posed problems under
affinely invariant conditions. Inverse Problems 14, 1081-1106 (1998).
Engl, HW., Hanke, M., Neubauer, A.: Regularization of Inverse Prob-
lems. Kluwer Academic Publishers, Dordrecht (1996).

Engl, HW., Kunisch, K., Neubauer, A.: Convergence rates for Tikhonov
regularization of nonlinear ill-posed problems. Inverse Problems 5, 523—
540 (1989).

Engl, H-W., Scherzer, O.: Convergence rates results for iterative meth-
ods for solving nonlinear ill-posed problems. In: Colton, D., Engl, H.W.,
Louis, A.K., McLaughlin, J.R., Rundell, W. (eds), Surveys on Solution
Methods for Inverse Problems. Springer, Vienna, 7-34 (2000).

Fang, W., Cumberbatch, E.: Inverse problems for metal oxide semicon-
ductor field-effect transistor contact resistivity. SIAM J. Appl. Math. 52,
699-709 (1992).

Fang, W., Ito, K.: Identifiability of semiconductor defects from LBIC
images. SIAM J. Appl. Math. 52, 1611-1626 (1992).

Fang, W., Ito, K.: Reconstruction of semiconductor doping profile from
laser-beam-induced current image. STAM J. Appl. Math. 54, 10671082
(1994).

Fang, W., Ito, K., Redfern, D.A.: Parameter identification for semicon-
ductor diodes by LBIC imaging. STAM J. Appl. Math. 62, 21492174
(2002).

Frithauf, F., Scherzer, O., Leitdo, A.: Analysis of regularization methods
for the solution of ill-posed problems involving discontinuous operators.
SIAM J Numerical Analysis 43, 767786 (2005).



[Gaj8s]

[GV89)]
[Gri8s5]

[HNS95]

[Isa98]

[KS02]

[LS03]

[LMZ05)

[Mar86]
[MRS90]
[Nac96]

[0S88]

[San95]

[Sch91]

[Sel84]
[TA77)

[VRo50]

6 Inverse problems for semiconductors: models and methods 149

Gajewski, H.: On existence, uniqueness and asymptotic behavior of so-
lutions of the basic equations for carrier transport in semiconductors. Z.
Angew. Math. Mech. 65, 101-108 (1985).

Golub, G.H., Van Loan, C.F.: Matrix Computations (Second ed.) Johns
Hopkins University Press, Baltimore, MD (1989).

Grisvard, P.: Elliptic Problems in Nonsmooth Domains. Pittman Pub-
lishing, London (1985).

Hanke, M., Neubauer, A., Scherzer, O.: A convergence analysis of the
Landweber iteration for nonlinear ill-posed problems. Numer. Math. 72,
21-37 (1995).

Isakov, V.: Inverse problems for partial differential equations. Applied
Mathematical Sciences, Springer, New York (1998).

Kowar, R., Scherzer, O.: Convergence analysis of a Landweber—Kaczmarz
method for solving nonlinear ill-posed problems. In: Kabanikhin, S.I.,
Romanov, V.G. (eds), Ill-Posed and Inverse Problems. VSP, Boston, 253~
270 (2002).

Leitao, A., Scherzer, O.: On the relation between constraint regulariza-
tion, level sets, and shape optimization. Inverse Problems 19, L1-L11
(2003).

Leitao, A., Markowich, P.A., Zubelli, J.P.: On inverse doping profile prob-
lems for the stationary voltage-current map. Inverse Problems, 22, no.
3, 1071-1088 (2006).

Markowich, P.A.: The Stationary Semiconductor Device Equations.
Springer, Vienna (1986).

Markowich, P.A., Ringhofer, C.A., Schmeiser, C.: Semiconductor Equa-
tions. Springer, Vienna (1990).

Nachman, A.L.: Global uniqueness for a two-dimensional inverse bound-
ary value problem. Ann. of Math. 143, 71-96 (1996).

Osher, S., Sethian, J.: Fronts propagation with curvature dependent
speed: Algorithms based on Hamilton—Jacobi formulation. J. of Com-
putational Physics., 56, 12-49 (1988).

Santosa, F.: A level-set approach for inverse problems involving obstacles,
ESAIM Contréle Optim. Cale. Var., 1, 17-33 (1995/96).

Scherzer, O.: Tikhonov regularization of nonlinear ill-posed problems
with applications to parameter identification in partial differential equa-
tions. PhD Thesis Johannes-Kepler-Universitat, Linz (1991).
Selberherr, S.: Analysis and Simulation of Semiconductor Devices.
Springer, New York (1984).

Tikhonov, A.N., Arsenin, V.Y.: Solutions of Ill-posed Problems. John
Wiley & Sons, New York (1977).

van Roosbroeck, W.R.: Theory of flow of electrons and holes in germa-
nium and other semiconductors. Bell Syst. Tech. J. 29, 560-607 (1950).



7

Deterministic kinetic solvers for charged
particle transport in semiconductor devices

M.J. Céceres,' J.A. Carrillo,? .M. Gamba,? A. Majorana* and C.-W. Shu®

! Departamento de Matematica Aplicada, Universidad de Granada, 18071

Granada, Spain. caceresg@ugr.es

2 ICREA (Institucié Catalana de Recerca i Estudis Avancats) and Departament
de Matematiques, Universitat Autonoma de Barcelona, E-08193 Bellaterra,
Spain. carrillo@mat.uab.es

3 Department of Mathematics and ICES, The University of Texas at Austin, USA

gamba@math.utexas.edu

Dipartimento di Matematica e Informatica, Universita di Catania, Catania, Italy

majorana@dmi.unict.it

5 Division of Applied Mathematics, Brown University, Providence, RI 02912, USA
shu@dam.brown.edu

Keywords: Weighted essentially non-oscillatory (WENO) schemes; Boltz-
mann transport equation (BTE); semiconductor device simulation; metal
semiconductor field effect transistor (MESFET); metal oxide semiconductor
field effect transistor (MOSFET); direct simulation Monte Carlo (DSMC).

7.1 Introduction

Statistical models [F91, L00, MRS90, To93] are used to describe electron
transport in semiconductors at a mesoscopic level. The basic model is given
by the Boltzmann transport equation (BTE) for semiconductors in the semi-
classical approximation:

O L Vke Vaf ~ B Vif = Q). (7.1.1)
where f represents the electron probability density function (pdf) in phase
space k at the physical location x and time ¢. & and ¢ are physical constants;
the Planck constant divided by 27 and the positive electric charge, respec-
tively. The energy-band function € is given by the Kane non-parabolic band
model, which is a non-negative continuous function of the form

c(k) = ! "k (7.1.2)

T+ J1+2— kP
m
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where m* is the effective mass and « is the non-parabolicity factor. In this
way we observe that setting o = 0 in Equation (7.1.2) the model is reduced
to the widely used parabolic approximation.

The electric field E is self-consistently computed by the Poisson equation:

Vs [en(x) ViV] = < [p(t, %) — Np(x)], (7.1.3)

€y

E=-V,V, (7.1.4)

since we take into account the electrostatics produced by the electrons and
the dopants in the semiconductor. We represent the dielectric constant in a
vacuum by €, and €.(x) labels the relative dielectric function depending on
the material, p(t,x) = [5sf(t,x,k)dk is the electron density, Np(x) is the
doping and V is the electric potential. Equations (7.1.1), (7.1.3), (7.1.4) give
the Boltzmann—Poisson system for electron transport in semiconductors.

The right-hand side of Equation (7.1.1) models the interaction of electrons
with lattice vibrations of the crystal and can be written as

QNExK) = [ 1St x Ko~ SEI) (xR, (715)
where S(k, k') is the transition probability from state k to k’ per unit of time
for each scattering mechanism. Therefore, the collision term Q(f) depends
on the device semiconductor material. For Si-based technology, the scattering
phenomena taken into account are the acoustic phonon and optical non-polar
phonon, while for a GaAs device the scattering mechanisms are impurities, and
the acoustic phonon, non-polar optical phonon and polar optical phonon. Here,
we will just give the expression of some of them relevant to the discussions
below. For instance, the transition probability for randomly placed impurities
reads
Kimp

(k—K]? + 7P

N1Z224 €2N[
Kinzp = T 5r. 9.2 B = . T
A2 heze? everkpTl

where 3 is the inverse of the Debye length, N; and Z ¢ are the impurities
concentration and its charge, respectively, kp is the Boltzmann constant and
Ty, is the lattice temperature. We refer to Table 7.1 for a complete list of the
physical parameters.

The scattering with crystal vibrations in the acoustic mode is taken into
account in the elastic approximation and is given by

Smp) (k k') = 5(e —e),

with

S (k, K') = K, 6(e' —¢),

with
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Table 7.1. Parameters for Si and GaAs.

m electron mass 9.1095- 1073 Kg
mi effective electron mass in Si 0.32 m
mp effective electron mass in the I-valley (GaAs) | 0.067 m
my, effective electron mass in the L-valley (GaAs) | 0.35 m
00 density lattice (Si) 2330 Kg/m®
density lattice (GaAs) 5360 Kg/m?
Vs longitudinal sound speed (Si) 9040 m/s
longitudinal sound speed (GaAs) 5240 m/s
e non-parabolicity factor in Si 0.5eV1!
ar non-parabolicity factor in the I'-valley (GaAs) | 0.611 eV ™"
ar non-parabolicity factor in the L-valley (GaAs) | 0.242 eV ™!
€r relative dielectric constant (Si) 11.7
relative dielectric constant (GaAs) 12.90
€oo relative dielectric constant at optical frequency
(GaAs) 10.92
€ vacuum dielectric constant 8.85419 - 1012 F/m
Z4 acoustic-phonon deformation potential (Si) 9eV
acoustic-phonon deformation potential (GaAs) | 7 eV
DK non-polar optical phonon deformation potential
(Si) 11.4-10'° eV/m
non-polar optical phonon deformation potential
(GaAs) 10!, eV/m
hwnp non-polar optical phonon energy (Si) 0.063 eV
non-polar optical phonon energy (GaAs) 0.032 eV
hwy, polar optical phonon energy (GaAs) 0.032 eV
gor I'-valley bottom energy (GaAs) 0eV
E0L L-valley bottom energy (GaAs) 0.32 eV
ZrL degeneracy from I" to L valleys (GaAs) 4
Zrr degeneracy form L to I" valley (GaAs) 1
ZrL degeneracy from L to L valleys (GaAs) 3
n; intrinsic concentration (GaAs) 1.79-10%, cm™3
Np impurity concentration (GaAs) 10'* cm 3
Ze¢ = ¢| elementary charge 1.6021-107'° C
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=2
kpTy, 52

Kac = oz _o-
472 hp,v2

Polar optical phonon scattering has a transition probability

Gk, K
S(p)(k, k') = Kpi‘k — k’|l npd(e' —e — hwy) + (1 +np)d(e" — e+ hwy)],
with
_ P 11N 1
P 8m2hey \€o € ) P exp(hw,/(kpTL)) — 1’

hwy, the polar optical phonon energy, n, its occupation number and the over-
lapping factor
G(k,X') = [ad + cc cos(k, k)],

14+ ae , 14+ ag
a=1/—F, o =\ ———,
142ae 14 2a¢
. ae o ag’
- Vi1+42ae’ “Vit2aer

Before we describe the last scattering, non-polar optical phonon, we recall
the band structure of the GaAs material. On the lowest energy conduction
band, the most important information comes from the absolute and local
minima since they typically concentrate most of the electrons. These minima
are called valleys and we will consider them as different populations in our
model. In GaAs the most interesting part of the valley structure is given by
an absolute minimum at the center of the Brillouin zone called the I'-valley
and four local minima through the crystal orientation called the L-valleys
which are considered equivalent [To93]. In this way, the transport of electrons
in each valley is studied by a linear Boltzmann equation (7.1.1). Therefore,
for a GaAs device the Boltzmann—Poisson system (7.1.1), (7.1.3), (7.1.4) is
augmented since we need to use two Boltzmann equations, one for each valley.
The Poisson equation couples both kinetic equations since the total density
of electrons consists in a suitable average of the density of electrons in each
valley. Moreover, electrons can jump to different valleys; this fact is reflected in
the collision term @) by means of the inter-valley scattering mechanism. Non-
polar optical phonon scattering is considered in the inelastic approximation,
both intra- and inter-valley, and thus, we consider emission and absorption of
phonons of energy fuw,, (A, B denote either different or equal valleys):

with

SN (ka,kp) = Knp [nnpd(ep—ea — hw) + (14 nnp)d(ep— €4 + hwy,)]

with
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e 8772,00wnp’ e eXP(hwnp/(kBTL)) -1

hwyh, = hwnp + Aap, hw,,, = hwnp — Aap.

The occupation number n,,, is given by the equilibrium Bose-Einstein distri-
bution. GaAs solid-state properties imply that non-polar optical phonon scat-
tering contributes to the inter-valley scattering but only to the intra-valley
scattering for the L-valley. Aap = €94 — €op is the energy gap between the
minima of the two valleys.

In order to develop a competitive numerical scheme the equations are
simplified by changing variables to suitable energy-type variables in which
the scattering operators become either simple evaluations or linear integral
operators with singular kernels. This change of variables was introduced first
in [FO93] in the parabolic band approximation and in [MPO01] for general
dispersion relations for the energy formula (7.1.2). This change of variables
and a suitable adimensionalization were performed for Si and GaAs devices
[CGMS03-2, CCMO6].

The main numerical tools to simulate the Boltzmann—Poisson system for
semiconductor devices have practically been based on the direct simulation
Monte Carlo (DSMC) method. Since the dimension of the Boltzmann-Poisson
system is 7, numerical simulations are heavily costly. To overcome this prob-
lem several approximated systems and corresponding deterministic numerical
methods have been proposed in the literature: spherical harmonics approxi-
mation, hydrodynamic models, diffusion limits leading to drift-diffusion equa-
tions, Child—Langmuir asymptotics, and others. The literature of the differ-
ent approximation systems is considerably large, therefore we just refer to
[AHO02, AMRO03, BDMS01, CC95, D04, JS94, MRS90, Sel84] and the refer-
ences therein. We do not claim that the list is at all exhaustive.

The earliest work in the direct deterministic simulation of Boltzmann—
Poisson systems started with particle methods in [DDM90]. We also mention
the works of C. Ringhofer, see [R00, R03] and the references therein; he has
proposed a general approach by means of series expansion in momentum vec-
tors to solve the stationary and time dependent BTE. This strategy leads to
a hyperbolic system for the coefficients of the expansion that depend both
on time and position. Moreover, the proposed scheme can deal with regimes
close to drift-diffusion equations in a natural way. Recent developments are
the subject of [JPMRBO6].

Starting in [CGJS00, CGSO00], direct finite difference methods based
on high-order WENO (weighted essentially non-oscillatory) approximations
were used to compute the advection part of the transport equation for the
one-dimensional (1D) relaxation-time kinetic system for semiconductors. In
[CGS00] the considered model distinguishes the materials only with some
representative parameters: mobility, mass and relaxation time. The collision
operator (relaxation) does not take into account the different scattering mech-
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anisms concerning the material of the device. However, the simplicity of
this operator allows us to validate the use of a WENO scheme to simulate
the spatial and velocity derivatives of the equation. Later, using the change
of variables cited above [MPO1] the real collision operators were analyzed,
considering all possible scattering mechanisms in Si [CGMS02, CGMS03-2]
and GaAs [CCMO06], and thus even extended to 2D spatial semiconductors
[CGMS03-3, CGMS06].

Recently, these developments have been coupled to alternative ideas pro-
ducing other deterministic solvers which are applied to different semiconduc-
tor materials. A brief introduction to these schemes is given in Section 7.5.
Here, we wish to cite the recent and relevant papers of a research group in
Graz. In [AS05, AS05-2, DS04, DGS05, ES05, GS05, GM06, GS06] the nu-
merical technique is used to solve the Boltzmann—Poisson system in 1D or 2D
cases for semiconductor devices based on Si, GaAs or AlGaN/GaN material.
Moreover, they also consider [ASK04, GS04, GSb05] a model consisting of a
couple of kinetic equations: one for the free electron and the other for the
phonons, which are no longer constant. This model must be considered when
hot phonon phenomena occur. The book by M. Galler [Ga05] furnishes both
an introduction to semiconductor physics and a complete description of these
numerical schemes; many examples of applications are also given.

We discuss in Section 7.2 the 1D case analyzing the results from the re-
laxation case to the full collision operator for GaAs devices. In Section 7.3,
previous results are extended to dimension 2 where new difficulties arise to
implement the boundary conditions. We conclude this section with simula-
tions for double gate MOSFETSs. Section 7.4 is devoted to summarizing the
works developed using alternative ideas in energy and angles variables by
multigroup techniques borrowed from neutron transport numerical schemes.
In Section 7.5, we briefly state the goals achieved in this research and we
comment on possible new directions in this field.

7.2 1D deterministic device simulations

WENO schemes [JS96, Sh98] were used in [CGJS00, CGS00] to simulate the
1D relaxation-time kinetic system for semiconductors. WENO approxima-
tions of the spatial and velocity derivatives were used coupled to the ex-
plicit Runge—Kutta method for time evolution due to the stability of the
WENO approximation of the derivatives. This system is a first approxima-
tion of the Boltzmann—Poisson system for semiconductors; the right-hand side
of the equation is approximated by < (My, (v)p(f) — f), where the relaxation
time 7 is assumed constant and related to standard values of the mobility u

by u = nf* 7 and My, is the Maxwellian associated with this temperature

27T]€BTL —1/2 m*v2
M e - .
TL (’U) < m* ) exp QkBTL
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Therefore, we observe that the particularities of the material are reflected
only in the parameters 7 and m*. In [CGS00] the authors analyzed and com-
pared their results with several classical approximations to the Boltzmann-—
Poisson system (hydrodynamics, drift-diffusion systems). The results were also
validated with Monte Carlo (DSMC) results for silicon diodes in [ACGSO01,
CGMS03-1] and a numerical validation for the Child-Langmuir limit for semi-
conductors for Si and GaAs devices was shown in [CCDO02].

Later, in [CGMS03-2] all the scattering mechanisms considered in Si de-
vices were taken into account. The complexity of the collision operator was
overcome by considering the change of variables to suitable energy-type di-
mensionless variables. We write here the Boltzmann—Poisson system after the
change of variables and the dimensionless process for the GaAs case [CCMO06].
Since in this case two valleys have to be taken into account, we use the
subindex A to denote the different valleys: I" and L (for Si we can remove
this index) and denote with ~ the dimensionless variables and parameters.
Equation (7.1.1) is written as

0Py 0

T Tos P

(a3 ®a) + 57— (a4 ®a) = Q(Pa), A=TL,

(7.2.1)

0 0
Owy a,UA
where & 4 is the new unknown function depending on dimensionless time ¢ > 0,

dimensionless spatial variable z, dimensionless energy w4 and the cosine of
the angle with respect to the field direction p4. The flux coefficients are

na \/2’[1},4(1 +dAwA)
14+2awa

ai' = af(wa,pa) = 1.4

_ V2wa(1+ aawa)

A A
= = — E 7.2.2
ay = ay (wa, pa) Co,A R iA 1+ 26,04 ) ( )
_ 1 — 2
a?:aéA(wAaﬂA):—CQ,AE\/2w a _l:/; on)
A AWA
with
t. kT *
1A= — B*L and co 4 = mf, (7.2.3)
Ly mh mh

where t,, [, and m% are the characteristic time, length and mass respectively.
The Poisson equation (7.1.3) is written as

fe%e] 1
A V(tz) = Cp (cF/ / br(t,z,wr, pr)dur dwp
0o J-1
(7.2.4)

o) 1
+ CL/ / Dr(t,z,wr, pr) dpg, dwy, — ND(Z)>
0o J-1



158 M.J. Céceres, J.A. Carrillo, .M. Gamba, A. Majorana and C.-W. Shu

with ¢, c¢r and c;, defined as

th*l* * ]C T * 3/2 * 3/2
Cp = Tx 75 chFZQWZLF<:F> 7CL:27TZFL<ZLLL) )

€€ B3 % %
(7.2.5)

X X

where Z;, and Zp are the degeneration numbers from the I'-valley to the L-
valley and vice versa. Returning to (7.2.1), we show the dimensionless collision
term Q:

1
Q(Pa)= SA(wA)/ {2 T3 APa(wa, pa)+eanlsalwa, pa, pla)Palwa, pily)
1

+cs5.4 [I;:A('LUAa wa — O‘pvﬂA,ﬂ;\)@j(u}A - O‘P?/L;X)
+ apI5,A(wA7 wy + Qp, LA, ﬂiA)@A(U/A + Qp, :u’i4)i|

+cea2m [@X(MA — Qnp, /‘;1) + anp Da(wa + Onp, UtA)] } dlu’;l

SA(’wA)
Ba*(4qa(wa) + Ba?)

— {47TC3’ASA(IUA) —‘1-471'04’,4

+cs5,a4 [NE),A('U)A; wa + op)sa(wa + ap)
+ ap Ny (wa,wa — ap)sh(wa — a,,)}

+ cp 44w [SA(wA + Qnp) + anp sj(wA — anp)] }@A(wA,uA)

1

+ Zapsa(wa) cr.B 277/ [@f(wa — anp — Apa, i)
—1

+ ClanSE (wA + Qpp — ABA; ,UB)] d,UB
— Zypcr 4w [SE(UJA + anp + Aag)

+ Gnp sH (WA — np + Aup)| Pa(wa, pa),
(7.2.6)

where s4(w4) is the Jacobian of the coordinate transformation up to constants
(the notation ™ means the positive part of the function), Iy 4, I5 4, N5 a
are functions which depend on the integral parts of the collision operator,
ga(w) = 2wa(l + @awa) and c3 4, a4, C5.4, 6,4 and c7 4 are constants
related to the different scatterings. The complexity of this term resides in the
new, compared to Si, scattering mechanisms: impurity, optical polar phonon
and optical non-polar phonon for inter-valleys. For a silicon device the collision
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operator is approximated by simple evaluations in mesh points. In GaAs the
collision operator is more complicated since it involves the functions I4 and I5,
from the impurities and optical phonon scattering, respectively, which present
integrable singularities. This complexity of the collision operator produces a
new numerical difficulty which is solved in [CCMO06] by a suitable numerical
approximation of the gain term.

The numerical scheme used is a conservative finite difference WENO
scheme of fifth order in the transport variables and the evolution in time is
done by a third-order total variance diminishing (TVD) Runge-Kutta method.
For details we refer to [CGMS03-2] where the numerical scheme is explained.
The boundary conditions are basically zero flux on the boundaries in energy
and angle and inflow Maxwellian boundary conditions in space. See Section 7.3
for boundary conditions for the 2D case. The Poisson equation is discretized
and numerically solved by a standard central finite difference scheme. Stability
in time for the resulting scheme is ensured by computing time steps verifying
a Courant—Friedrich-Levy (CFL) condition. The CFL condition may become
severe whenever high field regions appear in the device. Investigations to avoid
this problem are under way.

The main difference, from a numerical point of view, between Si and GaAs
is the complexity of the latter, since two valleys have to be considered. This
fact produces numerical difficulties for the preservation of total charge due
to the inter-valley scattering mechanisms in the homogeneous case and the
singular character of the kernels of the impurities and polar optical phonon
scattering. The presence of two Boltzmann equations for the GaAs case pro-
duces a larger computational cost that can be overcome by a parallelized
implementation [MCMO5], in which the authors compute for the first time
I-V curves for 2D devices by deterministic schemes.

In [CGMS03-2] the numerical scheme is tested for two n™ —n —n™ diodes
of total length 1 pm and 0.25 pm, with 400 nm and 50 nm channels located in
the middle of the device, respectively. Deterministic results are compared with
DSMC and with other classical approximations of the Boltzmann—Poisson
system: drift-diffusion, hydrodynamic and kinetic relaxation models, to deter-
mine how good the approximation of the real collision operator by a relax-
ation model [CGS00] is. Different phonon frequencies are taken into account
in [MMMO04] with comparisons to DSMC commercial solvers.

In [CCMO06] the WENO solver proposed is validated by computing the
electron valley occupancy, velocity and energy of the homogeneous case, the
bulk material, and by comparing the DSMC results. The well-known experi-
mental phenomena of the material is shown [To93]. This was the first step in
analyzing the transport of electrons in n™ —n; —n™ diodes and Gunn oscilla-
tors [CJSW98, MRO5]. Here, n; is the intrinsic concentration of the material
and the GaAs diode has a channel length of 0.25 pum for a total length of 0.55
pm.

As a summary of both works [CGMS03-2, CCMO06], we can point out
that the main contribution has been the derivation of a fully deterministic
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Fig. 7.1. GaAs device. Left: I'-valley distribution. Right: L-valley distribution. Both
in Cartesian coordinates at point z = 0.3996674 pum at time ¢t = 3 ps with 0.75 V
applied bias at room temperature 300 K (z = k3 and y = F+/k? + k3).

solver for the BTE for semiconductors including all the relevant scattering
mechanisms of the considered material. This solver allows us to compute the
noise-free evolution in time of the distribution function at every point of the
device and consequently all the moments of the distribution function, i.e.,
hydrodynamical quantities and the stabilization in time towards a steady
state.

As an example of these simulations, we emphasize here that the steady
state in some points of the channel of the device is far from being a shifted
Maxwellian distribution showing purely kinetic characteristics. Fig. 7.1 shows
the distribution function in Cartesian coordinates for valleys I and L with
0.75 V applied bias at room temperature 300 K at point z = 0.399667 pm
after t = 3 ps. Comparing Si results to GaAs results, the asymmetry in the
distribution function is more relevant in GaAs for the [-valley distribution
than in Si. Discrete points of the simulations were simply joined by lines.

This scheme has been adapted to bipolar p-n junctions [GCG1, GCG2].
Here, we deal again with a system of two kinetic equations for holes and
electrons coupled through the Poisson equation, but we also have new terms
due to recombination and generation of electron-hole pairs.

Let us finally mention that improvements in the WENO methods in order
to reduce its computational cost have been explored by improving the time
discretization [AS05], by better adapting the energy discretization [ARS05]
and by imposing different uniform discretizations in different parts of the
domain [GCG2, AS05-2].

7.3 2D deterministic device simulations

The change of variables and the dimensionless process used in the 1D case
can be extended to the 2D case. The Boltzmann equation (see [CGMS03-3])
is written, in terms of the new unknown &, as

op 0

0 0 0 9] =
5 4 %(algﬁ) + 8—3}(@2@) + %(agsﬁ) + @(GA@) + %(asgﬁ) = Q(P),
(7.3.1)
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where the flux functions a; are given by

1 ps(w)
al( )_£<1+2a’iw)2
11— 42
el )= L/ s
1 2s(w)
te (14 20,w)2

X [Em(t, z,y)p+ Ey(t,z,y)\/1 — p? cos ¢}
7l 14+ 2w
te  s(w)

X |Balty,y) VU= 12 = By (1,2, y)ucos o
Ey(t,z,y) sing 1+ 2a.w

T V1—p2 s(w)

Here, t appears with dimensions in contrast to the previous section, from which
the factor ¢, appears in the flux coefficients. We remove the subindex A since
we consider the Si case for simplicity. For GaAs, the differences, as in the 1D
case, are the presence of other scattering mechanisms and two relevant valleys;
consequently two Boltzmann equations have to be considered. Therefore, the
2D case for GaAs can be also simulated in analogous manner without further
problems. In the 2D case the unknown @ depends on t (time), x, y (space
variables), w (dimensionless energy), p (cosine of the angle with respect to
the z-axis) and ¢ (azimuthal angle).

Results of the 2D case were presented in [CGMS03-3] for metal semicon-
ductor field effect transistor (MESFET) devices and in [MCMO5] considering
a parallelization of the numerical code. This deterministic solver was improved
in [CGMS06] to clarify the implementation of the boundary conditions and
the nature of boundary singularities in the electric field. The improved scheme
was tested with a stochastic DSMC solver. Here we summarize both issues;
see [CGMSO06] for details.

a3(t7xayawa H, ¢) =

CL4(t,iIf,y,W,ﬂ,¢) = 17/142

a5(t,x,y,w,,u, (rb) =

7.3.1 Boundary conditions

We consider semiconductor devices whose boundaries can be separated in four
kinds of regions: gates, contact areas, insulated areas and contact boundary
between the semiconducting and the oxide regions (the last one for the metal
oxide semiconductor field effect transistor (MOSFET) case only).

The boundary conditions associated to the electrostatic potential (i.e.,
solutions of the Poisson equation (7.1.3), (7.1.4)) are prescribed potential
(Dirichlet type conditions) at the source, drain, and gate contacts, and insu-
lating (homogeneous Neumann conditions) on the remainder of the boundary.
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The boundary conditions imposed on the numerical probability density
function (pdf) approximating the solution of the BTE are as follows:

Source and drain contacts: Numerical boundary conditions must approximate
neutral charges. Here we employ a buffer layer of ghost points outside both the
device contact source and drain areas and use conditions (2.1) from [CGMS06].

Under the assumption that highly doped regions n*(x,y) are slowly vary-
ing (i.e., of very small total variation norm), the corresponding small De-
bye length asymptotics yield neutral charges away from the endpoints of the
contact boundary regions. Consequently, the total density p (zero-order mo-
ment) and its variation take asymptotically, in Debye length, the values of
nt(z,y) away from the contact endpoints. This is the well-known limit for
drift-diffusion systems [MRS90], and we observe that this is also the case
for the kinetic problem, provided the kinetic solution satisfies approximately
neutral charge conditions at these contact boundaries.

Gate contacts: The numerical boundary condition yields an estimated incom-
ing mean velocity which represents a transverse electric field effect due to
the gate contacts. These conditions, given in (2.3) from [CGMS06], or (2.4)
for its integrated form, are of Robin (or mixed) type, which are the natural
conditions for a simulation of a gate contact in an oxide region. This form
of boundary conditions follows from classical asymptotics corresponding to
thin shell elliptic- and parabolic-type problems with Dirichlet data in the
thin outer shell domain and a core larger-scale domain. Classical transmission
conditions link the force fields corresponding to both domains, which combine
into a Robin-type condition (mixed-type condition (2.8) from [CGMS06]). The
2D asymptotic boundary condition for the Poisson system linking the oxide
and semiconductor region and yielding a Robin-type condition was rigorously
studied in [Ga93-1, Ga93-2].

Insulating walls or contact boundary between the semiconducting and the oxide
regions: In both of these cases we impose classical elastic specular boundary
reflection conditions for the numerical pdf as in (2.10) from [CGMS06].

7.3.2 Appearance of singularities

It is well known that solutions of the Poisson equation develop singularities in
a bounded domain, with a Lipschitz boundary and a boundary condition that
changes type from Dirichlet to homogeneous Neumann or Robin-type data on
both sides of a conical wedge, with an angle 0 < ¢ < 27, whose vertex is at
the point of data discontinuity. The solution will develop a singularity at the
vertex point depending on the angle . Indeed, for an elliptic problem in a
domain with a data-type change, the solution remains bounded with a radial
behavior of a power less than one if 7/2 < ¢ < 2. Its gradient then becomes
singular (see for instance Grisvard [Gr85] for a survey on boundary value prob-
lems of elliptic partial differential equations (PDEs) in a non-convex domain,
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and Gamba [Ga90], [Ga93-1] for a rigorous study of a drift-diffusion Poisson
system in a MOSFET-type geometry). Therefore, in particular, the electric
potential presents singularities and consequently singularities also appear in
the electric field. Regardless, the deterministic solver presented is high-order
accurate. Consequently, elliptic and parabolic descriptions of the density flow
at the drift-diffusion level maintain the same singular boundary behavior, even
though mobility functions are saturated quantities; that is, they are bounded
functions of the magnitude of the electric field [Ga93-2]. In fact, these con-
ditions have been used for 2D drift-diffusion simulations of MESFET devices
and this singular boundary behavior was obtained [CC95].

We stress that our calculations resolve this singular boundary behavior as
shown in Fig. 7.4 at the boundary points corresponding to the junction of the
doping profile abruptly changing to the oxide regions and gate contacts.

In view of this boundary asymptotic behavior at the macroscopic level
and the numerical results we obtain for the deterministic solutions of the
BTE-Poisson system and its moments, we conjecture in [CGMS06] that the
moments of the particle distribution function f(t,x,k) have the same spatial
asymptotic behavior as the density solution of the drift-diffusion problem at
the boundary points with a discontinuity in the data. In other words, the
collision mechanism preserves the spatial regularity of the pdf as though its
zeroth moment would satisfy the drift-diffusion equations, even though the
numerical evidence indicates that the average of the pdf (i.e., density) will
not evolve according to such a simple macroscopic model.

7.3.3 2D simulation example: double gate MOSFETSs

The WENO-BTE solver is, again, a fifth-order finite difference WENO scheme
coupled with a third-order TVD Runge-Kutta time discretization to solve
(7.3.1), as used in [CGMS06].

The Poisson equations (7.1.3) for the potential V' and the electric field
(7.1.4) are solved by the standard central difference scheme, with the given
Vhias boundary conditions at the source, drain and gate.

A realistic device used by electronic engineers for which the scheme pre-
sented above can be applied is the double-gate (DG) MOSFET. We show
simulations for a DG-MOSFET whose structure is described in Fig. 7.2: two
bands of oxide of thickness 2 nm sandwich a band of Si of 24 nm where elec-
trons transit. Two gates (top and bottom) 50 nm long are considered at 50
nm of the source.

The voltage gate is 1.06 V for both, while the drain applied bias is 1.6 V.
A “V”-shaped doping profile as in [BSF03] was taken into account: the doping
concentration in the center of the channel is 10!® ecm ™3, while at the edges of
the channel it is 5 x 10'® cm ™3, see Fig. 7.3. The acceptors concentration is
1010 cm ™3,



164 M.J. Céceres, J.A. Carrillo, .M. Gamba, A. Majorana and C.-W. Shu

y 50nm 50nm
top gate

24nm
21N0S

drain

bottom gate

150nm

Fig. 7.2. Schematic representation of a DG-MOSFET.

The boundary conditions were described in Subsection 7.3.1. Due to the
symmetry of the device in the y-component, the device can be simulated for
y > 0 only and the results for the other part of the device can be obtained
by symmetry. Electron transport only occurs in the semiconductor Si part of
the device, therefore the BTE is only solved in this area, while the Poisson
equation is solved in the whole device to take into account the presence of the
gates.

As usual the BTE is simulated until the hydrodynamical quantities stabi-
lize on time. In this sense, we consider that numerically the steady state has
been achieved. In Fig. 7.4 we show the density, potential and energy of this
stationary state. We observe two regions of the device with a high concen-
tration of electrons close to the gates. Electrons are accelerated by the gate
voltages and, thus, the energy achieves its maximum value around the end of
the gates, at 100 nm of the source.

7.4 The multigroup-WENO model equations

This numerical technique consists of imposing an ansatz for the solution in
the momentum variables: energy and angles, while keeping the dependence
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Fig. 7.3. Doping profile of the DG-MOSFET.



7 Deterministic kinetic solvers for semiconductors 165
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Fig. 7.4. DG-MOSFET device. Top left: the charge density p (cm™?2); top right: the
electric potential V; bottom: the energy £ (V). Units of x and y are nanometers.

on time and position through the expansion coefficients. Ideas of multigroup
techniques are not far from the general series expansion methods analyzed in
[ROO]. In a first step, assuming that the distribution function depends only on
k through the coordinates w € [0, Wmax], p € [—1,1], we discretize them via

Wit1/2 = 1Aw, =0,1,...,N, Aw = wpax/N,
)L‘Lj+1/2__1+jAl’[’? 07 ) "7M7 A/”':2/Ma

with two suitably chosen integers N and M. Here, wpyax is @ maximum value
for the dimensionless energy, related to the physically studied process, for
which we have to check that @(t, X, wmax, ) is negligible for all ¢, x and p.

In the case of a unique valley, the unknown function @ is approximated by
the finite sum

N M
O(t,x, w, ) zzz 145 (£, %) Mo, (w) Ay, (1) (7.4.1)

containing N x M coefficients n;;(t,x) and where the functions A, (w) and
Ay, (1) can be chosen in different ways. The first possibility is to assume that
Aw; (w) = 0(w; —w) and A\, (1) = 6(p; —p), where § is the Dirac distribution.
Alternatively, they can be defined by

1
A ifwe Wi — y Wy )
A () = § A 1T E [z (7.42)

0, otherwise,
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and the other function analogously. Recently, a modified approximation for
the distribution function has been proposed, introducing a weight function
p(w), such that

N M
@(t, X, w, ;u) ~ p(w) Z Z Nij (t7 X)/\wi (w) )‘Mj (:u) ) (7'4'3)
i=1 j=1

where the function A can be defined as above. The main advantage of intro-
ducing the function p is in taking into account the singularities or the shape of
&. In [GMO6], p(w) = s(w) was assumed; so, apart from a constant factor, ¢/s
is the original distribution function f and the singularity at w = 0 is removed.
The evolution equations for the coefficients n;; are constructed as suggested
by the method of weighted residuals. The ansatz (7.4.1) or (7.4.3) is inserted
into the dimensionless Boltzmann equation and the result is integrated over
the cells
Zij = [wi—1/2, Wig1)2] X [i—1/2, Hjt1/2]-

This procedure yields a set of N x M partial differential equations for the n;;.
Therefore, WENO routines are used to obtain accurate numerical solutions.
The flux through the cells Z;;, corresponding to the integration of the terms of
the free streaming operator containing the partial derivatives with respect to
the variables w and p, is treated by using a simple formula based on the Min-
Mod slope limiter. Details of the full general procedure are given in [Ga05,
GMO6].

This approach for solving the transport equation has some advantages and
disadvantages with respect to the full WENO scheme. The multigroup-WENO
(MW) technique is also simple to use in the case of a non-uniform grid in the
(w, 1) space and the function p(w) may be related to physical expectations
(for instance, the shape or tail of @). Moreover, it is requires less CPU time,
due to the easy treatment of the force term in the Boltzmann equation. The
main disadvantage is the loss of accuracy in the approximation of the force
term. Although the order of error is comparable with those coming from the
approximation of the collision operator, the presence of a strong electric field
enlarges the numerical error. This can be meaningful, as the moments of the
distribution functions are evaluated. In order to show this, we have solved
the simple typical problem of the homogeneous charge transport in a bulk
silicon device having a constant doping profile and a constant applied electric
field. We use the full WENO scheme and the multigroup model based on
Equation (7.4.3). The main thermodynamical quantities are the velocity and
the energy. In Fig. 7.5 (left) we show the electron mean velocity for different
grid sizes. The index 7 of the x-axis corresponds to the values of the integer
N and M (wmax is not changed) according to the following rule:

N=20+ix20 M=8+ix4 (i=1,2,...,6).

Figure 7.5 (right) shows the mean energy results. The value of the electric
field is 30 kV/cm.
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Fig. 7.5. Left: The velocity (cm/s). Right: The energy (eV).

It is evident that there is better accuracy for the WENO scheme than
for the MW method. So, if we require highly accurate solutions, the WENO
approach is preferable, since it needs fewer grid points than the MW method.
We do not have the savings of CPU time of the MW technique in this case,
because we must increase the number of grid points. When we use a coarse
grid, both results are reasonable. In this test we have used a moderate electric
field; if we increase its value, then the differences will be more emphasized.

7.5 Conclusions and future developments

The work developed during the last five years devoted to WENO methods
shows that these methods lead to high-order accurate solutions of the BTE
for different materials and geometries. They actually represent benchmarks
for hydrodynamic or drift-diffusion solvers. However, they present a significant
computational cost that can be reduced by using computer techniques, e.g.,
parallelization and dynamic memory, or by tuning different numerical aspects,
e.g., time discretization, energy discretization, multilevel/multigrid methods,
and multiresolution approaches. Some of them have already been tackled.
We think multiresolution approaches could lead to a tremendous reduction in
computational time and multigrid methods will ease the restriction to uniform
grids. Summarizing, WENO-based methods present two main disadvantages:
a large computational cost mainly due to the CFL condition and the need for
working with uniform (or smooth) spatial grids.

The search for new deterministic numerical methods for the BTE should
continue as we keep in mind the mentioned limitations of WENO-based meth-
ods. Methods allowing us to take larger advection steps, thus avoiding CFL
conditions while maintaining good accuracy represent a good alternative to
WENO methods. Semi-Lagrangian methods coupled to splitting techniques
used for a long time in the simulation of Vlasov-type systems in plasma physics
could be a good alternative [CV06].
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On the other hand, to use non-structured grids is important in 2D real
device simulation since the transport of electrons usually happens in narrow
areas inside the device. Local discontinuous Galerkin methods are an alter-
nate numerical technique in this direction. Recent developments in numerical
and analytical studies for these type of solvers and simulations have been
performed in [GPO0G).
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8.1 Introduction

Methods of mathematical kinetic theory have been recently developed to de-
scribe the collective behavior of large populations of interacting individuals
such that their microscopic state is identified not only by a mechanical vari-
able (typically position and velocity), but also by a biological state (or socio-
biological state) related to their organized, somehow intelligent, behavior. The
interest in this type of mathematical approach is documented in the collection
of surveys edited in [1], in the review papers [2], [3], and in the book [4].

A generalization of the classical Boltzmann equation has been proposed in
[5] showing that it includes, as a particular case, the model of mathematical
kinetic theory [6]. Following [7], the interacting entities are called active par-
ticles, while the variable which describes their state, called the microscopic
state, includes a mechanical state, classically position and velocity, and an
additional variable, called activity, which describes the specific functions of
the particles related to their socio-biological functions. The overall behavior
of the system is delivered by mathematical equations suitable to describe the
evolution of the statistical distribution over the above microscopic state.

This survey is precisely focused on modelling of complex multicellular sys-
tems in biology by a suitable generalization of the mathematical kinetic theory.
This approach was first introduced in [8] with specific reference to the com-
petition between tumor and immune cells. The model has been subsequently
developed by various authors, e.g., [9]-[17]. The content is organized into four
more sections which follow this introduction. Section 8.2 describes a general
mathematical framework which is proposed as a fundamental paradigm to-
wards the modelling of specific biological systems with continuous and discrete
representation of the activity. Section 8.3 deals with the analysis of a specific
model of the competition between immune cells and abnormal cells or parti-
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cle carriers of a pathology. Section 8.4 discusses the derivation of macroscopic
equations from the underlying microscopic description offered by generalized
kinetic theory. Section 8.5 develops a critical analysis addressed to show how
the mathematical framework proposed in this chapter can be further devel-
oped towards relatively more accurate models of complex biological systems,
possibly looking at a proper bio-mathematical theory.

8.2 Mathematical framework

The mathematical framework described in this section is proposed as a con-
ceivable paradigm towards the derivation of specific models of complex bi-
ological systems. Specifically, we consider a large system of interacting cells
organized into n populations labelled by the index 7 = 1,... , n; each popula-
tion is characterized by a different way of organizing their peculiar activities
as well as by the interactions with the other populations.

Modelling by methods of mathematical kinetic theory essentially means
defining the microscopic state of the cells, the distribution function over that
state, and deriving an evolution equation for the distribution. In detail, the
physical variable charged to describe the state of each cell is called the mi-
croscopic state, denoted by: w = {x, v, u}, where x € Dy is the position,
v € D, is the velocity, and u € D, is the biological microscopic state or
actiwity. The space of the variable w is called the space of the microscopic
states.

The description of the overall state of the system is given by the one-cell
generalized distribution function:

fi:fi(taw):fi(tvxav7u)> Z:L , 1, (821)

which is such that f;(t, w) dw denotes the number of cells whose state, at time
t, is in the interval [w, w + dw].

In addition to the above continuous description, we also consider systems
where the activity is a discrete variable: u = {uy,... ,up,... ,ug} with
components uy, where h = 1,... , H. In this case, the statistical distribu-
tion suitable for describing the state of the system is the discrete one-particle
distribution function

f= i, x,v), (8.2.2)

where fih, corresponds to cells of the ith population with state uj, while the
overall state of the system is described by the whole set f; = {f"}Z | of all dis-
tribution functions f!, and the space and velocity variables are still assumed
to be continuous. A generalized kinetic theory for systems with discrete states
has been proposed in [18] and further developed in [19]. Motivations for the
assumptions of discrete states have been given in [18], while further critical
analysis is proposed in the sections which follow.
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The first step towards the derivation of an evolution equation for the above
distribution function consists in the modelling of microscopic interactions be-
tween pairs of cells. Specifically, the following types of binary interactions are
taken into account:

— Conservative interactions, between candidate or test cells and field cells,
which modify the microscopic activity of the interacting cells, but not the size
of the population;

— Proliferating or destructive interactions, between test cells and field cells,
which generate death or birth of test particles;

— Stochastic interactions which modify the velocity of the particles according
to a suitable velocity jump process.

The evolution equation is obtained by equating, in the elementary volume
of the state space, the rate of increase of particles with microscopic state
w to the net flux of particles which attain such a state due to microscopic
interactions. The result of detailed calculations, in the continuous case, is as
follows:

<5t +v- Vx) fi(t,x,v,u)

—VZ/ [ v fi(t,x, v, u) = T(v*,v)f;(t,x,v,u)|dv"

(8.2.3)
+Z771]/ ’LJ (u*a u®; ll)fl (tv X, V, u*)fj (tv X, V, U*) du, du”
DyXDy
—fi (t, X, V, U)Z/ Nij [1 — Mij (u, u*)] fj (t7 X,V, u*) du* ,
j=17Du
while for discrete activity analogous calculations yield
(at + V- vx) fih(ta X, V)
= UZ/ [T(v,v*)fih(t,x, Vi) — T(V*,V)fjh(t,x,v) dv,
j=17Dv
(8.2.4)

n H
- fih(t7x’v>z anjqu(t?X?V)[l - u?jq]fjg(tvxav) )

Jj=1lg=1
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for h=1,...  H. The following definitions also apply.

e The linear transport term has been proposed by various authors to describe
the dynamics of biological organisms modelled by a velocity-jump process,
where v is the turning rate or turning frequency (hence 7 = 1/v is the mean
run time), and T'(v,v*) is the probability kernel for the new velocity v € Dy,
assuming that the previous velocity was v*. This corresponds to the assump-
tion that cells choose any direction with bounded velocity. Specifically, the
set of possible velocities is denoted by Dy, where Dy, C R3, and it is assumed
that Dy is bounded and spherically symmetric (i.e., v € Dy = —v € D).

e The interaction rate between pairs of particles is denoted by n;; and is
assumed to be a constant independent of the activities of the interacting
particles.

o The transition probability density, in the continuous case B;;(u., u*; u), mod-
els the transition probability density of the candidate cell (of the ith popula-
tion) with state u, into the state u of the test particle after the interaction
with the field cell (of the jth population) with state v*. In the discrete case:
BPi(h) = B(uy,uy;u,) models the transition probability density of a can-
didate particle with state u, into the state uy of the test particle after an
interaction with a field particle with state u,. The above-defined transition
density functions have the structure of a probability density with respect to
the variables u and uy, respectively.

e The proliferation rate p;;(u, u*) models, in the continuous case, the prolif-
eration density due to encounters, with rate 7;;, between the test cell (of the
1th population) with state u with the field cell (of the jth population) with
state u*. The analogous term in the discrete case is given by u?jq.

If f; is known, then macroscopic gross variables can be computed, under
suitable integrability properties, as moments weighted by the above distribu-
tion function. For instance, the local size of the ith population is given by

ni(t,x):/D R filt,x,v,u)dvdu. (8.2.5)
V>< u

The local initial size of the ¢ th population, at ¢ = 0, is denoted by n;,
while the local size for all populations is denoted by ng and is given by

no(x) = Znio(x) . (8.2.6)

Marginal densities may refer either to the generalized distribution over the
mechanical state,

f{”(t,x,v):/D filt,x,v,u)du, (8.2.7)

or to the generalized distribution over the socio-biological state,
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fr(t, ) = / filt,x,v,u)dxdv. (8.2.8)
Dy x Dy,

First-order moments provide either linear mechanical macroscopic quan-
tities, or linear socio-biological macroscopic quantities. Focusing on biological
functions, the linear moments related to each jth component of the state u,
related to the ¢th populations, can be called the local activation at the time t
in the position x, and are computed as follows:

Ai; = A fil(t,x) = /D R w; fi(t,x,v,u)dvdu, (8.2.9)

while the local activation density is given by

A y ’l 9
o (8.2.10)

Global quantities are obtained by integrating over space. A different inter-
pretation can be given for each of the above quantities. Large values of A;;
may be due to a large number of cells with relatively small values of the jth
biological function, but also to a small number of cells with relatively large
values of the jth biological function, while A allows us to identify the size of
the mean value of the activation.

Analogous calculations can be developed in the case of discrete activi-
ties. For instance, consider a system constituted by one population only. The
density is given by

H
n X) = hXVV /N
£(t,%) ;Ajuw>d, (8.2.11)

and, focusing on the activity terms, the linear moments related to each hth
component of the state u are called the activation at the time ¢ in the position
x, and are computed as follows:

" =)t x) = [

w, f(t,x,v)dv. (8.2.12)
Dy

The activation density A"[f"] is obtained by dividing a” by the density n
given in (8.2.12).

Finally, we stress that the preceding mathematical structures offer a back-
ground for modelling which cannot, however, cover the whole variety of cellu-
lar phenomena. The sections which follow investigate how far modelling issues
can take advantage of the structures offered in this section.
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8.3 An example of the mathematical model

The first application of the mathematical framework proposed in Section 8.2
deals with the modelling of the competition between immune and progress-
ing cells. Following Greller, Tobin, and Poste [20], the system is assumed to
be constituted by two cellular populations. The microscopic state in the first
population is the progression, which denotes how far cells are from the normal
state. In more detail, u € R, where u < 0 identifies the state of normal cells,
while u > 0 is the state of abnormal cells, where the degree of transformation
from normal increases with increasing progression: growth autonomous, tis-
sue invasive, metastatically competent. The microscopic state in the second
population is the activation, which denotes how far immune cells are active
to contrast the abnormal state. In this case, u € R, where u < 0 identifies
the state of inhibited immune cells, while u > 0 is the state of active cells,
where the degree of ability to contrast abnormal cells increases with increasing
activation.

This system appears to be simpler than those considered in Section 8.2.
Therefore the mathematical structure for modelling reduces to the following:

2
O filt,u) = Z/nijBij(u*7U*§u)fi(tvU*)fj(taU*> du, du*
=1
’ (8.3.1)
2
00X [0t = Ly )
j=1

where, referring to the transition probability density B;; related to conservative
interactions, it is assumed that B;; is a delta function over the most probable
output m;; (us, u*), which depends on the microscopic states u, and u* of the
interacting pairs.

The following specific interactions are modelled by suitable phenomeno-
logical assumptions:

e Interactions between cells of the first population

H.1: The most probable output of conservative interactions is given as follows:
Us,u” €ER: My = uys + oy,

where a7 is a parameter related to the inner tendency of both a normal and
progressing endothelial cell to degenerate and progress.

H.2: The proliferation rate of normal endothelial cells due to encounters with
other endothelial cells is equal to zero. On the other hand, when w, > 0, cells
undergo uncontrolled mitosis stimulated by encounters with nonprogressing
cells u, < 0, which have a feeding ability

pu(u*, U*) = ﬁllU[O,OO) (u*)U(*OOvO) (’LL*) ’
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where (311 is a parameter which characterizes the proliferating ability of tu-
mor cells. Endothelial cells which are used for the proliferation are constantly
replaced by the outer environment. Encounters between progressing cells do
not lead to any proliferation or destruction.

e Interactions between cells of the first with the second population

H.3: The state of cells of the first population, if not progressing, does not
change due to interactions with immune cells. If it is progressing, then its
state does not change if the immune cell is not active.

H.4: The proliferation rate of nonprogressing cells due to encounters with
immune cells is equal to zero. On the other hand, when u, > 0, cells are
partially destroyed due to encounters with active immune cells:

p12(wi, ") = —Br12U[0 00y () Uo,00) (u7)
where (315 is a parameter which characterizes the destructive ability of active

immune cells.

e Interactions between cells of the second with the first population

H.5: Immune cells do not change state due to interactions with nonprogressing
endothelial cells. Moreover, if the cell is inhibited, its state does not change on
interacting with progressing endothelial cells. On the other hand, for positive
values of u*, the most probable output is given as follows:

Uy > 0,u" >0 Moy = Uy — a1,

where a1 is a parameter which indicates the ability of tumor cells to inhibit
immune cells.

H.6: The proliferation rate of inhibited immune cells due to encounters with
cells of the first population is equal to zero. On the other hand, when u* > 0,
cells proliferate due to encounters with progressing cells:

o1 (U, u™) = 621U[07oo)(u*)U[O,oo)(U*) ) p22 =0,

where 21 is a parameter which characterizes the proliferating ability of tumor
cells.

e Interactions between cells of the second population. It is assumed
that this type of interactions does not modify the state of cells.

Substituting these microscopic models into Eq. (8.3.1) yields
O fr(t,u) = na(t)[fr(t,u — a11) = fr(t,u)]

+ fi(t,w) [511”?@) - 512”’24(75)} Uj0,00) (1) ,
(8.3.2)
Ocfo(t,u) = ni () [f2(t, u + a21)Ujg 00) (u + 1)

+ (B21 = 1) fo(t, u)Upg 00y () ],
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where

ny(t) = n¥(t) +ni(t / filt,u du+/ 1t u) (8.3.3)

and

= /000 fa(t,u) du. (8.3.4)

The model is characterized by five phenomenological parameters, where
the a-type parameters are related to mass conservative encounters, while the
[-type parameters are related to proliferating/destructive encounters. All pa-
rameters are positive quantities (eventually equal to zero) small with respect
to unity. In detail:

aq refers to the variation of the progression due to encounters between en-
dothelial cells. It describes the tendency of a normal cell to degenerate and to
increase its progression;

91 corresponds to the ability of tumor cells to inhibit the active immune
cells;

(11 refers to the proliferation rate of tumor cells due to their encounters with
normal endothelial cells;

(12 refers to the ability of immune cells to destroy tumor cells;

(21 corresponds to the proliferation rate of immune cells due to their interac-
tion with progressed cells.

This model takes into account the ability of progressing cells to inhibit
immune cells. When this ability cannot be expressed one has as; = 0, while
the model express a pathology which is relatively less dangerous:

Ofr(t,u) =ny(t)[f1(t,u—a1r) — fi(t u)]
+ f1(t, u)[Bunf (t) — B12nd (£)]Uo,00) (1) , (8.3.5)

ath@? u) = 621”{(t)f2(t7 u)U[O,OO)(u) .

The most dangerous case is when the immune system is totally depressed.
In this case fy = 0, and the model for the continuous growth of progressing
cells is written as

Ofr(t,u) =ni(t)(fi(t,u—a1r) — fi(t,w) + fi(t, w)Biint (£)Ujp o) (1) -
(8.3.6)

A qualitative analysis of the solutions to the initial value problem obtained
by linking suitable initial conditions to the preceding models can be developed
by application of the classical fixed point theorem. The following function
spaces need to be defined:
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e [L;(R) is the Lebesgue space of measurable, real-valued functions which
are integrable on R. The norm is denoted by || - ||1.

o X =L[R)xLi(R) ={f = (fi,f2) : fi € Li(R), fo € L1(R)} is the
Banach space equipped with the norm

A= fa e+ 1 f2 0l (8.3.7)

o X, ={f=(f1,f2) € X: f1 >0, fy>0}is the positive cone of X.

e Y =2C(0,T],X) and Y, = C(]0,T], X}) are the spaces of the functions
continuous on [0, 7] with values, respectively, in a Banach space X and
X, equipped with the norm

I flly= sup [l fI . (8.3.8)
te[0,7]
A detailed analysis is given in Chapter 3 of [4]. Local and global existence
of the solutions to the value problem are stated by the following theorems.

Theorem 1. Let fo € Xi. Then there exists a positive constants T and
ap, such that the initial value problem (8.3.5) has a unique solution f €
C([0,T), X4). The solution f satisfies

f@t) e Xy, tel0,T], (8.3.9)
and
| fll<aoll foll, Ytel0,T]. (8.3.10)

Theorem 2. VT > 0, there exists a unique solution f € C([0,T],X) of
(8.3.5) with the initial data, fo € Xi. The solution satisfies (8.3.9), and
for some constant Cr depending on T and on the initial data,

sup f(t) < Crp. (8.3.11)
t€[0,T]

In general, it is interesting to analyze the influence of the parameters of
the model and of the mathematical problem on the bifurcation separating two
different behaviors:

i) “Blow up” of progressing cells, while the immune cells are inhibited;

ii) Destruction of progressing cells due to the action of the immune system
which remains sufficiently active.

Theorem 3. Consider the initial value problem for Eqs. (8.3.5) and let
A= (1 + ﬁll)nf(O) - ﬁlzng(O) .

Then n3' increases, n¥® decreases with time, and
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o If B12 = 0 then nt increases.

o If B1o # 0, then nT satisfies the following inequality which depends on initial
data:

E\2 B2
nT < exp(\t) <nfo + (nllO) ) - ("110) . (8.3.12)

In particular, if X\ < 0, then the following estimate for nT (co) holds:

E 2
ni (00) < — (nll(’) : (8.3.13)
Proof. The equations satisfied by nT, n4', and n¥ are the following:
0
omi =mny / filt,w)du +n] (Biinf — Prand), (8.3.14)
—o11
0
o = -m() [ At wdu, (8.3.15)
—Q11
and
Oiny = Parning. (8.3.16)

If 315 = 0, then, from (8.3.14)(8.3.16) it follows that n}, n4 increases and
n¥ decreases. Let 312 # 0, then using ny = n¥ +nf and by

0
/ fi(t,u)du < nf, (8.3.17)

—Qi11

we prove the following estimate:
o] < (nf)* +nf ((1+ Bu)nf (0) — Bi2ng'(0)) = (nf(0))* + In] . (8.3.18)

Then, using Gronwall’s lemma yields
ni < exp(lt)ni (0) —
which proves the theorem. O

From a biological point of view, the result of Theorem 3 predicts a trend
to degenerate the normal cells which is not contrasted by immune cells, as
a1z = 0, and abnormal cells cannot inhibit immune cells, as as; = 0. More-
over, a reduction of abnormal cells is expected for specific sets of the S-type
parameters and of the initial conditions.
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Fig. 8.1. Depletion of abnormal cells and activation of immune cells.

Simulations have confirmed and enhanced these results, giving a picture of
the evolution not only of the densities but also of the distribution functions.
Figure 8.1 shows the total depletion of abnormal cells with a growth in number
of immune cells.

Conversely, if the nonconservative parameters and the initial conditions are
chosen in such a way that [ > 0, Theorem 1 gives no information and, from
the computational analysis, we obtain an increase of the state of abnormal
cells, while their density, after an initial growth, is reduced by the competition
with immune cells which are stimulated to grow; see Figures 8.1, 8.2, and 8.3.
Thus, the density of abnormal cells, eventually after a growth stage, is reduced

by the immune cells.
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Fig. 8.2. a1 = 0.1, a21 = 0, and [ > 0: Abnormal cells increase their progression,

but finally are depleted.
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80

Fig. 8.3. a11 = 0.1, @21 = 0, and [ > 0: Immune cells activate to destroy abnormal
cells.

These results, from a biological viewpoint, show that when abnormal cells
are not able to inhibit immune cells, they are asymptotically destroyed. We
have to point out that once the density of abnormal cells reaches a certain
threshold (which may be identified in comparison with suitable experimental
and medical results), the host may not survive.

8.4 Asymptotic limit

One of the relevant issues of mathematical kinetic theory is the derivation
of macroscopic equations from the underlying microscopic description. Refer-
ences to the existing literature in classical kinetic theory are reported in the
surveys [21] and [22].

Analogous problems arise in generalized kinetic theory when applied to
modelling multicellular systems. The above analysis plays an important role
in understanding properties of biological tissues considering that the deriva-
tion of macroscopic equations is generally based on heuristic reasonings and
that different models are often used to describe the same system. Surveys of
different macroscopic models related to cancer modelling are proposed in [23],
[24] as well as in the review paper [2].

The detailed analysis developed in [25] has shown that specific models of
cancer growth [26] can be obtained from the underlying microscopic descrip-
tion under suitable assumptions on cellular interactions. Actually, different
assumptions lead to different equations, This is not contradictory consider-
ing that the properties of biological tissues evolve in time as we have seen in
Section 8.3.
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The analysis developed in what follows aims to show how macroscopic
equations can be derived from kinetic equations and that their structure de-
pends on the ratio between the various interaction rates: mechanical, con-
servative biological, and proliferating/destructutive. Detailed calculations are
proposed, with reference to [27] and [28], for the relatively simpler case of
model (8.2.3), (8.2.4) for one population only. This issue is dealt with simply
so that we can present a methodological approach to be properly developed
with reference to specific models.

Bearing all this in mind, consider Eq. (8.2.4) in the case of one population
only, where, to simplify its structure, we take ppq =y, Vp,gq, and use the

following scaling:
1

— — T —
n=¢e, yp=¢, v=—;
eb

where ¢ is a small parameter that we let tend to zero. In addition, the diffusion
scale time 7 = et will be used so that the following scaled equation is obtained:

1
e fr(t,x,v) + v Vi fl(t,x,v) = 57)z:f;l +ely(fe, o) + " (£, £.)
(8.4.1)
for h=1,...,H, and where
H
(ZZBM VPt x,v) fi(t,x,v) — fhtxvz txv)),
p=1g=1 g=1 h

(8.4.2)

and

H
I(f,f) = ( e xv) Y fq(t,x,v)>h, (8.4.3)
qg=1

for £= (f1, /2., f7).

Theorem 4. Suppose that there exists a bounded wvelocity distribution
M(v) > 0, independent of x and t, such that the detailed balance

T(ve,v)M(v) =T(v,v.)M(v.) (8.4.4)

holds. The flow produced by this equilibrium distribution vanishes, and M is
normalized:

/ vM(v)dv =0, M(v)dv=1. (8.4.5)
v Dy

The kernel T(v,v,) is bounded, and there exists a constant o > 0 such that

T(v,v.)>oM, VY(v,v.)€DyxD,, xcR)t>0. (8.4.6)
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Let fh(t,x,v) be a sequence of solutions to the scaled kinetic equation (8.4.1)
such that f* converges, in the distributional sense, to a function f as e goes
to zero. Furthermore, assume that the moments

e (B ovit ) L), L), b= Lo H
(8.4.7)

converge in Dl(t,x) to the corresponding moments

U (G evt). (GMED)  (BED), R L.,
(8.4.8)

and that all formally small terms vanish. Let now n.(t,x) be the number
density of active particles given by (8.2.11). Then in the limit ¢ — 0, n.(t,x)
converges to n(t,x) in D (t,x), where n(t,x) is the solution of the following:

on(t,x) + Vy - (k(v) @ v - Vyn(t,x)) = (M*)yn?, p=r=1, (8.4.9)
on(t,x) + Ve - (k(v) @ v-Vxn(t,x)) =0, p=1, r>1, (8.4.10)

on(t,x) = (M*yn? p>1, r=1, (8.4.11)
and

on(t,x) =0, p>1, r>1. (8.4.12)

Remark 1. Equation (8.4.9) can be rewritten as a nonlinear diffusion equation
O4n — V- (D - Vyn) = (M?)yn?, p=r=1, (8.4.13)

where the diffusivity tensor is given by

D= —/ v k(v)dv. (8.4.14)

v

Moreover, it can be proved that the tensor D is symmetric and positive definite
(see [27]).

Proof of Theorem 4. The proof of the theorem takes advantage of some prelim-
inary results given in [27], and follows the method of proof of [28]. Specifically,
under the assumptions of Theorem 4, the following properties and equalities
related to the operator £ hold true:

(i) L is a self-adjoint operator with respect to the scalar product in the space

L?(v, dﬁ")
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(if) (£f) =0; and N(L) = vect(M (v)).
(iii) For g € L*(Dy, %), the equation £(f) = g has a unique solution f €
L?(Dy, %) satisfying

/fdv:O if and only if / gdv =0.
Dy, Dy

In particular, the equation £(f) = Mv has a unique solution given by
f(v) = k(v). Then, multiplying Eq. (8.4.1) by P, letting £ go to zero, and
using the moment convergence assumptions yields £f" = 0. This implies that
f" € Ker(£) which consequently can be written

fr=Mw)p", h=1,... H (8.4.15)
Integrating Eq. (8.4.1) over v, and using the fact that (Lf") = 0, yields

v/

e

at<f€h>+vx.< >:<Fh(f€,f5))+sT1<Ih(f5,f€)>, h=1,... H.

(8.4.16)

The limit in (8.4.16) is obtained for r > 1. The asymptotic limit of
((1/e)vfh) has to be estimated to recover the limit in (8.4.16). Then, using
the above properties, and recalling that £ is self-adjoint, yields

v\ JvMEEN /LR k(v) _
<€>_< Y, >_< ; ,M>, h=1,... H. (8.4.17)

Eliminating £f" yields
1
SLUL) = POl + TV Ve fl = P D (f, )
— P (f,f), h=1,...,H. (8.4.18)

Finally, combining (8.4.17) and (8.4.18) yields

fh
V- <v8> (8.4.19)
h -1 h +r—1 k(v)
= Vx- 5patf5 + &P V'vxfg *5th(fsafs)75p Ih(fsafs)a M .

The limit for the term defined in (8.4.19) is obtained for p > 1; then, due
to the hypothesis on the moments, it converges to

Ve (k(v)@Vv-Vyp"), p=1, or 0 if p>1,
while the asymptotic quadratic term of (8.4.16) converges to

(D (M p", Mph)) + (I, (Mp", Mp™)) if r=1,
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(I'n(Mp,Mp)) if r>1.

Let £ go to zero in (8.4.16), and using (8.4.15), one gets that p"(¢,x) is
the weak solution of the following equations:

Bep" + Vi - (k(v) @ v - Viep") = (MP)y (I + In) (p,p) if p=7=1,
(8.4.20)

Op + Vi - (k(V) @V - Vyp"y = (M?)Th(p,p) if p=1, r>1,

(8.4.21)
0" = (M) (T + 1) (p,p) if r=1, p>1, (8.4.22)

and
ot = (M*yTh(p,p) if p>1, r>1, (8.4.23)

where p = (p!,..., pH).
Under the assumptions of the theorem, one deduces that

H

ne(t,x) - n(t,x) =Y p" in D(tx)
h=1

as € — 0. Then summing over & in (8.4.20)—(8.4.23) and using Zle In(p,p) =
0, one completes the proof. O

Remark 2. 1f T(v,v*) = Ti(v), one can compute the solution of the equa-
tion £(f) = Mv. Indeed, since L(Mv) = —Mv(I1)y, the solution is
given by h(v) = —(1/(Th)v)Mv. In particular, if Ti(v) = oM(v), then
fv) = —-(1/o)Mv.

8.5 Looking forward

A detailed analysis of a large class of equations of mathematical kinetic theory,
modelling large systems of interacting cell populations, has been examined
in the preceding sections. The microscopic state of cells is identified by both
mechanical variables and biological ones. Specifically, the following topics have
been discussed:

(i) Modelling phenomena of immune competition;
(ii) Deriving macroscopic equations from the underlying microscopic descrip-
tion.



8 Tools of kinetic theory toward modelling biological systems 191

One certainly cannot claim that the mathematical structures which have
been analyzed here have the ability to describe the whole variety of multicel-
lular phenomena. However, some specific characteristics can be derived with
reference to suggestions from biologists. Specifically Hartwell et al. [31], deeply
analyze the conceptual differences that arise in dealing with inert and living
matter:

Biological systems are very different from the physical or chemical systems
analyzed by statistical mechanics or hydrodynamics. Statistical mechanics typ-
ically deals with systems containing many copies of a few interacting compo-
nents, whereas cells contain from millions to a few copies of each of thousands
of different components, each with very specific interactions.

In addition, the components of physical systems are often simple entities,
whereas in biology each of the components is often a microscopic device in
itself, able to transduce energy and work far from equilibrium.

A system in biology cannot be simply observed and interpreted at a macro-
scopic level. A system constituted by millions of cells shows at the macroscopic
level only the output of the cooperative and organized behaviors which may not
be, or are not, singularly observed.

Actually, the mathematical structure proposed in Section 8.2 is consistent
with these statements considering that the number of cell populations may be
large, that the microscopic state includes biological functions, and that inter-
actions modify, far from equilibrium, biological states including proliferating
and/or destructive events.

The applications proposed in Sections 8.3 and 8.4 have shown that inter-
esting biological phenomena can be described by models derived according to
the framework of Section 8.2. On the other hand, we remark that the structure
can be made more general. For instance, we can include in the term which
models the velocity jumps also the biological state according to the ability of
cells to modify their dynamics [17].

So far the analysis can be regarded as a first step towards the fascinating,
however difficult, effort of designing a mathematical approach to living matter.
Some of the difficulties of this project are well documented in [32], while
various projects are developed by applied mathematicians to analyze the role
that mathematics can play in building a bridge towards biological sciences
[33]. Biologists appear to be interested in this effort and speculate, from their
viewpoint, about how a new biology can be designed which looks for rigorous
theories to replace the traditional pragmatic approach.
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9.1 Introduction

We want to provide some tools for studying the behaviour of a fluid where
two phases are present separated by a sharp layer which moves according to
the dynamics of the system. We specialize to the situation of a mixture of
two fluids 1 and 2, that, if quenched below the coexistence curve, start to
segregate in domains, some of which are rich in fluid 1 and the others in fluid
2.RC

A classical approach to phase segregation distinguishes below the coexis-
tence curve a region of unstable states from one of metastable states. If the
system is cooled inside the metastable region, it begins to develop finite am-
plitude fluctuations like droplets. This process is known as nucleation. On the
other hand, if we quench the system into the unstable region, infinitesimal
fluctuations appear that yield macroscopic pattern. This is called spinodal
decomposition. In late stages of phase segregation, the two processes tend to
coincide.

There are several reasons for choosing a kinetic model. First of all there is
a clear physical intuition underlying the mathematical structure of the equa-
tions, because we can still think in terms of interacting particles. Second those
particles move in the continuous space and not on a lattice. Moreover there
are convincing arguments relating Newtonian dynamics to the kinetic ones,
and there are powerful tools to derive hydrodynamics from kinetic equations.

Phase segregation can occur in a single-component fluid when the long-
range interaction between the particles is attractive. Then when the tempera-
ture is sufficiently low, different phases appear. Of course, one of them will be
characterized by high density. Often kinetic models have problems when den-
sities are too high. Hence, it is advantageous to use a two-component mixture.
In this case particles of different types repel each other. Thus the densities in
all the phases can be now kept low. We will present two models corresponding
to two different physical situations.
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9.1.1 Vlasov—Fokker—Planck model

The physical situation we have in mind is the following: we have two different
kinds of particles, 1 and 2, in a torus 2. = e 42, 2 C R3?, a torus of size
1. Particles of the same type do not interact at all. Particles 1 are repelled
by particles 2 and vice versa. The system is in contact with a thermal bath,
which keeps the temperature constant. The thermalization mechanism is not
characterized by collisions between particles of the fluid, but by the interaction
with a somewhat idealized entity (the reservoir), whose internal structure is
unknown and that is unchanged by the dynamics of the mixture. In this case
we can also consider high densities and thus the model is suitable to describe
systems such as polymer blends. Indeed there is only one type of conserved
quantity, namely the mass of each component of the mixture. Since energy
and momentum are dissipated on a much shorter time scale, we expect that
the late stages of the phase segregation are not influenced by hydrodynamical
effects; on the contrary the motion will be quasi-static.

Each component of the mixture is described by the distribution function f;,
i = 1,2, in the one-particle phase space. The interaction is modelled through
an auto-consistent Vlasov term. It means that the force F; acting on each par-
ticle is the gradient of the average potential generated by all the others. In the
underlying microscopic model, particles of different species interact through
a two-body Kac potential U,, which is repulsive, weak and long ranged. The
action of the heat reservoir on the system is translated in terms of a Fokker—
Planck operator Lg.

The equations are the following:

Orfi+v-Vufi+F-Vyfi=Lgf;, (9.1.1)

Mg is a Maxwellian with mean zero and variance 871,

3
B\2 5,2
Mﬁ = <27r e 2 5

and 37! is the temperature of the reservoir. The auto-consistent Vlasov force
is

where

F= =¥, [ ave-a) [ dofia o)
2. R3

and the Kac potential U, (z) = v3U(|yz|) has range and intensity modulated
by the parameter v > 0. The function U has compact support, it is smooth and
its integral over the whole space is equal to one. We assume that the functions
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fi are normalized in such a way that |, 0. dx fR3 dv fi(z,v) gives the total mass
in £2. of the component i. Thus p;(x) := [5s dvfi(x,v) can be interpreted as
mass density.

Equations (9.1.1) have stationary solutions of the form f; = p; Mg, where
p; are functions only of the position solving

Inp;(z) + ﬁ/ de'Uy(x —a")p;j(2’) =Ci, €2, 4,j=1,2,1#j (9.1.2)
£

and C; are arbitrary constants, related to the masses of the components of
the mixture and to their concentrations. It is proved in [CCELM], under the
assumption of a monotone Uy (x), that at low temperature there are nonho-
mogeneous solutions to (9.1.2), thermodynamically stable in the sense that
they minimize the free energy functional

F(p1,p2) = / dz(p1Inpy + p2Inps) + 3 dxdyU. (x — y)p1(x)p2(y),
. 02 %82
(9.1.3)

which is obtained (apart from unimportant constants) by computing

G(f1, f2) :/

dedv(filn f1 + foln fo) + g/ dxdv(f1 + f2)112
2 xR3 2 xR3

48 [ dedyUya-y) [ o) [ o' haiw)
X 02, R3 R3

on functions f; = p;Mg. G is a Lyapunov functional for the evolution equations

(9.1.1).

The structure of the minimizers is such that, when v is much smaller
than the typical size of the container, the volume 2. is divided into two
regions where the densities are those of the pure phases (the equilibrium
values given by intersecting with a horizontal line the coexistence curve at the
temperature of the mixture) with an interpolating region called the interface
whose size is again of order v. On the infinite line it is possible to characterize
the equilibrium states in terms of the excess free energy functional: the non-
homogeneous minimizers w;(z), z € R and i = 1,2, of the excess free energy
arise by prescribing asymptotic values for the densities corresponding to the
two different phases coexisting at equilibrium. They are known as fronts; they
have monotonicity properties and interpolate smoothly over a region of size ~
between the asymptotic constant values.

In late stages of phase segregation, when domains of different phases are
well established and separated by sharp interfaces, the change in density across
them is described by those stationary profiles. The dynamics of the system
can be fully understood in terms of the following quasi-static problem:

NC(rt) =0 re 2\ Iy
cSK(r,t) =[] re I

{Arw(r,t)zo re 2\ I
0= [Vt'vrg]t

Y(r,t) =1 SK(r,t) r e I}
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V =c3 [Vt . VM/J]f + cqv - V’I‘C?

where I is the interface at time ¢ and v, its outward normal. The quantities
¢i, i =1,...,4, depend on the initial data and on the temperature; S is the
surface tension and K is the sum of the principal curvatures of I;. V is the
normal velocity of the interface. Finally the symbol [-]* means the difference
between the values of the argument on the two sides of the interface. We will
comment later on the physical interpretation of v and (, which are related to
the chemical potentials.

These dynamics conserve the volume of the inner domain, while meanwhile
decreasing the area of its surface. We will show how to derive that dynamics
from our kinetic model, via a limiting procedure in which € plays the role of
the vanishing parameter and v has to be chosen properly.

9.1.2 Vlasov—Boltzmann model

We replace in the previous model the interaction of each species with the
reservoir by elastic collisions between particles, independent of the species,
that we model by a Boltzmann collision kernel. The evolution is then ruled
by two coupled Vlasov—Boltzmann (VB) equations for the one-particle distri-
butions f;(z,v,7),4 = 1,2. These equations, which conserve the mass of each
species, and the total momentum and energy, have the form

where J(f,g) is the non-symmetric Boltzmann collision operator for hard
spheres [Ce],

Ig) = [ o [ dwB(o— vl ) f(02) = F(wa )

where S5 is the 2D sphere in R?, dw is the surface measure on it, the vectors v,
v, are the outgoing velocities of a binary elastic collision between two particles
with incoming velocities v’ and v}, and B(Jv — v.],w) = §|(v — v,) - w|.

The equilibrium states for this system can be characterized by looking to

the (negative of the) entropy functional

2
Hiff) =Y [ dedofilos (9.1.5)
i—1 / Q2exR3
which is a Lyapunov functional for (9.1.4) in the sense that

%H(f17f2) <0. (9.1.6)

The equilibrium states are then determined by imposing the equality in
(9.1.6). They are local Maxwellians with mean value u = 0, variance =1 and
densities p; = [ dvfi(x,v,T) satisfying (9.1.2).
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An alternative way to obtain equilibrium states is to minimize the entropy
functional under the constraints on the total energy and total masses. The
densities will be determined [CCELM] as the minimizers of the free energy
functional F(p1, p2) defined in (9.1.3).

Equations (9.1.2) are indeed the Euler-Lagrange equations for this mini-
mization problem. ( is determined by the constraint on the energy and C; by
the constraints on the masses.

Since this dynamics conserves masses, momentum and energy the hydro-
dynamics effects in the late stages of the coarsening process become rele-
vant. When the fluid is well segregated with sharp interfaces between different
phases the interface moves in its normal direction following the incompress-
ible velocity field solution of the Navier—Stokes equation, while the pressure
satisfies Laplace’s law relating it to the surface tension and curvature.

This limiting evolution is ruled by the following free boundary problem.
Let I'° (the interface at time zero) be a regular surface in a 3D torus {2
dividing the torus in two regions 27 and 2. For each t one has to find a
surface I}, moving with velocity V, a continuous velocity field u(-,t) and a
pressure function p(-,¢) such that

ou+ (u-Viu+ Vp =nlu

V=—uv
)" = Kr,S on I (9.1.7)
V-u=0

Io=T1° u(,0)=uo(),

where 7 is the kinematic viscosity, S denotes surface tension, v(-,t) is the
normal to the surface pointing towards 27, K, stands for the curvature of
I} and [h]f = h* — h™ stands for the jump of the observable h across I}.

This free boundary problem was first formulated to describe the oscilla-
tions of an impermeable interface separating two viscous fluids in [H]. Chan-
drasekar [Cha] then studied the linear stability of this system. We mention
that recently Coutand and Shkoller [CS] have obtained existence, uniqueness
and regularity results for the one-sided case, namely the flow of an incom-
pressible Navier—Stokes fluid confined in a region with a free boundary where
suitable surface tension boundary conditions are specified. Such results can
be extended to the present two-sided case [Sh].

This flow diminishes the length of the boundary while conserving the vol-
ume and at the same time forces the velocity field to decay to zero. Hence,
the stationary solution should be characterized by v = 0 and a surface I’
determined by the isoperimetric problem on the torus, separating {2 in two
phase regions with different values of the pressure such that [p]* = KrS.
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9.2 Some words on the method

When we try to describe a macroscopic system starting from a kinetic model,
it is clear that at some point we will exploit the scale separation. The latter
usually provides a law of large numbers annihilating most of the strange fluc-
tuations of the microscopic landscape. In other words we expect, at least, that
if the system is initially close to a local equilibrium, it will evolve smoothly,
with variations appreciable only on the macroscopic scale. Over a long span
of space and time we will observe microscopically a lot of fluctuations, but
none of these will be able to modify the macroscopic picture. If we want to get
rid of all this meaningless information, we can look at the solution of (9.1.1)
only after macroscopic times and distances. This is why we define functions
fe(r,v,t) == fi(e lr,v,e7 ), where € is the ratio between the kinetic and
macroscopic scales and (r,t) are the macroscopic values of space and time.
Choosing different a > 0 we obtain different behaviours. For example if we
chose a = 1 we would not see any dissipation phenomena, because diffu-
sion starts to be effective only after a time of the order of the square of the
distance. Another important parameter in the theory is the range of the inter-
action v~ 1. Since the size of the interface is linearly related to the range of the
interaction, by choosing v = 1 , the width of the interface on the macroscopic
scale is of order €, so that in the limit € — 0 the interface becomes sharp. In
the context of the Vlasov—Fokker—Planck (VFP) model, we will describe the
dynamics in the case of a sharp interface at time e 3¢, when the system has
almost completely relaxed to equilibrium, namely in each domain the values
of the densities are those of the thermodynamic equilibrium; only the shape
of the domains can still change. Another possible choice is a = 2: the limiting
equation is a nonlinear diffusion equation with Dirichlet boundary conditions
on the interface (Stefan problem).

From (9.1.1) we can derive an equation for ff where the parameter e
appears explicitly. The simple and powerful idea consists in seeking a solution
as an asymptotic series of powers of €. Then we obtain a hierarchy of equations
that can be solved step by step.

9.3 Sharp interface limit for the VFP model

Here we begin the analysis of the late stages dynamics provided by the VFP
model.

9.3.1 The initial data

We assume that the system at time zero is already characterized by macro-
scopic domains filled by different phases and that the layers dividing them
are sharp. In other words their width is of order € in macroscopic units. The
interface can so be approximated by a geometrical surface Iy in the sense
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that the transition between different phases takes place in a layer of width €
around I. We will show that this picture is preserved by the evolution of the
system; namely, there is a well-defined surface I'Y that can define the interface
within errors of order e. We are definitely interested in such a Iy.

As explained above, we introduce functions ff(r,v,t) = fi(e r,v,e73t),
r € {2, a 3D torus of size 1, ¢t > 0. ff describes the large-scale variations of
the system, when observed after very long time intervals. We recall that the
fronts are the nonhomogeneous stationary solutions of the one-dimensional
version of the problem (9.1.1). They are unique up to translations, once the
initial physical conditions are given. We denote by w; the fronts centered at
the origin, that is w;(0) = wo(0). The asymptotic values are w;(d00) = p
with the additional symmetry pi = p3 .

The initial data are given by ff = p¢Mpg, where

ps(r) = wi(e td(r, Ip)) + O(e) (9.3.1)

and d is the signed distance from the interface.

9.3.2 The rescaled equation
The functions f{ solve

Ouff + €20 Vofi + e 2Ff Vo ff = P Lyf. (9.3.2)

Ff(r,t) = -V, /er’e*SU(eflh“ — r'|)/dv’f;(r’,v’,t) =: —V.,g;.

The function g§ is the Vlasov mean potential experienced by particles of
type .

Equations (9.3.2) complemented with the initial condition ff(r,v,0) =
fe(r,v) are the mathematical object of our study.

9.3.3 Notation and definitions

We assume that during its evolution the interface does not develop singular-
ities within a time interval [0, 7], where T" > 0 can be eventually very small.
More precisely we define the interface as the set

I ={r e 2:pi(r,t) = p3(r,1)}.

Then we suppose that in any point x € I¥ it is possible to compute the
principal curvatures. Then let k(z) be the maximum between those principal
curvatures in z. We can now introduce k(I'Y) as the supremum of {k(z) : x €
I}

Our main assumption is the existence of ¢y and of a time 7' > 0 such that
the quantity §, defined by 61 = supg<;<r g<c<e, K(IY), is strictly greater
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than zero. Under that hypothesis let d°(r,t) be the signed distance of r from
I'f; then, if

N6, t) ={re 2: |d(rt)| <}
and r € NV, there exists a unique point s(r) on I'f such that
ve(s(r))d (r,t) +s(r) =, (9.3.3)

where v¢(s(r)) = V,d*(r,t) is the unit normal vector to I'y. We will use s(r)
to build a local system of reference moving with the interface.

In terms of d° we can also define the normal velocity V¢ of the interface
and its curvature K¢ (actually the sum of the principal curvatures):

VE(s(r)) = 0d“(r,1), K* = Apd“(r,t), 7 € I,

The interface IS divides the domain (2, into two subdomains Qei’t such that
d° > (<)0in 277, Clearly 2. = I' U2, UQ7,. From now on we will drop
the apex e.

Since the transition layer between different phases has a width of order
e and we expect that the density profile will approach the equilibrium val-
ues exponentially fast in the bulk, in A there is plenty of space to perform
the transition if € is sufficiently small (i.e., ¢ < §). Because of the bounded-
ness assumption on the curvature of the interface, locally it will appear flat;
this means, on a first approximation, that only in the normal direction can
something interesting happen. The macroscopic units are not able to reveal
these fine structures of the interface; then it is quite natural to introduce for
any point » € N a fast-varying variable z = ¢ 'd(r,t) and for any function
h(r,t) a new function h(z,r,t) such that h(z,r,t) = h(ezv(s(r)) + s(r),t)
and h(z,r + Lv(s(r)),t) = h(z,rt), Y€ such that r + fv(s(r)) € N. In other
words, if h has a fast-varying behaviour, then it is more convenient to replace
it with h which is able to zoom around the interface; so, with respect to z
the transition will appear smooth. In h(z,r,t) the second argument contains
all the information on the dependence on r except that on the distance from
the interface, which is encoded in the first argument. Of course, we can add
velocity as an additional argument. From h(r,t) = h(e~'d(r,t),r,t) we can
derive the following relations:

1 .- == Lo
Vih = —vO:h+Vohi 0h = —VOh+ 0yh; (9-3.4)
Ach= 0%+ LV, )05+ Bk,
€ €

where a bar on a derivative operator means a derivative with respect to the sec-
ond argument r, keeping the other variables fixed. Note that v-V,.h(z,r,t) = 0.
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9.3.4 Hilbert expansion

We follow the approach based on the truncated Hilbert expansion introduced
by Caflish [C]: we try to find a solution of (9.3.2) as a power series in ¢,

oo
fe=Y e g, (9.3.5)
n=0
Of course we also need to expand any other quantity depending on €. We start

writing U > 7 € p; Q- =35 e”ggn) and Fi(n) = —Vrggn). Then

o0

Z d™ (r,t) (9.3.6)

and v is the gradient V,.d"™, 7 := v, The condition |V,d| = 1 implies
that |V,.d®)| = 1 as well; so d(o) can be mterpreted as a signed distance from
an interface that we denote by I} = {r € 2: [d (r,t) = 0}. Similarly,

NOGY={re2: |dVrt) <dy, 2t ={re2:drt) > (<)0}.

For any e sufficiently small the assumptions made on the smoothness of the
full interface still hold for I7.
As pointed out at the end of the previous section, near the interface

it is convenient to use as coefficients in the series (9.3.5) functions fl-(n) =
fi(n)(z7 r,v,t). In the bulk it is sufficient to use only macroscopic coordinates.

However, in order to avoid misunderstandings, we call fi(") = fi(") (r,v,t) the
coefficients of the series in the bulk. In other words we write in £2\ N (©) ()

=i (9.3.7)
n=0
and in N9(§)
=i, (9.3.8)
n=0

On the border of N, the two expansions, from now on denoted by the inner
and the outer expansion, have to be matched. Then we choose §' = €, ¢ €
(0,1) and we require that as ¢ — 0 ([CF])

fi(o) _ (fi(O))i + O(efalzl)
T = (O 400 (90 (2 = d®) + O]
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2 = (FO) 40 (0, f0)* (2~ dD)
+ (Vrfi(o))i (= Od@ £ W (7 — qDy)

1 A
+ 500 f7V 0 (2 = d V) (2 = d D) + O

where the symbol (h)* stands for lim,_gx h(r 4+ €), r € I}. We will refer to
the above relations as matching conditions.

We replace (9.3.7) and (9.3.8) in the equations and equate terms of the
same order in e separately in 2F\N?(¢') and N°(8). We will use the notation
pgn) = fdvfi("), and we denote by h,h a function h(fi(")) whenever it is
evaluated on f™ f™.

9.3.5 Outer expansion

At the lowest order (e=3),
Lﬁf;(O) = Oa

which implies that fi(o) has to be Maxwellian in velocity with variance 37!
times a function [)(0)(7", t) which will be determined through the e~! order

3
equation. At order e 2,

0 Vo f O 4 B0, O = O (9.3.9)

The solution can be found explicitly by simply trying with a Maxwellian
multiplied by a polynomial of degree one in v. Of course the solution is not
unique because the kernel of Lg is not void. So fi(l) can be written as

FO = 4005 — Map® - 9,2, (9310

(n)

where u$(p¢) = %ln p5 + U p§ and p§ = 3> (€"p,; and the function ﬁ(l)

i
will be determined by imposing the solvability of the €® order equation.
The order e~ ! equation is

v Vo f M+ B0 v, fY 4 B v, fO = [ f), (9.3.11)

The solvability condition for this equation says that the integral of the velocity
on the left-hand side has to be zero. By integrating over the velocity and using
the explicit expression for fi(l) we get

1
—5Ve (Vo) = 0.

The choice of the initial data implies that the only solution of that equation
is the piecewise constant function equal to p= in 2% \ NV(¢').
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fi(z) is determined by substituting (9.3.10) in equation (9.3.11). The result
is

7O = —np v v, 4 4 52 M, (9.3.12)

K2 3

1 (0 (1
whereu E)/(ﬂ ()) ().
As above by integrating the €® order equation over v and taking into
account that f () s Maxwellian in velocity, we get the following condition on
@?, where u = [dovf (),

v, o =o. (9.3.13)

Now we use f¢(2) as given by (9.3.12) to get ﬁl(?) = —%pfo)vr@” which we
substitute into (9.3.13) to get the equation for [Ll(.l):

A0 =0,

9.3.6 Inner expansion

At the lowest order (e=3)
000, f — 7.V, Q0.5 = Lsf°.

It can be proved that any solution of this equation has the form Mg(v)ﬁgo),
with ﬁz(-o) a function of z. Substituting back in the equation we have

0:p + B0 (U + ) =0 = 0.5" =0, (9.3.14)

where U is the potential U integrated over all the coordinates but one. We
solve this equation and the following ones as z was defined on the whole
line; the asymptotic values p;.'E are provided by the matching conditions. The
solution is given exactly by the fronts w;. It is clear that for finite € this solution
cannot be matched with the outer expansion, but it should be possible to prove
the exponential convergence of w; through standard methods (see for example
[DOPT]). In that case we would only commit an exponentially small error.

We now find fi(l) by examining the =2 order:
000, f -V, f 90,5 — 5.V, ;10,5 = Ly, (9.3.15)

Note that v - (v0, ) — v, fV8.5) = pv-v® M50, 3” = 0, because

fi(o) is a solution of the lowest order equation and the bar operators vanish

because /3(0)

, ~ is a function of z only. Again the solution has to be necessarily

Maxwellian in velocity, so that we can write fi(l) = pf )Mg with ﬁgl) to be
determined by the following equation:
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0.5 + 80,5 + 65T % 0.5 = 0. (9.3.16)

Taking into account that —3U % 8Zﬁ;o) = 0, Inw;, from the equation for the
front, we get

0. <5p§1)( D g§1)> =0 o.i" =0. (9.3.17)
Hence, the value of ,u(l) - p(Ql) in z = 0 is enough to find y(l
z. It can be shown (see [MM]) that

) ﬁél) for any
=(1) _ ~(1) oo _ o
(A1 — iy )0, 7, ) [wi] 135 = K(r, )5, (9.3.18)

where K (r,t) is the sum of the principal curvature of I'; at point r and time
t and S is the surface tension for this model:

S = Z /dzdz (z — 2O (2 — 2w (2)). (9.3.19)
(1,5)€{(1,2),(2,1)}

Now we integrate the order =2 equation in v to obtain, after several
cancellations due to the fact that fi(o) and fi(l) are Maxwellian in velocity,

WV +0,(w- 1) =o0. (9.3.20)

As € — 0 we can define the hat functions until the interface. Then to
determine their values exactly on I" we use the matching conditions imposing
that ,u(l) [Lgl) — (ﬂgl))i - (ﬂgl))i for z — 400, so that for r € I}

~(1 ~(1 o _
(A5 = () ][] 22 = K(r1)5. (9-3.21)
Moreover 11§2) — (ﬂgQ))i when z — o0, so that

Ve =w-a?1t,  rel. (9.3.22)

9.3.7 Limiting equations

We can now collect the results of the previous two subsections, considering
€ = 0 because all quantities involved are independent of €. Then the system
is fully described by the hat functions, because the layer A" has shrunk to the
surface I;. We have

A =0 re\ I,

A Nt 51— K(r £)S O\

(A" = )lpy —py] = (7" )ST e\ (9.3.23)
— il - Vru Ut rern
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where p; = [)EO)
the set A.

Those equations can be put in a more physically meaningful format, but
we need some additional notation. First of all we introduce

= pTxo+ + P, Xo-, xa being the characteristic function of

o pi(r) + pa(r) oy pi(r) = pa(r)
p(r) = — s and  @(r) = - 3

Then let

Y= =8 and ¢ =pal + g,

After some algebra we can recast equations (9.3.23) in the following way:

Apip(r,t) =0 re 2\ I;
birt) = 2200 rel;
- 1~ P B
V=m0 18P Vel + e V()L | r e I
(9.3.24)
and

ATC(T’7t):07 TGQ\Ft

[ =2(@|SK (r,t)/(pf —py) T e [ (9.3.25)

0=1[7 -V, rel;.

The limiting motion is a superposition of a Mullins—Sekerka type flow,
described by the first set of equations, and of a Hele-Shaw problem, ruled
by the second set of equations. We note that the velocity is composed of two
terms: one depending on 1, the other on (. Let us call Vj;g the former and
Vus the latter. Vg is the velocity of an interface in the Mullins—Sekerka
motion and Vyg is the velocity of an interface in the Hele-Shaw problem.

We remark that the Hele-Shaw motion has more conserved quantities than
the Mullins—Sekerka motion. In fact, the former conserves the volume of each
connected component of both phases, while the latter conserves only the total
volume.

The relative importance of the two contributions Vg and Vjsg is ruled
by the coefficients: if (p7)~! — (p7)~! << 1 (near the critical point of the
coexistence curve) the Vg term dominates, while for deep quenches the Vi g
term prevails.

Equations (9.3.24) and (9.3.25) are identical to the equations in [OE],
describing the sharp interface arising in a polymer blend. In that paper the
hydrodynamical equation is a modification of the Cahn—Hilliard equation for
a mixture of two fluids, where a Lagrangian multiplier p (“pressure”) appears
to take into account the constraint of constant total density:

O0ipi =V - (piV (s +p)) 1=1,2
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p1+p2=1

It is exactly p which gives rise to the Hele-Shaw contribution to the velocity
in the sharp interface limit. If we perform a parabolic scaling on the VFP
equations in order to derive the hydrodynamics, we can argue that ¢ has the
same role as p. Then we conclude that ¢ describes the pressure in the VPF
model.

9.4 Sharp interface limit for the VB model

We introduce again the macroscopic coordinate r = ex, x € e 142, r € {2, the
torus of size 1. We wish to study the small ¢ behaviour of a solution of the VB
equations (9.1.4). In order to observe diffusive effects one has to consider very
long times of order e~2¢, with ¢ the macroscopic time. We also choose v = ¢ for
reasons that will be explained later on. Setting ff(r,v,t) = fi(e r,v,e2t),
ps(r,t) = [dvff(r,v,t), the VB equation, in this space-time scaling, becomes

Ouf + €tV ff + e VES Vo ff = € 2I(SF fT A+ 15) (9.4.1)
Fi(rit) ==V, [ dr'e U ?|r—=7'|) [ do'f(+',0',1) (9.4.2)
T1 Tl
— VU g

Consider now a situation in which there is, at the initial time, an inter-
face separating the system in two regions with densities corresponding to the
equilibrium values at temperature T' (i.e., with coexistence of two phases, one
richer in species 1 and the other richer in species 2). For € finite, we approxi-
mate the density profiles by one-dimensional fronts in the direction orthogonal
to the interface at each point. The fronts interpolate between the two phases
on a scale €2. If the interface were flat, this would be a stationary solution
of the VB equations. Since the interface is not flat, the fluid starts to move
because of the imbalance of the pressure on the two sides of the interface (sur-
face tension). This pushes the interface to move with the component of the
fluid velocity in the direction of the normal at each point of the surface. Since
the initial density in the bulk is the equilibrium and the space-time scaling is
diffusive, we expect that the fluid in the bulk will evolve as an incompressible
Navier-Stokes (INS) fluid. We recall that the INS equations can be obtained
from an equation of the type (9.4.1) when the average velocity is small (low
Mach numbers). Therefore, the effect of the surface tension has to be suitably
small in order not to get velocities that are too big. The surface tension effect
is proportional to the size of the interface and this is the reason why we choose
in this case v = e.
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We construct an expansion in the bulk (outer) and a different expansion
close to the interface (inner) and impose matching conditions on an interme-
diate region. At the first order we find the following free boundary problem
for the velocity field u.

ou+ (u-V)u+ Vp = nAu.

The kinematic viscosity 7 is obtained from the Boltzmann equation as in [Ce],
w is continuous across the interface Iy whose normal velocity is given by

vr, (r) = —u(r,t) - v(r,t)
while the pressure is discontinuous at the surface and satisfies Laplace’s law
(p+ —p-) = SK.

Here (py) p— is the pressure on the side of I (not) containing the normal v,
K is the mean curvature of I; and S is the surface tension given in terms of
the fronts w; by (9.3.19).

Moreover, we get equations for the first correction to the temperature 71
(which at order zero is the constant 7') and concentration ¢()

D¢ = DAL AP + DA, AT
DyTM = kATM + A3Dp, (9.4.3)

where the diffusion coefficient D, the heat conductivity k& and the constants
A; are explicit functions of p, T. These equations are similar to the ones in the
phase field models [CF], except that in (9.4.3) the nonlinear term in the con-
centration is missing and the term proportional to the temperature is replaced
by the Laplacian of the temperature times a possibly negative coefficient.

9.5 Open problems

9.5.1 Stability

Consider the excess free energy functional in one dimension on the infinite
line defined as

G(p1. p2) — G(Mp*, Mp™). (9.5.1)

Here p* are the values of the densities at infinity, lim, 400 p1 = p* =
lim,_, - oo p2. These values are functions of the parameters 8 and C (the latter
related to the chemical potential) through

Inpt+pp~ =C, Inp +ppt =C.

We choose 3 and C so that p™ — p~ > 0, namely in the phase transition
region of the phase diagram. It is not difficult to extend the arguments in
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[CCELM] to prove that there exist nonhomogeneous minimizers of the excess
free energy such that lim, 1o fi(z) = Mp*,lim, 1o fo(z) = MpT. They
are monotone and regular and are solutions of the Euler-Lagrange equations
for the functional, namely equations (9.1.1). We have called them fronts and
their stability properties play an important role in the motion of the interfaces.
Since this functional is invariant by translations we construct a one parameter
family of fronts by translating a given solution. The same is true for the
stationary solutions of (9.1.1).

Here we show that all the stationary solutions which are monotone and
regular (with first derivative) are thermodynamically stable in the following
sense. Consider a small perturbation (ay(r), as(r)),r € R? of a given station-
ary solution Mw;:

fi=Muw; + eaq and fo = Muwy + eas ,
such that [ dzdva; = 0. We have that

G(Mw; + eay, Mws + ean) — G(Mwy, Mws)
= S(f/M) + F(wi + en, wa + enz) — F(wi, wa), (9.5.2)

where 1, = [ dvay, F is defined in (9.1.3) and S(f/M) is the relative entropy
between the state (f1, f2) and the Maxwellian state (M [ dvfi, M [ dvfs) de-
fined as

S(f/M) = Z /dmdvfl log f; — log( M/dvfl

i=1,2

We easily compute that

F(wi + eny, wa + ena) — F(wi, w)
SATEINED

// (|r = 7" )m(r) g(r')drdr’] +O(e).

We now define the operator 4 through the quadratic form

((n1,m2), A1, m2)) = Qlﬁ [/ n%((r))dwr/gf((r’))dﬂ}

+ [ [ Ut =rimeimedrar,

Proposition. The operator A is positive with

A(ﬁ1,772) = (0,0)

We have the following [wip].
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if and only if (n1,n2) s a scalar multiple of (wy,w}).

The main ingredients in the proof are the Euler-Lagrange equations and
the monotonicity properties. Moreover, it is well known that the relative en-
tropy is nonnegative and is zero if and only if f; is Maxwellian. The conclusion
is that the difference

G(Mw; + ea, Mws + ea) — G(Mwy, Mws)

is nonnegative for e small and is zero if and only if f; = Mw!.

A natural and relevant question is if the stationary solutions are also dy-
namically stable versus the evolution (9.1.1). The fact that the excess free
energy decreases should force a small perturbation to tend to the family of
fronts and the conservation law should select one of the family. The invari-
ance by translation of the theory is one of the main difficulties in establishing
the result. A similar difficulty has been faced in [CCO2] for a conservative
dynamics describing the evolution on a mesoscopic scale of the magnetization
for a Kac-Ising model. Relaxation to the stationary state and rate of conver-
gence have been established in this case. On the other hand, a new approach
based on a suitable micro-macro decomposition of the distribution function
has been successful in providing many stability results for kinetic models [LY],
[G], [SG]. We think that a suitable merging of these methods could provide
stability results for the VFP and also for the VB dynamics.

9.5.2 Surface tension

In more than one dimension the geometric structure of the nonuniform min-
imizers is not clear. We can consider an approximation for a large volume of
the free energy, computed on the nonuniform minimizers. The first term is
given by the bulk free energy, obtained in the infinite volume limit, the next
term is a correction proportional

to the surface area separating the two phases (divided by the volume)
which corresponds to the surface tension:

| inf  Fo({p1,p2}) = f(n1,n2)|2|+b(n1,n)|2]* =4 lower order terms
pit] dxpi=n;

where b(n1,ng) = S|I'|, with |I'| = da(d)ré~" the surface of the sphere with
equimolar radius ¢ (depending on n1,ns), a(d) being the volume of the unit
sphere in R?, and S is the surface tension (9.3.19). Moreover,

f(ni,ne) =CE Zni logn; +aning| ,

3

where o = [, U(x)dx , and CEf(ny,n2) denotes the maximal convex func-
tion lying below f.
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Then, the phase boundaries will be arranged to have the minimum surface
area, and their shape will be determined by the solution of the isoperimetric
problem on the torus. The surface tension correction has been computed for
the case of the Cahn-Hilliard functional in the literature. In [CCELM2] the
analysis has been extended to also include the possibility that in some cases
the minimizing profile of the density p might correspond to the “dissolution”
of a droplet of the minority phase, as proved for the 2D Ising model in [BCK].
In [CCELM1], [CCELM2] the critical density for droplet formation for the
Cahn-Hilliard functional has been exactly determined. The Cahn-Hilliard
functional is defined as

Fatim) = [ (SI19ml? + Pn(a)) ) ds (953)

where F(t) = (t* — 1)2/4 is a symmetric double-well potential which has
minima at ¢t = £1.

One of the ingredients is a Hilbert expansion for the minimizers in the
parameter % (L is the linear dimension of the box). This approach could also
be useful for studying the case of functionals involving nonlocal interactions,
like F, because there is a close formal connection between the Cahn—Hilliard
free energy functional and the nonlocal free energy functionals. To see that,

let us write the functional (9.1.3) as

Flor,ps) = /Q de [(p Inp1)(@) + (p2 In po) (@) + Bapr (@)pa(y)]

3 [ U@ - )l - m)leale) - palo)]
02x 02

Making the approximation that the densities vary sufficiently slowly on the
range of the potential we replace in F(py, p2) the first-order Taylor approxi-
mation

pi(y) = pi(z) + Vpi(z) - (y — z),

obtaining

2
F(p1,p2) = /Q [f(p1,p2) — %Vpl(x)Vpg(x)}dx ,

with 92 = [;, 2*U(2)dz. In terms of the variables ¢ and p

2

Fipd) = [ [F0.6)+ FUV6@)? = (Tp@)?]]ds

:p+¢logp+¢+p—¢l p—¢5+1

f(p, ) 5 5 5 log Za(p2—¢2)~

This functional reduces to a Cahn-Hilliard functional type (9.5.3) for p con-
stant with f(p, ¢) for @ low enough—a double-well potential whose essential
features are represented by F(m) = (m? — 1) /4.
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10.1 Introduction

Since its realization in dilute bosonic atomic gases [7, 23], Bose—Einstein con-
densation of alkali atoms and hydrogen has been produced and studied exten-
sively in the laboratory [1], and has permitted an intriguing glimpse into the
macroscopic quantum world. In view of potential applications [38, 61, 63], the
study of quantized vortices, which are well-known signatures of superfluidity,
is one of the key issues. In fact, bulk superfluids are distinguished from normal
fluids by their ability to support dissipationless flow. Such persistent currents
are intimately related to the existence of quantized vortices, which are local-
ized phase singularities with integer topological charge [39]. The superfluid
vortex is an example of a topological defect that is well known in supercon-
ductors [52] and in liquid helium [33]. The occurrence of quantized vortices in
superfluids has been the focus of fundamental theoretical and experimental
work [33]. Different research groups have obtained quantized vortices in Bose—
Einstein condensates (BECs) experimentally, e.g., the JILA group [35, 57], the
ENS group [56] and the MIT group [1, 32]. Currently, there are at least two
typical ways to generate quantized vortices from a BEC ground state: (i) im-
pose a laser beam rotating with an angular velocity on the magnetic trap
holding the atoms to create a harmonic anisotropic potential [51, 4, 75]; or
(ii) add to the stationary magnetic trap a narrow, moving Gaussian potential,
representing a far-blue detuned laser [49, 50, 24, 25, 10, 12]. The recent ex-
perimental and theoretical advances in the exploration of quantized vortices
in BEC have spurred great excitement in the atomic physics community and
renewed interest in studying superfluidity.

The properties of a BEC in a rotational frame at temperatures 7" much
smaller than the critical condensation temperature T, are usually well mod-
eled by a nonlinear Schrodinger equation (NLSE) for the macroscopic wave
function known as the Gross-Pitaevskii equation (GPE) [62, 63, 52|, which
incorporates the trap potential, rotational frame and the interactions among
the atoms. The effect of the interactions is described by a mean field which
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leads to a nonlinear term in the GPE. The cases of repulsive and attractive
interactions—which can both be realized in the experiment—correspond to
defocusing and focusing nonlinearities in the GPE, respectively.

There has been a series of recent analytical and numerical studies of ground
states in a rotating BEC. For example, Aftalion and Du [4] and Aftalion and
Riviere [6] studied numerically and asymptotically the ground state, critical
angular velocity and energy diagram in the Thomas-Fermi (TF) or semiclas-
sical regime. Aftalion and Danaila [3] and Modugno et al. [59] reported bent
vortices, e.g., the S-shaped vortex and U-shaped vortex, numerically in cigar-
shaped condensation and compared then with the experimental results [65].
Garcia-Ripoll and Perez-Garcia [41, 40, 43] and Bao and Zhang [21] stud-
ied stability of the central vortex, and Tsubota et. al [74] reported vortex
lattice formation. Bao et al. [9, 20] presented a continuous normalized gradi-
ent flow with backward Euler finite difference discretization to compute the
ground state, provided asymptotics of the energy and chemical potential of
the ground state in the semiclassical regime and showed that the ground state
is a global minimizer of the energy functional over the unit sphere and that
all excited states are saddle points in the linear case. Moreover, Svidzinsky
and Fetter [73] have studied the dynamics of a vortex line depending on its
curvature. For an analysis of the GP-functional in a rotational frame, we refer
to [66]. For a numerical and theoretical review of quantized vortices, we refer
to [39] and the recent book [63].

In order to study effectively the dynamics of BEC, especially in the strong
repulsive interaction regime, an efficient and accurate numerical method is a
key issue. For a nonrotating BEC, many numerical methods were proposed
in the literature. For example, Bao et al. [12, 17, 21| proposed a fourth-order
time-splitting sine or Fourier pseudo-spectral (T'SSP) method, and Bao and
Shen [17] presented a fourth-order time-splitting Laguerre—Hermite (TSLH)
pseudo-spectral method for the GPE when the external trapping potential is
radially or cylindrically symmetric in two (2D) or three dimensions (3D). The
key ideas for the numerical methods in [12, 11, 21, 17, 14, 15] are based on the
following: (i) a time-splitting technique is applied to decouple the nonlinearity
in the GPE [12, 11, 14, 15]; (ii) proper spectral basis functions are chosen for
a linear Schrodinger equation with a potential such that the ordinary differ-
ential equation (ODE) system in phase space is diagonalized and thus can be
integrated exactly [12, 17]. These methods are explicit, unconditionally stable,
and of spectral accuracy in space and fourth-order accuracy in time. Thus they
are very efficient and accurate for computing the dynamics of a nonrotating
BEC in 3D [13] and for the multicomponent case [18], which are very chal-
lenging problems in the numerical simulation of BEC. Some other numerical
methods for nonrotating BEC include the finite difference method [27, 58],
the particle-inspired scheme [28, 58] and the Runge-Kutta pseudo-spectral
method [58]. Due to the appearance of the angular momentum rotation term
in the GPE, new numerical difficulties must be overcome in designing efficient
and accurate numerical methods for a rotating BEC. Currently, the numeri-



10 Ground states and dynamics of rotating Bose-Einstein condensates 217

cal methods used in the physics literature for studying dynamics of a rotating
BEC remain limited [4, 51], and they usually are low-order finite difference
methods. Recently, some efficient and accurate numerical methods have been
designed for computing the dynamics of a rotating BEC. For example, Bao,
Du and Zhang [10] proposed a numerical method that applies a time-splitting
technique for decoupling the nonlinearity in the GPE and adopting the po-
lar coordinates or cylindrical coordinates so as to make the coefficient of the
angular momentum rotation term constant. The method is time reversible,
time transverse invariant, unconditionally stable and implicit in 1D but can
be solved very efficiently, and it conserves the total density. It is of spectral
accuracy in the transverse direction, but usually of second- or fourth-order
accuracy in the radial direction. Zhang and Bao [76] used the leap-frog spec-
tral method for studying vortex lattice dynamics in a rotating BEC in which
Cartesian coordinates are adopted. This method is explicit, time reversible, of
spectral accuracy in space and of second-order accuracy in time. It is stable
under a stability constraint for time steps [76]. Bao and Wang [19] presented a
time-splitting spectral (TSSP) method by applying a time-splitting technique
for decoupling the nonlinearity and using the alternating direction implicit
(ADI) technique for the coupling in the angular momentum rotation term in
the GPE. Thus at every time step, the GPE in the rotational frame is decou-
pled into a nonlinear ODE and two partial differential equations with constant
coefficients. This allowed them to develop new TSSP methods for computing
the dynamics of BECs in a rotational frame. The new numerical method is
explicit, unconditionally stable and of spectral accuracy in space and second-
order accuracy in time. Moreover, it is time reversible and time transverse
invariant, and conserves the position density in the discretized level.

The main aim of this chapter is to review the preceding results and meth-
ods for rotating BECs. The chapter is organized as follows. In Section 10.2,
we take the 3D GPE with an angular momentum term, scale it to get a four-
parameter model, reduce it to a 2D problem in a limiting regime, and present
its semiclassical scaling and geometrical optics. In Section 10.3, we discuss
existence/nonexistence of the ground state in a rotating BEC and provide an
approximate ground state in limiting parameter regimes. In Section 10.4, we
review the continuous normalized gradient flow and its backward Euler finite
difference discretization for computing the ground and vortex states of a ro-
tating BEC and report some numerical results. Some analytical results for the
dynamics of a rotating BEC are reviewed in Section 10.5, and several efficient
and accurate numerical methods for computing the dynamics of a rotating
BEC are discussed in Section 10.6. Finally, in Section 10.7, some conclusions
are drawn.
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10.2 GPE in a rotational frame

At temperatures T much smaller than the critical temperature T, [52], a
BEC in a rotational frame is well described by the macroscopic wave function
¥(x,t), whose evolution is governed by a self-consistent, mean field nonlinear
Schrodinger equation known as the Gross—Pitaevskii equation (GPE) with an
angular momentum rotational term [26, 36, 41], without loss of generality
(w.l.o.g.) assuming the rotation is around the z-axis:

ih(x,t) _ OE(W) _

) W) (10.2.1)
_ <_2’iv2 +V(x) + NUpl|tb(x,)|* — 9Lz) Y(x,1),

where x = (z,y,2)T € R3 is the spatial coordinate vector, m is the atomic
mass, h is the Planck constant, N is the number of atoms in the condensate,
{2 is an angular velocity, and V(x) is an external trapping potential. When a
harmonic trap potential is considered, V(x) = % (w%xz + w§y2 + wzzz) with
Wz, wy and w, being the trap frequencies in the z-, y- and z-directions respec-

tively. Uy = 4“21& describes the interaction between atoms in the condensate
with the s-wave scattering length as (positive for repulsive interactions and
negative for attractive interactions) and

L. = xpy — yp, = —ih (20, — y0.) (10.2.2)

is the z-component of the angular momentum L = x x P with the momentum
operator P = —ihV = (ps,py,p.)". The energy functional per particle E(1))
is defined as

NUj

oIt = 297 Lay| dx. (10.23)

2
B = [ | g (V0 + VOOIuP +

Here we use f* to denote the conjugate of a function f. It is convenient to
normalize the wave function by requiring

/RS [ (x,t)|* dx = 1. (10.2.4)

10.2.1 Dimensionless GPE in a rotational frame

Under the normalization condition (10.2.4), by introducing the dimension-
less variables: t — t/w,, with w, = min{w,,w,,w.}, x — xap with

ap = v/ h/mwpy,, v — 1/1/ag/2, 2 — Qw,, and E(-) — fwnEg o(-), we get
the dimensionless GPE
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iOY(x,t)  0Es ()
or  ewr Y

— (=574 VB0 + B U O - 2L ) vlx.0). (1025)

where

Uy N dmasN
B = aghwy, - ay

L,= 71(1'8?! - yar)7

1
Vix) =3 (vaa® + 2y” +122%)

with 7, = wg/wm, 7y = wy/wnm and v, = w./wy,, and the dimensionless
energy functional per particle Eg (1) is defined as

Baa() = [ 519000 + VO 4§ [ul! = 20 L] ax. (10:26)

In a disk-shaped condensation with parameters w, ~ w, and w, > w, (<=
vz =1, 7 ~ 1 and v, > 1 choosing w,, = w,), the 3D GPE (10.2.5) can be
reduced to a 2D GPE with x = (z,y)T [12, 8, 18]:

i OY(x,t)
Ot = =4V + Va(z,y)Y + Bo|v)|?y — L.,

where s = 35 = B1/7./27 and Va(z,y) = 2 (72a2? —|—’y§y2) [12, 18, 4]. Thus
here we consider the dimensionless GPE in a rotational frame in d dimensions
(d=2,3):

(10.2.7)

i OY(x,t)
Ot = =4V + Vy(x)yp + Baltp[>1p — 2L, x € RY, ¢ >0, (10.2.8)
P(x,0) =1ho(x),  x€R% (10.2.9)

where 3 = 8 and Vi(x,y,2) = V(x,y, 2).
Two important invariants of (10.2.8) are the normalization of the wave
function

N () :/Rd |1/)(x,t)|2dx5/Rd lp(x,0)* dx =1, t>0 (10.2.10)

and the energy

Baot) = [ | [319660F + Vaalol? + 2 of* - 20" Lw | ax
(10.2.11)
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10.2.2 Stationary states
To find a stationary solution of (10.2.8), we write
P(x, ) = e (x), (10.2.12)

where p is the chemical potential of the condensate and ¢ is independent of
time. Inserting (10.2.12) into (10.2.8) gives the following equation for ¢(x):

b 8(x) = —3 AG(X) + Valx) 6(x) + Bul(0)0(x) — 2L.0(x), x € B,
(10.2.13)
under the normalization condition
ol = [ 106 dx = 1. (10.2.14)
Rd

This is a nonlinear eigenvalue problem with a constraint and any eigenvalue
1 can be computed from its corresponding eigenfunction ¢ by

p=pig.0(P)
:AJ;Wﬂﬂ”HM@W@W+wW@W—Qw@ﬂm&>M

= Es.0(¢) +/Rd % lp(x)|* dx. (10.2.15)

In fact, the eigenfunctions of (10.2.13) under the constraint (10.2.14) are the
critical points of the energy functional Ejs (¢) over the unit sphere S = {¢ €
C | ¢l = 1,E30(¢) < oco}. Furthermore, (10.2.13) is the Euler-Lagrange
equation of the energy functional (10.2.11) with ¢ = ¢ under the constraint
(10.2.14).

10.2.3 Semiclassical scaling and geometrical optics

When G4 > 1, i.e., in a strongly repulsive interacting condensation or in a
semiclassical regime, another scaling (under the normalization (10.2.10) with
1 = 9°) for the GPE (10.2.8) is also very useful in practice. We choose

x — e /2x and ¢ = ¢° e¥* with ¢ = 5;2/(d+2):

ic 0V (x,t)  OE. o(¥F)
ot o S(ye)

= H® F (10.2.16)
52
= — 5 VP Va(x)u* + [UFPY° - eQLf, x €RY,

where the energy functional E. (1) is defined as
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2
[ 59w+ vaGoluet? + 1ol - c2twey Lo ax
= O(]-)a

Eeo(y) = /

assuming that 1° is e-oscillatory and “sufficiently” integrable such that the
integral of each term in the above energy functional is O(1). Similarly, the non-
linear eigenvalue problem (10.2.13) (under the normalization (10.2.14) with
¢ = ¢°) reads

2
19 (x) = —%Adf FVu(x)6° + |6°)20° — eRL.¢°, xe€RY (10.2.17)

where any eigenvalue p® can be computed from its corresponding eigenfunc-
tion ¢° by

2
= o) = [ SI96 P+ Voo + 1071 — 20 L | ax
Rd
— 0(1).

Furthermore, it is easy to get the leading asymptotics of the energy functional
Es () in (10.2.11) and the chemical potential ug o(¢) in (10.2.15) when
Bq > 1 from this scaling:

Epa)=c "B o) =0(E") =0 (53/(‘”2)) : (10.2.18)

po.o(@) = peo(¢’) =0 (") =0 (ﬁj/(d“)) Ba>1. (10.2.19)

These asymptotic results were confirmed by the numerical results in [16, 20].
When 0 < e < 1, i.e., Bg > 1, we set

P (x,t) = \/pF(x,t) exp (255()(, t)) , (10.2.20)

where p° = [¢°|2 and S¢ is the phase of the wave function. Inserting (10.2.20)
into (10.2.16) and collecting real and imaginary parts, we get the transport
equation for p® and the Hamilton—Jacobi equation for the phase S¢:

Oyp° + div (p°VS®) + 2L.p° = 0, (10.2.21)
€ 1 €2 € T Qe _ e? 1 2 =
ST + 5 [VS°[* + Va(x) + p° + QL.5° = Eﬁv Vi, (10.2.22)

where the operator L, = (20y — y0z). Eq. (10.2.21) is the transport equa-
tion for the atom density and (10.2.22) the Hamilton—Jacobi equation for the
phase. Furthermore, by defining the current density [20, 15]

J° = p°VS® =cIm ((v°(x,t)" VY& (x,1)), (10.2.23)
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we can get the quantum-hydrodynamic Euler system with a third-order dis-
persion term:

0p° + divI® 4+ 2L.p° =0, (10.2.24)
JE®Je
) 4 TP + V)

=

BtJE + div (
+2(L.+G) J* = SV (° V2 ), (10.2.25)
where P(p) = p?/2 is the hydrodynamic pressure and the symplectic matrix

G is defined as

01 010
G = , for d =2, G=|-100]|, ford=3. (10.2.26)
-0 000

By formally passing to the limit & — 0+ in (10.2.21),(10.2.22), we obtain
the system

8ip° + div (0°VS°) + QL.p° =0, (10.2.27)
1 .
%S + 3 (VSO 4 Va(x) + p° + 1.5 = 0. (10.2.28)

Similarly, letting e — 0" in (10.2.24), (10.2.25), we can formally obtain the
following Euler system:

Byp” + divI® + QL. p° =0, (10.2.29)
0 i 1’ ®J° 0 0 7 0
03 +div (5= ) + VP() +p VVd(x)+Q(Lz+G>J —0,
(10.2.30)
which is the isotropic Euler system (velocity given by v° = Vs°) with

quadratic pressure-density constitutive relation in the rotational frame. The
formal asymptotics is supposed to hold up to the caustic onset time!

10.3 Ground state

The ground state wave function ¢9(x) := ¢} ;,(x) of a rotating BEC is found
by minimizing the energy functional Eg o(¢) over the unit sphere S:
Find (1 5, ¢4 , € S) such that

E%:=FE} 5 =Epso(¢h o) = min Ega(¢), 1= puho=pp0(}q)

(10.3.1)
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Any eigenfunction ¢(x) of (10.2.13) under the constraint (10.2.14) whose en-
ergy Ep o(¢) > Ep.o(d} ) is usually called an excited state in the literature
[63]. '

Existence/nonexistence results for the ground state, depending on the
magnitude [§2] of the angular velocity relative to the trapping frequencies,
are known and availeble [66].

10.3.1 Existence of the ground state when
2] < Yy = min{'}’z")/y}

To study the existence of the ground state in a rotating BEC, we first present
some properties of the energy functional [20].

Lemma 1. (i) In 2D, we have

Ep—o(¢(z,—y)) = Es.o(é(z,y)),
Ep—o(d(—2,y)) = Ego(é(z,y),  ¢€S. (10.3.2)

(ii) In 3D, we have

Eﬂ7_9(¢(f£, Y, Z)) = E5,9(¢(I7 Y, Z))a
Es _o(o(—x,y,2)) = Eg o(é(x,y,2)), ¢ es. (10.3.3)

(iii) In 2D and 3D, we have

L[ ot + (vaoa - Sl +40) 1o + 5 161 dx < Bat)

< /Rd {IJFTM IVe(x)|* + (Vd(X) + l%(m2 + y2)) |6 + % |¢|4} dx. (10.3.4)

From this lemma, since v, > v, = Y2y and 7, > 0, when 84 > 0 and
[£2] < 74y, we know that the energy functional Ejg (¢) is positive, coercive
and weakly lower semicontinuous on S. Thus the existence of a minimum
follows from the standard theory [68] and we have the following.

Theorem 1. (i) In 2D, if ¢go(x,y) € S is a ground state of the energy
functional Eg o(¢), then ¢go(x,—y) € S and ¢p.o(—x,y) € S are ground
states of the energy functional Eg _o(¢). Furthermore,

Bl o=E} o  Who=nj_o (10.3.5)

(ii) In 3D, if ¢p.o(x,y,2) € S is a ground state of the energy functional
Eg 0(¢), then ¢p oz, —y,z) € S and ¢p,o(—x,y,2) € S are ground states of
the energy functional Eg _q(¢), and (10.3.5) is also valid.

(iii). When Bq > 0 and |2| < 7z, there exists a minimizer for the mini-
mization problem (10.3.1), i.e., there exist ground states.
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To understand the uniqueness question, note that Ejg Q(Oé(b%’ o) =
Ep (¢} ) for all a € C with |a| = 1. Thus an additional constraint has
to be introduced to show uniqueness. For a nonrotating BEC, i.e., {2 = 0, the
unique positive minimizer is usually taken as the ground state. In fact, the
ground state is unique up to a constant a with || = 1, i.e., the density of the
ground state is unique, when {2 = 0. For a rotating BEC under [£2| < vy,
several numerical methods were proposed in the literature [4, 20] for comput-
ing a minimizer of the minimization problem (10.3.1). From the numerical
results [4, 20], the density of the ground state may no longer be unique when
[2] > 2° with £2¢ a critical angular rotation speed.

10.3.2 Nonexistence of ground states when
192 > v*¥ := max{vaz, 7y}

Denote 7, := 7" and note that §(v2z% +42y?) < $492r? with r = /22 + y2.
We have

1 2 o] 1
Bro@ <y [ [ 1068 + 1000 + 2270
0 0 r

+ Bolof* +2i026°0p0|r drdd, d=2.  (103.6)

o<y [ [

1
10,01 + 510081 +10:01" + (777 +7227) |9

+ Balol* + 2m¢*ag¢] rdrdydz, d=3(10.3.7)

where (r,9) and (r,9, z) are polar (in 2D) and, resp., cylindrical coordinates
(in 3D). In 2D, let

7(”|m\+1)/2 2

Ar T

P (X) = G (1, 9) = P (r) €™, with ¢y (1) = ———erl™le=7%
m|ml!
(10.3.8)

where m is an integer. In fact, ¢,,(x) is the central vortex state with winding
number m of the GPE (10.2.8) with d = 2, 83 = 0 and {2 = 0. It is very easy
to check that ¢,, satisfies

ol =27 [ onrir=1,  mez (10.3.9)
0

m2
% [—1d <rd> +rt } Gm(r) = (Im] + 1)y ¢m(r), 0 <7 < oo.
(10.3.10)
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Thus ¢,, € S and we compute

z%ﬂwm@»SUmwwh%—Mn+mwA (G ()] dr

Bayr (2[ml)!

- Dy, — Qm 4+ 22 =m” 10.3.11
Thus when |£2] > ~,, we have
. lim,,,— oo Eg (Z(¢m) 2> 0,
< ’
inf Bs.0(@) < {hmm%o Eso(d—m)  £2<0
. Bayr(2|m|)!
— lim (. — |02 o 2 A (10.3.12
Jim (37 =@l 49, + P (10312

— —OQ.

This implies that there is no minimizer of the minimization problem (10.3.1)
when [£2] > ~"¥ in 2D.

Similarly, in 3D, the argument proceeds with the central vortex line state
with winding number m of the GPE (10.2.8) with d = 3, 3 =0 and 2 =0,

O (X) = (1,0, 2) = (1, 2) ™7,
(Iml+1)/2_1/4 o
Vel e
Pm(r, 2) = S ol rime =, (10.3.13)

and we conclude that there is no minimizer of the minimization problem
(10.3.1) when |£2] > ~*¥ in 3D.

Remark 1. When v, < |£2] <~+"¥ in an anisotropic trap, although no rigorous
mathematical justification, the numerical results in [20] show that there is no
ground state of the energy functional Eg o(¢).

10.3.3 Stationary states as minimizer/saddle points in the linear
case

For the stationary states of (10.2.13), we have the following lemma, valid in
the linear case 35 = 0.

Lemma 2. Suppose 34 = 0, || < vy and Vy(x) > 0 for x € RY; then we
have:

(i) The ground state ¢9 is a global minimizer of Ey o(¢) over S.

(ii) Any excited state ¢° is a saddle point of Ey (@) over S.

Proof. Let ¢. be an eigenfunction of the eigenvalue problem (10.2.13) and
(10.2.14). The corresponding eigenvalue is p.. For any function ¢ such that
FEy,0(¢) < oo and ||¢e + ¢|| = 1, notice by (10.2.14) that we have
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[

16+ 6ll® — (16l —/ (6" e + 062 dx
R4

_ /Rd (6o + d7) dx. (10.3.14)

From (10.2.11) with ¢ = ¢, + ¢, using (10.2.14) and (10.3.14) and integration
by parts, we get

EO,Q(¢€ + (b)

= /Rd [;V¢E+V¢|2—|—Vd(x)|¢e+¢|2 _ Q(¢€+¢)*Lz(¢e+¢) dx

= /Rd <;|V¢e|2 + Va(x)|de|* — Qd’szd)e) ix
1 9 ) )
+/Rd <2|V¢| + Va(x)|9]® — 2¢ qug) dx
1 *
+/Rd <2A¢e + Vd(X)(be — QLZ¢6> ¢ dx

1 *
+ [ (540 + Vitxio. - 2L.0.) o ix

= EO,Q(¢€) + EO,Q(¢) - /‘eHQS”Q
= Eo,0(¢e) + [Eo,.a(6/[19]) — uel l9]*. (10.3.15)

(i) Taking ¢ = ¢4 and e = 14 in (10.3.15) and noting that Ey o(¢/||¢[]) >
Eo,0(¢g) = pg for any ¢ # 0, we get immediately that ¢, is a global minimizer
of Ey o over S.

(ii) Taking ¢ = ¢; and p. = p; in (10.3.15), since Ey o(¢q) < Eo.0(¢;)
and it is easy to find an eigenfunction ¢ of (10.2.13) such that Eg n(¢) >
Eo,0(¢;), we get immediately that ¢, is a saddle point of the functional
Ey 0(¢) over S. O

10.3.4 Approximate ground state
When 4 = 0 and 2 = 0, the ground state solution is given explicitly [18]:

g 1{7;84_72/’ d:2a

Mo,o=§ Ye + vy + 72, d =3,

’ =2 10.3.16)

)1/4 _ ’Yzzz+’vyy2+’vz22
(&

2 ,d=3.

Yo Fyyy?
0 oy L ey e
¢0,O(X) - 7Td/4
('796'77472

In fact, this solution can be viewed as an approximation of the ground state
for a weakly interacting slowly rotating condensate, i.e., |G4] < 1 and [£2| ~ 0.
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For a condensate with strong repulsive interactions, i.e., 84 > 1, |£2| = 0,
vz = O(1), 7, = O(1) and ~, = O(1), the ground state can be approximated
by the TF approximation in this regime [12, 18, 4, 21]:

ST (x )__{ VOB = VaG)/Ba, Vab) <uET 10517

0, otherwise,
L | (4825 /m) 1/ d=2
5 =58 e ’ 10.3.18
He { (158372772 /4m)4/° d=3. ( )

Clearly gZ)EF is not differentiable at Vy(x) = ,uﬁ , thus Eg Q(gb F) = 00 and
tp.0(d5") = oo [12, 21]. This shows that one can’t use (10.2.11) to define the
energy of the TF approximation (10.3.17). How to define the energy of the
TF approximation is not clear in the literature. Using (10.2.15), (10.3.18) and
(10.3.17), and following [21] for a nonrotating BEC, here we use one method
to define the energy of the TF approximation (10.3.17):

Cd+2
ETF:TF—/@TF * dx 43P d=2,3. (10.3.1
se=Hie~ | 5 (05" ()" dx = 5= ;3. (10.3.19)

The numerical results in [20] show that the TF approximation (10.3.17) is
very accurate for the density of the ground state, except at the vortex core,
when G4 > 1 and || < 74y, and (10.3.18) and (10.3.19) converge to the
chemical potential and energy respectively only when [£2| ~ 0, but diverge
when |£2] is near 7,,.

10.3.5 Critical angular velocity in symmetric trap

In 2D with radial symmetry and in 3D with cylindrical symmetry, for any
Bq > 0, when 2 = 0, the ground state satisfies d)% o(x) = qﬁ% o(r) in 2D and
¢ho(x) = @%0(r, 2) in 3D with ¢3 ;(r) and ¢% ((r, 2) the symmetric state of
the problem (10.2.13), (10.2.14) in 2D and 3D respectively, i.e., the ground
state is radially symmetric. When {2 increases to a critical angular velocity,
(257 defined as

20 1= 2 = max {2 | Ep.0(64,0) = Fpol6h.0) = Bao(@ho) }

the energy of the ground state will be less than that of the symmetric state,
i.e., symmetry breaking occurs in the ground state [66, 67]. QE is also called
the critical angular velocity for symmetry breaking in the ground state.

From the discussions and numerical results in the literature [20, 4], we
have

Qg:'yr;:fyl,:fyy’ 0§QE<QZ;§’7T, fOI‘ﬁd>0.
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10.4 Numerical methods and results for ground states

In this section, we review the continuous normalized gradient flow and its
backward Euler finite difference discretization for computing the ground states
of a rotating BEC.

10.4.1 Gradient flow with discrete normalization (GFDN)

Various algorithms, e.g., the imaginary time method [30, 4, 6], Sobolev gra-
dient method [42, 41], finite element approximation [18], iterative method
[29] etc., for finding the minimizer of the minimization problem (10.3.1) have
been studied in the literature. Perhaps one of the more popular techniques for
dealing with the normalization constraint (10.2.14) is through the splitting
(or projection) scheme: (i). Apply the steepest descent method to an un-
constrained minimization problem; (ii) project the solution back to the unit
sphere S. This suggests that we consider gradient flow with discrete normal-
ization (GFDN):

00 = =222 G V)0~ 5a 6P+ 2 Lby 1 <0< b,
(10.4.1)
O(X, tpy1) 2 ¢>(X,t}t+1) = M, xeRY n>0, (10.4.2)
[o(tny)l
b(x,0) = po(x), xe€R?  with |¢oll =1; (10.4.3)

where 0 = t) < t; <ty < -+ < t, < --- with At,, = t,,41 — t, > 0 and
k = max,>o At,, and ¢(x,t) = lim, ,+ ¢(x,1). In fact, the gradient flow
(10.4.1) can be viewed as applying the steepest descent method to the energy
functional Eg (¢) without constraint, and (10.4.2) then projects the solution
back to the unit sphere in order to satisfy the constraint (10.2.14). From a
numerical point of view, the gradient flow (10.4.1) can be solved via traditional
techniques and the normalization of the gradient flow is simply achieved by a
projection at the end of each time step.
Let
It ¢(7 t)
o(- 1) 6O tn <t <tpp1, n>0. (10.4.4)

For the gradient flow (10.4.1), it is easy to establish the following basic facts
[20].
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Lemma 3. Suppose Vy(x) > 0 for all x € R, B3 > 0 and ||¢o|| = 1, then

(@) oG, Ol < [l tn)ll =1 for tn <t <tnp1, m >0,
(ii) For any B4 > 0, and all
t', t with t, <t <t <tpyi:

Ep0(o(-,t) < Ego(o(,t)), n > 0. (10.4.5)
(iii) For B4 =0,
Eo0((1) < Bo,o(d( 1)), tn <t<tyy, n>0.  (10.4.6)

From Lemma 3, we immediately get the following [20].

Theorem 2. Suppose Vy(x) > 0 for all x € R? and ||¢o| = 1. For B4 = 0,
GFDN (10.4.1)-(10.4.3) is energy diminishing for any time step k and initial
data ¢y, i.e.,

Eo0(0(-,tnt1)) < Eo0(o(-,tn)) < -+ < Eg0(é(+,0)) = Ey 0(¢o), n>0.
(10.4.7)

10.4.2 Continuous normalized gradient flow (CNGF)

In fact, the normalized step (10.4.2) is equivalent to solving the following ODE
exactly:

br(x,t) = po(t, k)p(x,t), x€Rt, <t <tpi1,n>0, (10.4.8)

o(x,th) = ¢(x,t,,,), x€R% (10.4.9)
where
pg(t, k) = pig(tns1, Atn) = — ln o, n+1)||2> th ST <tnq1.
(10.4.10)

Thus the GFDN (10.4.1)-(10.4.3) can be viewed as a first-order splitting
method for the gradient flow with discontinuous coefficients:

Pt = %&b —Va(x)¢ — B |6]>¢ + QL. + py(t, k), x € R4, ¢t >0, (10.4.11)

P(x,0) = ¢o(x), x€R?  with |[j¢o] = 1. (10.4.12)

Letting k — 0 and noticing that ¢(x,%, ;) on the right-hand side of (10.4.9)
is the solution of (10.4.1) at ¢, 1 = t + At,, we obtain

L . 2
p,¢(t) = kli%{r /L¢(t k) Athm —9 At IIIH(,ZS( i n+1)||
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. 1 2
- Atlnlglm -2 At, In ”¢( ’(t i Atn) )”

im %Hﬁb(',t“‘T)”QL:Atn

Aty =0t =2[|@ (-t + Aty )||?

—  lim wg,o(o(-,t+ At,) _ ps,2(9(t))
P PR | R O] B

This leads us to consider the following CNGF:

(10.4.13)

¢t = %Afb —Va(x)¢ — Ba |9 + 2L.¢ + pg(t)p, x € RY, t >0, (10.4.14)

b(x,0) = po(x), xeR?  with |¢ol =1. (10.4.15)

In fact, the right-hand side of (10.4.14) is the same as (10.2.13) if we view
1 (t) as a Lagrange multiplier for the constraint (10.2.14). Furthermore, for
the above CNGF, as observed in [9] for a nonrotating BEC, the solution of
(10.4.14) also satisfies the following theorem [20].

Theorem 3. Suppose Vy(x) > 0 for all x € R, B3 > 0 and ||¢o] = 1.
Then the CNGF (10.4.14), (10.4.15) is normalization conserving and energy
diminishing, i.e.,

o0 = [ lox 0 dx=lgnl* =1 +20, (10410

d
ZEan(0) =-2[a(.0P <0, t20, (10.4.17)

which in turn implies

Eg o(o(-,t1)) = Eg o(o(-,t2)), 0<t <ty < o0.

10.4.3 Fully numerical discretization

We now present a numerical method to discretize the GFDN (10.4.1)—(10.4.3)
(or perform a full discretization of CNGF (10.4.14), (10.4.15)). For simplicity
of notation we introduce the method for the case of 2D over a rectangle {2 =
[a, b] X [e, d] with homogeneous Dirichlet boundary conditions. Generalizations
to 3D are straightforward for tensor product grids and the results remain valid
without modifications.

We choose the spatial mesh sizes h, = Az > 0, hy = Ay > 0 with
hy =(b—a)/M, hy = (d—c)/N and M, N even positive integers. The time
step is given by k = At > 0 and we define grid points and time steps by

zj=a+7j hy, j=0,1,... , M, Yy =c+1hy, l=0,1,... ,N,
tni=nk, n=20,1,2,...
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Let ¢7, be the numerical approximation of é(xj,y1,tn) and ¢" the solution
vector at time t = t,, = nk with components fb?,z-

We use backward Euler for time discretization and second-order centered
finite difference for spatial derivatives. The detailed scheme is

ng,l - ¢?l 1 ~ - N 1 _ R 3
— = % [¢j+1,z — 2051+ ¢j71,z} + % [¢j,l+1 —2¢j1+ ¢j1-1
b 25 o D1l — G
—Va(xj, 050 — B2 | 91| dju + z(zyl%

—mxjw, j=1,....,.M—1, 1=1,...

N-—1

th ) b
éo,l:&M,l:q;j,O:éj,NZOa jZO,...,M, l:Oa"'va

¢”+1:¢j’l j=0,1,...,M,1=0,...,N, n=0,1,...,  (10.4.18)

g =
’ 14
¢?,l:¢0(xj7yl)? ]:Oa17aM7 ZZO,...7N7

where the norm is defined as ||@||? = hah, E;Vizl ljizl ;]2

10.4.4 Numerical results

Many numerical results were reported in [20] for ground and central vortex
states of a rotating BEC in 2D and 3D. Here we only present some ground
state solutions in 2D of a rotating BEC for completeness. We take d = 2 and
vz =7y = 1 in (10.2.8). Figures 10.1 and 10.2 plot the surface and contour,
respectively, of the ground state ¢9(z,y) = ¢%7Q(:v,y) with f2 = 100 for
different f2.

10.5 Dynamics of a rotating BEC

In this section, we provide some analytical results on the conservation of the
angular momentum expectation in a symmetric trap, i.e., 7, = 7, in (10.2.8),
derive a second-order ODE for the time evolution of the condensate width,
and then present some dynamic laws of a stationary state with a shifted center
in a rotating BEC.

10.5.1 Dynamics of angular momentum expectation and
condensate width

As a measure of the vortex flux, we define the angular momentum expectation:

(L) (t) :== y P (x,t) Lp(x,t) dx = i/Rd ¥ (%, 1) (y0y — x0y )b (%, t)dx,
(10.5.1)



232 Weizhu Bao

Fig. 10.1. Surface plots of ground state density function |¢?(z,y)|* in 2D with
Yz =7y = 1 and [z = 100 for different (2.

for any ¢ > 0. For the dynamics of angular momentum expectation in a
rotating BEC, we have the following lemma [10].

Lemma 4. Suppose 1 (x,t) is the solution of the problem (10.2.8), (10.2.9),
then we have

d{L,
% = (%% - ’Y;) Oy (t), where 65y (t) = /Rd 2ylib(x, 1)[2dx, t> 0.

(10.5.2)

Consequently, the angular momentum expectation and energy for a nonrotat-
ing part are conserved, that is, for any given initial data 1o(x) in (10.2.9),
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Q=0.0 Q=0.25
Q=0.50 Q=0.70

Q=0.80

Fig. 10.2. Contour plots of ground state density function |¢?(z,y)|? in 2D with
Yz =Yy = 1 and B2 = 100 for different f2.

(L)(t) = (L2)(0), Epo(¥) = Egolto), t>0 (10.5.3)

at least for a radially symmetric trap in 2D or a cylindrically symmetric trap
in 8D, i.e., Yz = vy.

Another quantity characterizing the dynamics of a rotating BEC is the
condensate width defined as

oa(t) = /520D, where 8u(t) = (a?)(t) = /R ol 0)dx, (105.4)

for t > 0 and « being x,y or z. For the dynamics of condensate widths, we
have the following lemmas [10].
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Lemma 5. Suppose ¢ (x,t) is the solution of problem (10.2.8), (10.2.9), then
we have

Co [ @0 0u0) (is20° (00, + 0210+ 20202 2o
dt R
£ 200,012 + Balul" — 200200 (VaGe)) |, 3 0,
0u0) =00 = [ ?luo(iPdx, = (10.5.5)

50 (0) =6V = Q/Rd a [=02ol? (20 — yds) a + Im (¥§0atbo)] dx, (10.5.6)

where Im(f) denotes the imaginary part of f.
From Lemma 5, we then have [10] Lemma 6.

Lemma 6. (i) In 2D with a radial symmetric trap, i.e., d =2 and vy, = v, =
Y in (10.2.8), for any initial data o = o(x,y), we have for any t > 0,

E L W
5-(t) = g.0(%0) —Z (L2)(0) [1 — cos(27,t)] + 6 cos(2y,t) + (;— sin(2+,t),
Vr Yr

(10.5.7)

where 6,(t) = 6,(t) + 6,(t), 6 := 6,(0) + 6,(0), and 6" := §,(0) + 6,(0).
Furthermore, when the initial condition vo(x,y) in (10.2.9) satisfies

Yo(x,y) = f(r)e™ with m€Z and f(0)=0 when m#0,

(10.5.8)
we have, for anyt >0,
1
0z(t) = 0,(t) = iér(t) (10.5.9)

(1)

E ) x .
= Ep.0(o) +m0 [1 — cos(2v,t)] + 62 cos(2v,t) + s sin(2v,t).

29z
This and (10.5.4) imply that

Ep.a(vo) +ms? 0 a8
Oy =0y = \/27% [1 — cos(2v.t)] + 5 cos(27,t) + s sin(27,t).
(10.5.10)

Thus in this case, the condensate widths o, (t) and o,(t) are periodic functions
with frequency doubling the trapping frequency.
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(ii) For all other cases, we have, for anyt >0

(1)
Sa(t) = Ep,0(0) + (559 - Eﬂ”“"”) cos(27at) + % Sin(27at) + falt),

Va 2
(10.5.11)
where fo(t) is the solution of the following second-order ODE:
d2foz(t) 2 dfa(o)
S Al fat) = Falt), fa(0)= =57 =0, (105.12)

with
Fa(t) = /]R [2|aaw2 = 2AVYP = Balgo ! + (2950” — 4Va(x)) [ + 429" Loy

+ (Dya — Do) (41007 (20, + ydo) ¥+ 20°(2” = ) |9]7) |dx.

10.5.2 Dynamics of a stationary state with its center shifted

Let ¢e(x) be a stationary state of the GPE (10.2.8) with a chemical potential
tre [20], i.e., (pie, de) satisfying

pede(x) = =5 Ade + Val)6e + Baloel?6. — OLade, loelP =1.
(10.5.13)

If the initial data ¥ (x) in (10.2.9) is chosen as a stationary state with a shift
in its center, one can construct an exact solution of the GPE (10.2.8) with
a harmonic oscillator potential. This kind of analytical construction can be
used, in particular, in the benchmark and validation of numerical algorithms
for the GPE. In [44], a similar kind of solution was constructed for GPEs and a
second-order ODE system was derived for the dynamics of the center, but the
results there were valid only for nonrotating BECs, i.e., 2 = 0. Modifications
must be made for the rotating BEC, i.e., 2 # 0. Later, in [22], similar results
were extended to the case of a general Hamiltonian but without specifying
the initial data for the ODE system. Here we present the dynamic laws for
the rotating BEC [10].

Lemma 7. If the initial data 1o(x) in (10.2.9) is chosen as
Yo(x) = de(x —%0),  xERY, (10.5.14)

where Xq is a given point in R?, then the exact solution of (10.2.8), (10.2.9)
satisfies

V(X, 1) = po(x — x(t)) e7Het 0 x e RY >0, (10.5.15)
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where for any time t > 0, w(x,t) is linear for x, i.e.,

w(x,t) =c(t)-x+g(t), ct)=(ci(t),...,cat)T, xR t>0,

(10.5.16)

and x(t) satisfies the following second-order ODE system.:
E(t) = 202y(t) + (v — 2%) z(t) = 0, (10.5.17)
§(t) +2024(t) + (v, — 2°) y(t) =0, t>0, (10.5.18)

z(0) =zo, y(0)=yo,  £(0) =1Ly,  H(0)=—Nz. (10.5.19)
Moreover, if in 3D, another ODE needs to be added:

2(t) +v22(t) = 0, 2(0) = 2o, 2(0) = 0. (10.5.20)

10.5.3 Analytical solutions for the center of mass

Without loss of generality, in this subsection, we assume 7, = 1 and v, <,
in (10.5.17)—(10.5.20). From (10.5.13) and (10.5.15), changing variables, we
get

(1) = [ xlulox ) dx = [ xloux—x(t)P dx
= /Rd(x +x())|de (x)[? dx = x(t), t>0. (10.5.21)

This immediately implies that the dynamics of the center of mass is the same
as that of x(t), i.e., it satisfies the ODE system (10.5.17)—(10.5.20). It is easy
to see that the solution of (10.5.20) is

z(t) = 20 cos(y:t),  t=>0, (10.5.22)

thus, z(¢) is a periodic function with period T, = 27/~,. Furthermore, when
2 # 0, dividing both sides of (10.5.17) by 212, we get

gt) = — (@) + (2 — 2*) z()), t=>0. (10.5.23)
Differentiating (10.5.18) with respect to ¢, we obtain
y® () +208) + (v2 — 2%) y(t) =0,  t>0. (10.5.24)

Inserting (10.5.23) into (10.5.24), we get the following fourth-order ODE for
x(t):

s () + (2 4+ 2 +202%) &) + (72— 2°) (v — 2%) 2(t) =0, t > 0.
(10.5.25)



10 Ground states and dynamics of rotating Bose-Einstein condensates 237
The characteristic equation of (10.5.25) is
Mt (R4 +22°) X+ (2 - 2%) (72— ) =0. (10.5.26)

In the following, we will discuss the solutions of the ODE system (10.5.17)—
(10.5.19) in different parameter regimes of trapping frequencies and angular
rotation speed (2.

For a nonrotating BEC, i.e., 2 = 0 in GPE (10.2.8), the second-order
ODE system (10.5.17)—(10.5.19) collapses to

B(t)+vax(t) =0,  §(t)+yt)=0, t>0, (10.5.27)
z(0) = zo, y(0)=yo, &(0)=y(0)=0. (10.5.28)

It is straightforward to see that the solution of (10.5.27), (10.5.28) is
x(t) = xg cos(yyt), y(t) = yo cos(yyt), t >0, (10.5.29)

which implies that both z(¢) and y(t) are periodic functions with periods
T, = 27w/v, and T,, = 2w /~,, respectively.

For a rotating BEC with a symmetric trap, i.e., 2 # 0 in (10.2.8) and
Yz = 7y, We have the following solution for the second-order ODE system
(10.5.17)—(10.5.19) [76]:

Lemma 8. When 2 # 0 and v, = 7y, in (10.5.17)-(10.5.19), the solutions of
x(t) and y(t) for the motion of the center are

z(t) = % [cos(at) + cos(bt)] + [2lyo [sin(at) — sin(bt)] , (10.5.30)
y(t) = y720 [cos(at) + cos(bt)] + ‘ggo [—sin(at) + sin(bt)],t >0, (10.5.31)
where
a =" +1|2|, b=, — |0

Furthermore, we can obtain the distance between the center of mass and the
trap center as a periodic function with period T = w/v,, i.e.,

Ix(t)| := /x2(t) + y2(t) = \/23 + y2 | cos(yzt)], t>0. (10.5.32)

For a rotating BEC with an anisotropic trap, i.e., 2 # 0 in (10.2.8) and
Yo < 7y, we will present the analytical solutions in four different cases: (a)
[92] = 7a; (B) [92] =5 (¢) 0 <[] <z or [£2] > 75 and (d) 7o < 2 <y
For |£2| = 7, we have [76] the following.
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Lemma 9. When |2| = v, <y i (10.5.17)-(10.5.19), the solutions of x(t)
and y(t) for the motion of the center are

a(t) = % (2 + 2%) + 202% cos(at)]

2y; +2°
% 7(75 — 0t + M sin(at) | ,

(10.5.33)

",
y(t) = % 222 + (72 + 2%) cos(at)] — ~—Lsin(at),  ¢>0; (10.5.34)

where a =, /75 + 3022, This implies that the center moves on an ellipse when
yo = 0, and mowves to infinity when yo # 0.
Similarly for v, < [£2| = ,, we have [76] the following.

Lemma 10. When v, < 7, = || in (10.5.17)-(10.5.19), the solutions of
x(t) and y(t) for the motion of the center are

0
2(t) = % [202% 4 (72 + 2°) cos(at)] + % sin(at),  t>0, (10.5.35)

Y
y(t) = a% [(v2 4 £2%) + 202° cos(at)]
(9} 2(~2 4 )2
$ 200z oy - 20D G

(10.5.36)

where a = /72 + 302. Again this implies that the center moves on an ellipse
when xog = 0, and mowves to infinity when xq # 0.

If 2 # 0, v, or 7y, let
51 = (v + 7y +202%)/2,
b2 = \/5% — (2 =22 (12 - 22),

a = /|01 — 62| and b = /61 +d2. When 0 < [2| < 7, or |£2] > 7, we

have 0 < d3 < d1. Thus we get the four roots for the characteristic equation
(10.5.26)

A2 = £iy/01 — 62 = £a i, Az 4 = xi\/01 + 6o = b i. (10.5.37)

Thus, in this case, we get the solution of the ODE system (10.5.17)—(10.5.19)
[76].
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Lemma 11. When vy, < vy, and 0 < [2| < 7, or |2| > ~,, we have the
solution x(t) and y(t) of the ODE system (10.5.17)-(10.5.19)

x(t) = ¢ cos(at) + cq sin(at) + ¢z cos(bt) + ¢4 sin(bt), (10.5.38)

y(t) = c5 cos(at) + cg sin(at) + c7 cos(bt) + cgsin(bt), t >0,  (10.5.39)

where
(V24 2% —b?) 2 af2 (2 — 22+ b?) yo
CTTTTemr O T TRy @ )
63:7(73+!22—a2)x0 64:71)9(7%—924—@2)?;0
T (12— %) (@@ —t2)
.. (-2 -a®) (0 - 22+ 0?) wo
2(7z —12%) (a® = b?) ’
(V2 =22 —a?) (V24 22 = b?) xo
= 2402 (a2 — b2) ’
(v2 =2 +a®) (v = 22 = %) wo
T 2@y
o — (220 (22 —aQ)xO.

2002 (a? — b?)
This implies that the graph of the trajectory is a bounded set.

Similarly, when v, < |[£2] < 7,, we have do > 1. Thus we get the four
roots for the characteristic equation (10.5.26)

A== 09 — 01 = *a, A34 = Eiy/ 01+ 09 = £bi. (10540)

Thus, in this case, we get the solution of the ODE system (10.5.17)—(10.5.19)
[76].

Lemma 12. When v, < |£2| < 7y, we have the solution x(t) and y(t) of the
ODE system (10.5.17)-(10.5.19)

2(t) = di1e® + doe™ " + d3 cos(bt) + dy sin(bt), (10.5.41)
y(t) = dse™ + dge™ " + d7 cos(bt) + dgsin(bt), t >0, (10.5.42)

where

1 1
dy 25(01—02), d2:—§(01+c2), d3 = c3,

dy = ca, d7 = cr, dg = cg,
(2 -0+ o)
4af?

(2 - 2 +a?)

d =
> 4af?

(c1 — ca), dg = (c1 + c2),
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with ¢y, ..., cg constants defined in Lemma 11. From the above solution, we can

(2-0%) (1242 1)
af2(v;—22+b%)

is a bounded set; otherwise, the center will move to infinity exponentially fast

and satisfies

see that if ¢c1 = ca, i.e., Yyg = 2 the graph of the trajectory

yt) e (i 22 +d%)
LAY, . 10.5.4
) z(t) 2a1? (10:5.43)

10.5.4 Dynamics of the total density in the presence of dissipation

Consider a more general GPE of the form

(i = N (x,) = —3 A+ Vx, 1)+ alu6 — Ly, x € B,
(10.5.44)

P(x,0) = ho(x), x€R% (10.5.45)

where A > 0 is a real parameter that models a dissipation mechanism [5, 10]
and V(x,t) = Vy(x)+W(x,t) with W(x,t) an external driven field [24, 25, 50].
Typical external driven fields used in the physics literature include a delta-
kicked potential [50]

W(x,t) = K, cos(ksx) i o(t —nt), (10.5.46)

n=—oo

with K being the kick strength, ks the wavenumber, 7 the time interval be-
tween kicks and 6(7) the Dirac delta function; or a far-blue detuned Gaussian
laser beam stirrer [10, 24, 25]

[x —x,(t)[?

W(x,t) = W(t) exp [ < 0.2 )] , (10.5.47)
with W;(¢) being the height, w, the width and x(t) the position of the stirrer.
In addition, we note that to study the onset of energy dissipation in a BEC
stirred by a laser field, another possibility is to view the beam as a translating
obstacle [5] instead of introducing the Gaussian potential.

While the total density remains constant with A = 0, in the more general
case, we have the following lemma for the dynamics of the total density [10].

Lemma 13. Let ¥(x,t) be the solution of (10.5.44), (10.5.45), then the total

density satisfies

. d 2\
N = 5 [ We0R dx = —gmaa(), 120, (1054
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1
o) = [ [SIT0R 4 Vol + fulol! - Re(u" L) ix.
R

Consequently, the total density decreases when A > 0 and |2] < 7y =
min{vz, vy }-

10.6 Numerical methods for computing dynamics in a
rotating BEC

In this section, we review the efficient and accurate numerical methods pro-
posed recently to solve the following GPE for the dynamics of a rotating
BEC.

Due to the trapping potential V(x), the solution (x,t) of (10.5.44),
(10.5.45) decays to zero exponentially fast when |x| — oo. Thus in practi-
cal computation, we truncate the problem (10.5.44), (10.5.45) into a bounded
computational domain with the homogeneous Dirichlet boundary condition:

(i = X)W, 1) = —5 A0b -V (, 00+ a2 — DLty x €

(10.6.1)
b(x,t) =0, xel =00 >0, (10.6.2)
Y(x,0) = o(x), x € ; (10.6.3)

where (2 is a bounded computational domain to be specified later. The use of
more sophisticated radiation boundary conditions is an interesting topic that
remains to be examined in the future.

10.6.1 Time splitting

We choose a time step size At > 0. Forn =0,1,2,..., from time t = ¢, = nAt
to t = tyy1 = t, + At, the GPE (10.6.1) is solved in two splitting steps. One
solves first

1
(i — N Ob(x,t) = —§Aw — QLY (10.6.4)
for the time step of length At, and then solves

(i = X) Qb(x, 1) = V(x, 00 + Baltb 0, (10.6.5)

for the same time step. Equation (10.6.4) will be discretized in detail in the
next two subsections. For ¢ € [t,,t,+1], after dividing (10.6.5) by (i — M),
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multiplying it by * and adding with its complex conjugate, we obtain the
following ODE for p(x,t) = |¢(x,t)|?:

2

Iep(x,t) = V]

[V(x,t)p(x,t) + Bap®(x,t)] , X € Oy, ty <t <ty
(10.6.6)

The ODE for the phase angle ¢(x,t) (determined as ¢ = \/,Be“z’) is given by

dr = — [V(x,t) + Bap(x,1)], X € Qy, by <t <ty (10.6.7)

1+ A2
For X\ # 0, by (10.6.6), this is equivalent to

1
¢t = ﬁat lnp y X € .Qx, tn S t S tn+1. (1068)

Denote V,,(x,t) = f:n V(x,7)dr, we can solve (10.6.6) to get

p(x,tn) exp[%’;@x”]
p(x,t) = 235, VACT) (10.6.9)
1+ p(x,t, 1+/\2ft p[—i5e ] dr

Consequently, in the special case V(x,t) = V(x), we have some exact analyt-
ical solutions given by

p(x,tn), A=0,
(1+X2)p(x,tn) V(x) =
p.8) = (1+ A2) 4 2XBa4(t — t)p(x, tn)’ (10 6.10)
ol ) e[ 2AVEIEt)
V(x)p(x,tn) exp[—"1m—] V(x)#0

V() + (1= expl Z2Y5E=10]) Bup(x, t)

Inserting (10.6.9) into (10.6.7), we get for ¢ € [ty,, tnt1],

0 8) = 0t VT B0 |~ g (Va0 + / plx.ar )|

(10.6.11)
where
exp[ Z2AV )]
Un(x,t) = — : (10.6.12)
Lt (o, 1) 229 [T exp[ “2VeCem)) gy

Again, with V(x,t) = V(x), we can integrate exactly to get
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exp [—i(Bal (%, tn)|* + V(X)) (t — ta)] , A =0,

\/Un(x, t) exp[ﬁ In Un(x, t)], A # 0;

h(x,t) = (%, tn)

(10.6.13)
where
1+ A2
14+ A2+ 2084(t — t)|0(x, tn) 2’ Vix) =0,
Un x,t) =
(x,t) V() exp|— 2)\(tIJtr,;\)2V(x)]
V(%) #0.

V(00) 4 (1 — expl = 2RI ) Bolux 1) P

Remark 2. 1f the function V,(x,t) as well as other integrals in (10.6.9),
(10.6.11) and (10.6.12) cannot be evaluated analytically, numerical quadra-
ture can be used, e.g.,

tnt1
V(X tne1) = / V(x,7)dr
t

n

At

10.6.2 Discretization by using polar/cylindrical coordinates

To solve (10.6.4), we choose 2x = {(x,y), r = /22 +y?> < R} in 2D, and
respectively 2 = {(z,9,2), r = Va2 +y?> < R, a < z < b} in 3D, with
R, |a| and b sufficiently large, and try to formulate the equation in a variable
separable form. When d = 2, we use the polar coordinates (r, 1), and discretize
in the J-direction by a Fourier pseudo-spectral method, in the r-direction by a
finite element method (FEM) and in time by a Crank-Nicolson (C-N) scheme.
Assume

L/2—1

Uit = Y () e, (10.6.14)

I=—L/2

where L is an even positive integer and @l(r, t) is the Fourier coefficient for
the [th mode. Inserting (10.6.14) into (10.6.4), noticing the orthogonality of
the Fourier functions, we obtain for —% << % —land 0<7r < R:

. b 12 -
(i — \) Byiby(r t) = —%% (ﬁ‘z’g:’t)) n (%2 - m) Di(r ), (10.6.15)

o~ o~

Yi(R,t) =0 (for all l), ¥1(0,8) =0 (for I #0). (10.6.16)
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Let P* denote all polynomials with degree at most k, M > 0 be a chosen
integer and 0 = rg < 71y <71y < --- < ry = R be a partition for the interval
[0, R] with a mesh size h = maxo<m<m {Tm+1—7"m}. Define an FEM subspace
by

Uh = {uh € C[0,R] | u"| e P* 0<m< M, u"(R) :0}

[PmsTm1]

for I =0, and for [ # 0,

Uh = {uh € Cl0,R] | u"

€ P*, 0 <m < M, u"(0) = u"(R) :o} .

[T77L)TTYL+1]
Then we obtain the FEM approximation for (10.6.15), (10.6.16): Find " =
PP (-, t) € U™ such that for all ¢" € U™ and t,, <t <ty 1,
. d - - - .
(= X) AW (1), 0") = B (1), 6") + PO, 6") — 1AW, "),
(10.6.17)

where

R R
A h h :/ h h d B h .h :/ o d
(u”,0") ; ru(r) v"(r) dr, (u”,v") 3 ar o r,
R
C(ul,v") :/ By ul(r) vP(r) dr, u, ot e UM
0

The ODE system (10.6.17) is then discretized by the standard Crank-Nicolson
scheme in time. Although an implicit time discretization is applied for
(10.6.17), the 1D nature of the problem makes the coefficient matrix for the
linear system band-limited. For example, if the piecewise linear polynomial
is used, i.e., k = 1 in U", the matrix is tridiagonal. Fast algorithms can be
applied to solve the resulting linear systems.

In practice, we always use the second-order Strang splitting [72], i.e., from
time t = ¢, to t = t,11: 1) first evolve (10.6.5) for half time step At/2 with
initial data given at t = t,; ii) then evolve (10.6.4) for one time step At
starting with the new data; iii) and evolve (10.6.5) for half time step At/2
with the newer data. Other ways to discretize (10.6.15) were also proposed
in [10]. This method was demonstrated to be of spectral accuracy in the
transverse direction, second- or fourth-order accuracy in the radial direction
and second-order accuracy in time [10].

10.6.3 Discretization by using ADI technique

To solve (10.6.4) in another way, we choose 2x = [a,b] X [¢,d] in 2D, and
resp., {2x = [a,b] X [¢,d] x [e, f] in 3D, with |a|, b, |¢|, d, |e| and f sufficiently
large. For simplicity of notation, here we assume A = 0 and V (x,t) = V(x)
in (10.6.1).
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When d = 2 in (10.6.4), we choose mesh sizes Az > 0 and Ay > 0 with
Ax = (b—a)/M and Ay = (d — ¢)/N for M and N even positive integers,
and let the grid points be

rj=a+jAz, j=0,1,2,... M; y,=c+kAy, £=0,1,2,... N.
Let 7, be the approximation of ¥(xj,yr,tn) and ¥™ be the solution vector

with component 47 .
From time ¢ = ¢, to t = t,, 41, we solve (10.6.4) first

0%, 1) = — 5D, 1) — 2900 (x,1), (10.6.18)
for the time step of length At, and then solve
i Op(x,t) = —% (X, 1) + 10220, (%, ), (10.6.19)
for the same time step.
For each fixed y, the operator in the equation (10.6.18) is in the z-direction

with constant coeflicients and thus we can discretize it in the x-direction by
a Fourier pseudo-spectral method. Assume

M/2-1
vy )= D Upy.t) explipy(z — a)], (10.6.20)
p=—M/2
where p, = gf—z and zzp(y,t) is the Fourier coefficient for the pth mode in

the z-direction. Inserting (10.6.20) into (10.6.18), noticing the orthogonality
of the Fourier functions, we obtain for —% <p< % —landc<y<d:

. 1 -

This linear ODE can be integrated in time exactly and we obtain

~

~ /1
Yp(y, ) = exp [—z (2u§ + Qyup) (t— tn)] Vp(ystn), b <t <tpya.
(10.6.22)

Similarly, for each fixed x, the operator in the equation (10.6.19) is in the
y-direction with constant coefficients and thus we can discretize it in the y-
direction by a Fourier pseudo-spectral method. Assume

N/2—1

Qﬁ(l” Y, t) = Z ’l/p\q(I, t) eXp[i)‘Q(y - C)]’ (10'6'23)

g=—N/2
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where A\, = 32 and qu(x,t) is the Fourier coefficient for the gth mode in
the y-direction. Inserting (10.6.23) into (10 6.19), noticing the orthogonality

of the Fourier functions, we obtain for —& <¢< ¥ —landa <z <b:

—~ 1 ~
i Oihy(z,t) = (2/\3 - Qx)\q) Vg(x,t),  tn <t <tni1. (10.6.24)

Again this linear ODE can be integrated in time exactly and we obtain

~

Pglz,t) = exp [ ( A2 - .Qx)\q> (t — tn)} Vol tn), by <t <tni1.
(10.6.25)

From time t = t,, to t = t,,4+1, we combine the splitting steps via the standard
second-order Strang splitting [72, 19]:

M/2—1

1/,]%) _ Z oAU 2 +22y1 1) /4 @p etr(i=a) )< § < M,0<Fk<N,
=—M/2
N/2—-1

1/}](i) _ Z efmt(ngzmsj 2) (1/)(1)) eira(yk— c) 0<E<N,0<j<M,
=—N/2

) = oAV (2 yp)+B2 ) 7] ),

N/2-1 —
. 2 ) A c
1l)](é) _ Z oAt —2022;7) /4 (1/)5'3))q e < k< N,0<j<M,
=—N/2
M/2—-1 —
n i 2 4 7 Ti—a
%;;H _ Z o 1AL (Hp+22y1ey) /4 (1/,2 ))p eihp(ei—a) (10.6.26)
=—M/2

where for each fixed k, @p (p=-M/2,...,M/2—1) with a an index, the

Fourier coefficients of the vector ¥ = (¥, ¥, -, @[’(O[Mq)k)Tv are defined
as
M-1
1 < M M
=— ) Y emmTe)p = — Sy (10.6.27)
3=0

similarly, for each fixed j, @q (g=—-N/1,... ,N/2 — 1), the Fourier coef-

ficients of the vector ¢§ = (d)]o.‘o’ U, ?(N_l))T are defined as
1 @ —1 —c N N
=5 2 Yk M =T oL (10.6.28)

For algorithm (10.6.26), the total memory requirement is O(MN) and
the total computational cost per time step is O(MN In(MN)). The scheme
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is time reversible when W(x) = 0, just as it holds for the GPE (10.2.8),
i.e., the scheme is unchanged if we interchange n < n + 1 and At <« —At
n (10.6.26). Also, a main advantage of the numerical method is its time-
transverse invariance when W(x) = 0, just as it holds for the GPE (10.2.8)
itself. If a constant « is added to the external potential V', then the discrete
wave functions z/J”H obtained from (10.6.26) will be multiplied by the phase
factor e W("‘H)At which leaves the discrete quadratic observable |z/1"+1 2 un-
changed. This method was demonstrated to be of spectral accuracy in space
and second accuracy in time [19].

10.6.4 The leap-frog spectral method

Another way to discretize (10.6.1) is the leap-frog spectral method. We choose
2% = la,b] x [e,d] in 2D, and resp., 2x = [a,b] X [¢,d] x [e, f] in 3D, with
lal, b, ||, d, |e] and f sufficiently large. Again, for simplicity of notation, here
we assume A = 0 and V(x,t) = V(x) in (10.6.1). When d = 2, choose spatial
mesh sizes Ax = (b—a)/J and Ay = (d—c)/K with J, K and L even integers,
denote the grid points as

zj=a+jAx, j=0,1,...,J, ye=c+ kdAy, k=0,1,... K,

and let ¢ be the approximation of (2, yp,tn). Forn=1,2,..., from time
t=t,_1=(n—1)At to t =t,41 = t, + At, the GPE (10.5.44) is discretized
in space by the Fourier pseudo-spectral method and in time by the leap-frog
scheme, i.e., for j =0,1,... ,Jand k =0,1,... | K

1’[};:1 B 1/)]”7;1 1 2. n n
[ VRt (Vaw™)|, . + Valag, ye)y
+ Bel P05 — 2 (L™ (10.6.29)

where V37 and Ly, the pseudo-spectral differential operators approximating
the operators V2 and L, respectively, are defined as

J/2—1 K/2—1

(Viy™)| Jk Z Z (1 +X2) ,l/}n) eitp(25=0) giNa(yn—c)

p=—J/2q=—K/2
(L") = 5 (Dyo™)| — o (DU")];,, 0<5<J 0<k<K,

J/2—1 K/2—1

Z Z Hp @ et (25 =a) girg(yr—c)
p.q ,

p=—J/2q=—K/2
J/2—1 KJ/2-1

(Dgwn)’j,k — Z Z Ay (Tpn\)p’q eitn(Tj—a) eiAq(yk—C)’

p=—J/2¢q=—K/2

(Dav™)|,

with
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Cwr g _wr KK
M:D_b_a7 b= 97"y ) 1T g q= AR s
(T/)n\) B 1 Jflelw;}ke ipip (25 —a) —iXg(yr—c)
p,q 5
JKJ:Ok:O

As stated in the introduction, here we use the leap-frog scheme for time dis-
cretization since we want to have an explicit and time-reversible time integra-
tor. In order to compute wj x> we apply the modified trapezoidal rule in time
on the interval [tg, t]:

w(l) 0 1
2.0 0
Lk IE o (Vi )]j’k + Va(@j, yk)¥;

+ ﬁ2‘¢?7k|2w?7k -2 (Lpy?) ’j,k’

P&y M
itar_Yax L (gzy0) \j + Va(aj, )y

At
s W(l)l w‘” (Lw 1)) ’M,

Y=g (w“’w ) i=01,... J k=0.1,... K
(10.6.30)
The initial data (10.6.3) is discretized as
VO =olzj, k),  j=0,1,...,J, k=0,1,... K. (10.6.31)

The leap-frog Fourier pseudo-spectral discretization (10.6.29) is explicit
and time reversible. The total memory requirement is O(JK) and the total
computational cost per time step is O(JK In(JK)). Following the standard
von Neumann analysis and frozen coefficient technique, the stability condition
for (10.6.29) is

2(Ax)?

At <
2
w14 ()] macen, [r (1ol + 1142 + Va9 + alwx )2

This method was demonstrated to be of spectral accuracy in space and
second-order accuracy in time [76]

10.6.5 Numerical results

Many numerical results were reported in [10, 19, 76] to demonstrate the effi-
ciency and accuracy of the above numerical methods. Here we only report the
dynamics of a quantized vortex lattice with 81 vortices in a rotating BEC.
We take d = 2, f2 = 2000, £2 = 0.9. The initial condition in (10.6.3) is taken
as the ground state [20, 10, 3] of the GPE computed numerically with the
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t=0 t=2
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10 5 0 5 10

Fig. 10.3. The contour plots of the density function |i(x,t)| of the vortex lattices
at different times for changing from v, = v, =1 to 7, = vy = 1.5.

same parameter values and v, = v, = 1. Then at ¢t = 0, we change the trap
frequency by setting v, = v, = 1.5, or 7, = 1.2 and v, = 1.5 respectively.
We take (2 = [—24,24] x [—24,24] and choose mesh size Ax = Ay = 3/64
and time step A = 0.0001. Figures 10.3 and 10.4 show contour plots of the
density function |1(x,t)|? at different times.

From these figures, at ¢t = 0, there are 81 quantized vortices in the ground
state. During the time evolution, the lattice is rotated due to the angular mo-
mentum term (see Figure 10.4), and shrunk or expanded due to the changing
of the trapping frequencies (see Figure 10.3). This clearly demonstrates the
high resolution of the leap-frog Fourier pseudo-spectral method for a rotating
BEC.

10.7 Conclusion

We have reviewed our recent works for the ground state and dynamics of
the Gross—Pitaevskii equation (GPE) with an angular momentum rotation
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t=385 t=6

10
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Fig. 10.4. The contour plots of the density function |i(x,t)| of the vortex lattices
at different times for changing from v, = v, =1 to 7, = 1.2 and vy, = 1.5.

term for rotating BECs. Along the analytical front, we provided asymptotics
of the energy and chemical potential of the ground state in the semiclassical
regime, and showed that the ground state is a global minimizer of the energy
functional over the unit sphere and all excited states are saddle points in the
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linear case. We proved the conservation of the angular momentum expectation
when the external trapping potential is radially symmetric in 2D, and respec-
tively cylindrically symmetric in 3D. A second-order ODE was also derived
to describe the time evolution of the condensate width as a periodic func-
tion with/without a perturbation, and where the frequency of the periodic
function doubles the trapping frequency. We also presented an ODE system
with complete initial data that governs the dynamics of a stationary state
with a shifted center and we illustrated the decrease in the total density when
a damping term is applied in the GPE. On the numerical side, we reviewed
the continuous normalized gradient flow with backward Euler finite differ-
ence discretization for computing the ground states in a rotating BEC and
three efficient and accurate numerical methods for computing the dynamics
of rotating BEC. Finally the dynamics of a quantized vortex lattice with 81
vortices is reported to demonstrate the spectral resolution of our numerical
methods.
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11.1 Introduction

In photon transport theory, two types of inverse problems are considered:

(a) identification of some physical or geometrical quantity (such as a cross
section, or a photon source, or the shape of the surface that bounds the
host medium), evaluating its dependence on spatial and/or angle vari-
ables, under the assumption that photon transport is time independent
and starting, for instance, from the knowledge of the exiting photon flux;

(b) identification of some physical or geometrical quantity that characterizes
the host medium, evaluating its dependence on spatial and/or angle vari-
ables and on time, under the assumption that photon transport is time
dependent and starting, for instance, from the knowledge of the time be-
haviour of the exiting photon flux.

The literature on time-independent inverse problems for photon transport
is rather abundant, see the references listed in [1]. On the other hand, only a
few papers deal with time-dependent inverse problems for photon transport,
see [2] through [8].

We remark that in most (a) and (b) inverse problems, it is assumed that
for instance the whole exiting photon flux is known (or measured), due to a
given photon flux entering the host medium under consideration. However, if
the host medium is an interstellar cloud occupying the region V C R? (see
Remark 1), as it is in this chapter, one can measure only one value of the
photon density at a location X far from the cloud in the stationary case, or
record the time dependence of such a single density in the time-dependent
case. This, in principle, allows us to determinate only one parameter, see
[9, 10].

Remark 1. Interstellar clouds are astronomical objects that occupy large re-
gions of the galactic space: the diameter of an average cloud may range from



258 Aldo Belleni-Morante

z

v(y)

A
X A
u

Fig. 11.1. The interstellar cloud occupying the region V C R3, bounded by the
regular surface X' = 9V.

103 to 10° times the diameter of our solar system. Clouds are composed of a
low density mixture of gases and dust grains (mainly hydrogen molecules with
some 1-2% of silicon grains); typical particle densities may be of the order of
10* particles/cm?, i.e., 1071° times the density of the earth’s atmosphere at
sea level, see [11, 12].

In this chapter, we shall first consider photon transport in an interstellar
cloud with a space- and time-dependent source ¢ = ¢(x,t) of UV-photons.
We shall assume that the cloud occupies the strictly convex region V C R3,
bounded by the closed “regular” surface X' = 0V, and that the values of the
photon number density N are recorded at a location X € R3\ V “far” from
the cloud, during a suitable time interval. See Figure 11.1.

Then, our first inverse problem can be stated as follows: is it possible
to determine ¢(x,t) within a suitable family of functions, starting from the
knowledge of N at X as a function of time?

We shall prove, rather surprisingly, that only a time average of ¢ can be
evaluated. In fact, in [7] we considered a similar inverse problem and, by
using a time-discretized model of photon transport, we proved that the set
{q(x,%0), q(x,t1), ..., q(x,t,)} could be indentified within a suitable fam-
ily of functions of x € V. However, time discretization is reasonable if the
measurements of the photon density at x are made only at times %,

t1=to+71,... ,t, =to +n7.

On the other hand, if the measurements at X are taken continuously in time,
one should be in a position to obtain more complete results on ¢(x,t). The
reasons why this does not seem possible are perhaps due to the difficulties
arising when 7 — 0%,
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Finally, our second inverse problem deals with the evolution of a time-
dependent (and unknown) cross section.

11.2 The mathematical model

Let N(x,u,t) be the photon number density at any (x,u) € V' x S and t > 0,
where V is a bounded and strictly convex subset of R? and S is the surface of
the unit sphere. Then, if o, 0. and 0 = 04+ 0. are the scattering, the capture
and the total cross sections of the interstellar cloud under consideration, the
photon density N satisfies the following system [13]:

gN(x,u,t) =—cu- VN (x,u,t) — coN(x,u,t)

ot
—&—c% SN(x,u’,t)du’—Fq(x,t), (x,u) €V; xS, t>0,
(11.2.1)
N(y,u,t) =0 yedV, u-v(y)<0, t>0, (11.2.2)
N(x,u,0) = Ny(x,u), (x,u) € V; x S. (11.2.3)

In (11.2.1), ¢ is the speed of light and V; is the interior of V = V; U 9V.
Relation (11.2.2) is a non re-entry boundary condition at any (y,u) with
y € 0V and u - v(y) < 0, where v(y) is the outward directed normal at y.
Finally, (11.2.3) is a given initial condition.

Note that condition (11.2.2) is certainly satisfied if the scattering cross
section o, and the given source term ¢(x,t) are equal to zero if x ¢ V.

Since

%N (X—ru7u7t—£) :—%%N<x—ru,u,t—£>

—u-VxN(x—ru,u,t—f>7
c

equation (11.2.1) (with x substituted by x — ru and ¢ by ¢ — r/c) becomes

0= % {exp(—o r)N (x —ru,u,t — %)}

+ Ziexp(—ar)/ N (X— ru,u’,t — C) du’ + exp(—or)g(x —ru,t —r/c).
T s ¢

Hence, we obtain
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0=—-N(x,u,t)
R(x,u)
+/ dr exp(—or)
0

X {Us/N(x—ru,u’,t—r/c)du’—|—q(x—7‘u,t—r/c)}
4 S

if t > R(x,u)/c, and

0 = exp(oct)No(x — ctu,u) — N(x,u,t)
ct
—|—/ dr exp(—or)
0

X {%/N(xru,u',tr/c)du’Jrq(xru,tr/c)}
47 S

if t < R(x,u)/c, where we used conditions (11.2.2) and (11.2.3) and where
R(x,u) is such that x — R(x,u)u € 9V; see Figure 11.1.
Thus, the integral form of system (11.2.1-11.2.3) can be written as follows:

N(x,u,t) = exp(—oct) No(x — ctu,u) + / dr exp(—or)q(x —ru,t —r/c)
0

R*
+ 2= dr exp(ar)/ N(x —ru,u’,t —r/c)du,
am Jo s
(11.2.4)
where

R* = R*(x,u,t) = R(x,u), if t > R(x,u)/c
( ) = R(x,u) (x,u)/ (11.2.5)

R* = R*(x,u,t) = ct, if t < R(x,u)/c

and Ny(x —ctu, u) is understood to be zero if ¢t > R(x,u), i.e., if x—ctu ¢ V.

The integral equation (11.2.4) is the “mathematical model” that will be
used to investigate our inverse problems. Such an equation will be studied
in the Banach space X = C(V x S x [0,t]) with the usual norm ||| =
max{|o(x,u,t)|, (x,u,t) € V x S x [0,t]} (where ¢ > 0 is given) and under
the following assumptions:

(i) V is a bounded and strictly convex region of R? (thus, given any x, y € V,
Ax+ (1= XNy e V; VA e (0,1));
(ii) IV is a “regular” surface, i.e., R = R(x,u) is a continuous function of
(x,u) € Vx5
(iii) No(x,u) is a continuous function of (x,u) € V x S.
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We now introduce the operators

(Fo)(x,u,t) = {SXP(—Uct) o(x — ctu, u,t) ii z : Zz ; “; (11.2.6)
R

(By)(x,u,t) :/0 dr exp(—or)p(x —ru,u,t —r/c) (11.2.7)

(Ke)(x,t) =%j/sso(x, u',t) du’, (11.2.8)

with D(F) = D(B) = D(K) = X where for instance D(F) is the domain of
F. We remark that By maps X into itself because V is strictly convex.
By using (11.2.6), (11.2.7) and (11.2.8), equation (11.2.4) becomes

N = FNy 4+ Bg+ BKN. (11.2.9)

Note that F'Ny takes care of first-flight photons due to the initial photon
density Ny (i.e., of photons arriving directly (x,u) without interacting with
the host medium contained in a cloud), whereas Bgq is the contribution of
first-flight photons from the source q.

We have from definitions (11.2.6), (11.2.7) and (11.2.8):

R
el

IEoll < [l Bl < H‘PH/O exp(—or)dr < ==, Kol < ol

and so

IFl<1, Bl <

Q|

|K| <05, IBE]| < % <1, (11.2.10)

where we recall that o = o, + 0.
Since ||BK|| < 1, the unique solution of equation (11.2.9) has the form

N(x,u,t) = (I - BK)"'FNy) (x,u,t) + (( — BK) 'Bgq) (x,u,t),

V(x,u,t) e VxS x|0,t,

(11.2.11)
where
(I-BK)'=1+BK+(BK?+---, ||(I-BK)™"|<—2
7 112.12)

Remark 2. If we assume that s, ¢ and also o, are zero if x ¢ V (which is
reasonable from a physical viewpoint), then we have that
0 T

OZEN(X_TLL u,t—g).
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Hence,

N(ﬁ, a,t+|x_“|) ~N@G 1),
C

because X = Z + |X — z|u; see Figure 11.1.

11.3 The first inverse problem: evaluation of q(x,t)

Relation (11.2.11) gives N(x,u,t) at any (x,u,t) € V x S x [0,{] in terms of
the initial photon density Ny and of the source term ¢. However, in our first
inverse problem, ¢(x,t) is unknown (it is “the unknown”), whereas Ny is given
and N (z,u,t) is measured at (z,u), V¢ € [0,¢] (in fact, N(X,u,t') is measured
at (X, 1), i.e., “far” from the cloud, Vt’' € @, LZEI +f}; see Remark 1.

In order to evaluate g(x,t), we need to prove some “monotone” properties
of the operators appearing on the right-hand side (r.h.s.). of (11.2.11). Let ¢,
p1 € X and assume that o(x,u,t) < ¢1(x,u,t) V(x,u,t) € V xS x [0,1].
Then, we obviously have from (11.2.7) and (11.2.8)

(By)(x,u,t) < (Bp1)(x, u,t)
(Ko)(x,u,t) < (K¢1)(x,u,t) V(x,u,t) €V xS x[0,¢. (11.3.1)
(BK@)(x,u,t) < (BKp1)(x,u,t)
Inequalities (11.3.1) and the first of (11.2.12) imply that

((1- BK)_lcp) (x,u,t)
< (I-BK) '¢1) (x,u,t) V(x,u,t) €V xSx[0,7. (11.3.2)
The physical meaning of (11.3.2) is clear: the photon density N, given by

(11.2.11), is an “increasing function” of the source term.
Consider now (11.2.11) with x =z and u = u:

N(z,u,t) = ((I - BK)"'FNy) (z,4,t) + ((I — BK) 'Bq) (2,1,1).

(11.3.3)
If we set
N(t)= NZZX,t),  M(t)=((I - BK)"'FN,) (z,4,1)
Q(g,t) = (I — BK)™'Bq) (2,1,1),
then we obtain from (11.3.3)
N(t) = My(t) + Q(q, 1),  te 0,1, (11.3.4)

where we recall that N(t) is measured and Mo(t) is known. Note also that

@(q, t) depends on ¢ linearly and “monotonically”; see (11.3.1) and (11.3.2).
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Asin [10], we introduce a family of “physically reasonable” sources Py (x,t)
defined by

F={Px: Pr=(1=A)Puin + APumax, A€ [0,1]}, (11.3.5)

where Phin (X, t) and Pax (X, t) are respectively a “minimal” and a “maximal”
source.

The sources Puin and Prax are chosen accordingly to their physical plau-
sibility and must be such that

7)milm Pmax € C(V X [Oyﬂ)7 (1136)

Prnin (%, 1) < Ponae (%, ) V(x,t) € C(V x [0,7), (11.3.7)

~

Nonin () = Mo () + Q(Prain, 1) < N(t) .
< To(t) + QPr ) < Naelt) ¥t € [0,7). B

Remark 3. (11.3.5) is perhaps the simplest way to define a family of possible
sources. One could give more elaborate definitions of F, but this would unnec-
essarily complicate the procedures. On the other hand, since we gave just one
mesurement, it is reasonable to consider a one-parameter family of sources.

If Ny (t) is defined by

~

Ny (t) = Mo(t) + Q(Prnin, 1), (11.3.9)
we have from (11.3.5) and (11.3.8)
M) = (1= ) [Mot) + Q(Puin, )] + A [Mo(t) + Q(Paras )]
= (1 — A)Nomin(t) + ANoax (t)
and so
Nuin(t) < Na(t) < ANpax (1), VE€[0,8, VA€[0,1.  (11.3.10)

Note that (11.3.8) indicates that the measured N(t) is such that

~

Nain(t) < N(t) < ANmax(t), V£ € [0,7]. (11.3.11)
However, (11.3.10) and (11.3.11) do not imply that a (time-independent) X €
[0.1] exists such that (see Figure 11.2)

~

N5 (t) = N(b), vt € [0,7],
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Fig. 11.2. Photon densities at (z, u).

i.e., such that

~

N(t) = Mo(t) + Q(Puin. ), (11.3.12)

because of (11.3.9) with A = A.

Since (11.3.12) is not necessarily true, it may happen that no P5 € F
exists that can be taken as the “best approximation” within F to the physical
source q(x,1).

However, we can still use the family F as follows. Let ¢; € (0,¢] be given
and assume that \; is defined by

t1 R t1 R
/ Ntydt— [ Nog(t)dt
0

A = — 0 . (11.3.13)
/ Ninax () dt — / Nowin () dt
0 0
Then, we have
(I—=Xp) Nin () dt + Mg / Niax(t) dt = N(t)dt
0 0 0
and so
t1 R t1 N
/ Nkl(t)dt:/ N(t)dt, (11.3.14)
0 0
where

N (#)dt = (1= A1) Nnin (8) + A1 Niax () = Mo(t) + 3(Pa,t),  (11.3.15)

ie. NAl (t) is the photon density produced by the source Py, (x,t) = (1 — A1)
mm(x t)(x,t) + A Pmax(x,t) Vx € V, YVt € [0,1]. Relation (11.3.14) shows
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that the physical source ¢ and the “approximate” source Py, produce the same
total number of photons arriving at (E u) during the time interval [0, t1].

In an analogous way, given [t;_1,t;] C [0,%], if \; is defined by
i ti
N(t)dt — Nuin (t) dt
b1 b1 , (11.3.16)
/ Ninax(t) dt — / Ninin(£) dt
tj—1 tj—1
we have
i i
Ny, () dt :/ N(t) dt, (11.3.17)
tj71 tj71
where
Ny, (t) dt = Mo(t) + G(Py, , t). (11.3.18)

Note that, for a fixed t;_1, A; is a continuous function of ¢; and

N(tj—1) — Nuin(t;—1)

j s as tﬂtj_l.

Ninax (tj-1) = Nuin(t51)

We stress that Py, (x,t) = (1 = Xj)Puin(X,1)(X,t) + AjPuax(x,t) may be
considered a reasonable approximation of q(x,t) Vx € V, t € [0,t;] if the

quantity of interest is ft N(t) dt, i.e., the total number of photons arriving
at (z,0) during the time mtemal [t j,l,tj].

Remark 4. The above procedures suggest that we should look for a time-
dependent A\ = A(t) and consider the equation

Nagoy(t) = Mo(t) + Q(Pasy, 1), (11.3.19)

see (11.3.9). Correspondingly, if we want ]VA(t)(t) — N(t) Vt € [0,7], we obtain
from (11.3.19)

Q(Px)»t) = Nagy(t) — Mo(t),
ie.,

A

Q((Punax — Pain) A1), 1) = Ny (t) = Mo(t) — Q(Prain, ), te[,?

0
(11.3.20)

Since (11.3.20) is a linear abstract equation of the first kind for the unknown
A(t), as such, it is not easy to deal with. However, assume that t; =t;_1 + 7,
j=1,2,...,n, with t, =t and with 7 << 79 a characteristic time of the
interstellar cloud under consideration. Then, we have from (11.3.3), (11.3.4),
(11.3.17) and (11.3.18)
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TZV,\J. (t) ~ TN(¢),
ie.,
QP 1) = Qa.t),  tE [ty (113.21)
Relation (11.3.21) suggests that

q(X7 t) ~ (]. — Aj)Pmin(Xat) —+ )\ijaX(X, t)7 X € ‘/, te [tjfhtj]'

11.4 The second inverse problem: evaluation of o (t)

In this section, we assume that o = o(t) = o.(t)+0o, i.e., that the capture cross
section in equation (11.2.1) is time dependent (in fact, it is “the unknown”).
The knowledge of the behaviour of o.(t) may give some indications of the
(time-dependent) composition of the interstellar cloud under consideration.
By a procedure similar to that of Section 11.2, the transport equation with

o = o(t) can be written as follows:
t—r/c
c/ o(s)ds
0

t—r/c
Oaa{exp [C/ U(S)dsl N(XTU,UJT/C)}+€XP
T 0

'{a/ N(x—ru,u’,t—r/c)du’—l—q(x—Tu,t—r/c)}.
47T S

Hence, we obtain

N(x,u,t) = exp [—c /0 ta(s) ds] No(x — ctu, u)

R* t
+i/ dr exp fc/ o(s)ds /N(xfru,u’,tfr/c)du'
4m 0 t—r/c S

—|—/OR*dreXp [—c/tt a(s) ds} q(x — ctu,t —r/c),

—r/c
V(x,u,t) € VxS x[0,7], (11.4.1)

where R* is defined by (11.2.5), Ny(x — ctu, u) is still understood to be zero
if ¢t < R(x,u)) and where we assume that ¢ >> max{R(x,u), (x,u) €
V x St/e.

In order to write the abstract version of (11.4.1) in the Banach space
X =C(V x S x0,%]), we introduce the following operators (see (11.2.6) and
(11.2.7)):
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t
exp fc/cr(s) ds} p(x—ctu,u,t) ifx—ctueV
(Fdw)(xauﬂt) = |: 0
0 ifx—ctug¢gV
(11.4.2)

RrR* t
(Bop)(x,u,t) = /0 dr exp [—c/t o(s) ds} o(x —ru,u,t —r/c)

—r/c
(11.4.3)
with D(F,) = D(B,) = X.
From definitions (11.4.2) and (11.4.3) we have that
® [l
1Eell <llell, 1Bl < el ; exp(—oor) dr < %,
where 0 < o9 < o(t), V¢ € [0,]. Hence,
1 Os
ol <1, IBsll<—,  [[B.K[ <—, (11.4.4)
a0 o0

where 05/0¢ < 1 because 0y = o5 +min{o.(t), ¢t € [0,t]}, with min{o.(t), t €
[0,%]} > 0.
By using (11.2.8), (11.4.2) and (11.4.3), equation (11.4.1) becomes

N = F,Ny + Boq+ B,KN. (11.4.5)

Since | B, K|| < 05/00 < 1, the unique solution of equation (11.4.5) has the
form

N(x,u,t) = (I = B,K) 'F,Np)(x,u,t)

+ ((I — B,) 'B,q)(x,u,t), (x,u,t) € V x S x[0,1],
(11.4.6)

where
(I —B,) ' =I1+B,K+ (B,K)*+---. (11.4.7)

As already remarked, the unknown in our (second) inverse problem is the
function o(t), which is contained in the definition of the operators F, and
B,, whereas Ny and ¢ are known and N(z,u,t) = N(x,u,t + |z — X|/c)
is registered by some suitable instrument. Consider then (11.4.6) at x = 7,
u=u’:

N, = H(o)(t), (11.4.8)

where
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N, = N(z,4,t), H(o)(t) = ((I — B;K)~ ") (FyNo + Byq)(Z,10,t). (11.4.9)

We note that (11.4.8) is a nonlinear abstract equation of the first kind
for the unknown o(t). This implies that it is rather difficult to find even
an approximate form of o(t), and suggests that we use some suitable time-
discretization method.

Let t; = jr,j =0, 1, ..., n, with ¢, = t and 7 << 79; further, assume
that o(t) may be approximated by & (t) = oo+kit Vt € [0, 1], where og = o(0)
is known and k; must be suitably chosen.

Remark 5. That o(t) ~ o(t) = oo + kit, Vt € [0,t,] = [0,7] for some k; is
reasonable because T << 715 = a characteristic time of the interstellar cloud
under consideration.

Substitution of o(t) into the r.h.s. of (11.4.8) with ¢t = ¢; gives

~ ~

No(tl) ZH(UQ—f—klt)(tl) (11410)
Since
(B(;SD)(x?u?t)
R C]Cl
= /0 dr exp {007’ - [t2 —(t— r/c)Z] } p(x—ru,u,t —r/c),

it is easy to see that (By¢ is a decreasing function of k; V¢ € [0,¢1] for any
given ¢ € Xy = the positive cone of X. This implies that fI(aO + k1t)(t1) is
a decreasing function of k; and so a unique %1 exists such that (11.4.10) is
satisfied with k; = El.

Correspondingly, o (t) = o + %175 Vit € [0,t1].

In general, let t € [t;_1,t;] = [tj_1,t;—1 + 7] and o (t) = o (t;_1) + k;j(t —
tj_1). Since

(Bg@) (X7 u, t)

:/Od*r exp{/t;/c [;(tj_1)+kj(5—tj_1):| ds} o(x —ru,u,t —r/c)

= AR;XP {E(tjl)r - % [(t=tj-1)® = (t=r/c—t;1)] }

cp(x —ru,u,t —r/c)

ift—r/c>t;_q, and
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(Bgso) (X7 u, t)

= /Oc?r exp {—ca(tjl)(tjl —t+r/c) - %(f - tj)Q}

cp(x —ru,u,t—r/c)

if t —7/c < tj_1, Byp is a decreasing function of k; Vt € [t;_1,t;], for any
given ¢ € Xy. This implies that I;T(g(tj,l + kj(t —tj—1))(t;) is a decreasing
function of k; and so a unique k; exists such that

~

No(t;) = H(o(tj—1) + kj(t — t;-1))(t;)-

Correspondingly, we have

~

o(t) =o(tj—1) + kj(t —t;_1)

= 0(tj—2) + kjo1(tj1 —tj—2) + k;(t —t;-1)
=09+ kit1 + kQ(tQ — tl) —+ -+ k)j_l(t — tj), te [tj_l,tj].
(11.4.11)
Relation (11.4.11) is a reasonable approximation of the physical cross sec-

tion o(t). We conclude this section by considering briefly an alternate time-
discretization procedure, starting directly from the evolution equation

SN(W) = TN) — eolt)N() + KN +alt), > 0; N(O) = N,
(11.4.12)
where

(TV)(X7 u) =—cu- VPY(X7U-)7
D(T)={y:v€ Xy, cu-Vye Xy}, Xo=C(Vx5)

and where N(t) = N(-, -, t) and ¢(t) = q(-, t) are to be considered as maps
from [0, t] into Xj.
If u;(x,u) approximates N(x,u,t;), we discretize (11.4.12) as follows:

1 .
;[uj+1 —uj] =Tujp1 —co(tj)u; + cKuj+q(t;), j=0,1,...,n

with ug = Np [10, 7]. Hence, we obtain
i1 (x,0) = (1 = 77) " tuy) (x,0) — ero(t;) (1 = 77) " uy) (x, v)

+ (r(I = 77) e Kuj + q(t;)])(x, ), j=0,1,...,n,
(11.4.13)
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where the explicit expression of the operator (I — 77)~! is given by

R(x,u)
(I —77)"*y)(x,u) = L /0 exp(—r/eT)y(x — ru,u) dr.

cT
Consider now (11.4.13) with j =0, x =z and u = u:
uj+1(2,8) = (I = 77) " w;)(2,8) — ero(t;) (1 = 77) " u;)(2, 6)

+ (r(I —7T7) eKuj + q(t;))(Z, 1), j=0,1,...,n.
(11.4.14)

Since up = Ny and uq (z, 1) is measured, (11.4.14) gives o(tg) = o(0) explicitly.
Further, by using (11.4.13) with j = 0 and with the value o(ty) just found,
we obtain u;(x,u) V(x,u) € Vx S.

Then, (11.4.13) with j = 1, x = Z gives o(¢1) because u;(x,u) is known
and us(z, u) is measured. Again (11.4.13) with j = 1 and with the value o(¢;)
just found also gives us(x,u), V(x,u) € V x S. And so on.

By this procedure, we obtain the set (o(tg)), o(t1), ..., o(tn)); corre-
spondingly, the approximate expression o (t) of the total cross section o(t)
may be taken as follows:

o(tj) —o(tj-1)

o(t) =o(ti_1) +
(t) =o(tj-1) R

s te[tj_l,tj], ]:1, 2,...,TL.
(11.4.15)

Note that (11.4.11) and (11.4.15) are rather similar. However, (11.4.15) is
easier to derive because the values o(tg), o(t1), ... , o(ty) are found explicitly
step by step.

11.5 Concluding remarks

As remarked in Section 11.1, the peculiarity of inverse problems for photon
transport in interstellar clouds is that one has to start with the knowledge of a
single value of the photon density (in the time-independent case) or of a time
behaviour of such a density (in the time-dependent case). This implies that
only one parameter A\, constant or time-dependent, can be evaluated. If, for
instance, the unknown is the photon source ¢(x), we have first to choose some
one-parameter family F = {Py: Pr(x) = (1 — A\)Puin(X) + APmax(x), A €
[0,1]}. Correspondingly, it is possible to identify a value X of the parameter
such that P5(x) produces the known value of the photon density. Of course,
this does not mean that ¢(x) = P5(x) but only that P;(x) is a reasonable
approximation of ¢(x), compatible with the single datum available.

The situation is “worse” in the time-dependent case, i.e., if ¢ = ¢(x,1).
In fact, only a suitable constant X can be found such that P, e F =
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{Pr: Pr(x,t) = (1 = N)Prmin(X,t) + APmax(X,t), A € [0,1]} produces the
same total number of photons arriving at X (where the measurements are
made) as the physical source ¢ during a given time interval. On the other

hand, looking for a A = A(t) € [0,1] such that P51 approximates ¢ (in the

sense specified above) leads to an abstract equation of the first kind, which is
not easy to deal with.

References

(1]

2l

(4]

5]

(6]
(7l

(8]

(9]

(10]
(11]
(12]

(13]

F. Mugelli and A. Belleni-Morante. Identification of the boundary surface of
an interstellar cloud from a measurement of the photon far field. Math. Meth.
Appl. Sci. (27):627-642, 2004.

AL Prilepko and N.P. Volkov. Inverse problem of finding parameters of a non-
stationary transport equation from integral overdeterminations. Differ. Equa-
tions, (23):91-101, 1987.

G.M. Sydykov and A.D. Sariev. On inverse problems for a time-dependent
transport equation in plane-parallel geometry. Differ. Uravn., (27):1617-1625,
1991.

AL Prilepko and I.V. Tikhonov. Reconstruction of the inhomogeneous term in
an abstract evolution equation. Russian Acad. Sci. Izv. Math., (44):373-394,
1995.

J. Ying, S. He, S. Strom, and W. Sun. A two-dimensional inverse problem for
the time-dependent transport equation in a stratified half-space. Math. Engryg.
Indust., (5):337-347, 1996.

A 1 Prilepko, D.G. Orlovsky, and I.A. Vasin. Methods for Solving Inverse Prob-
lems in Mathematical Physics. Marcel Dekker, New York, 2000.

A. Belleni-Morante. A time-dependent inverse problem in photon transport,
Proceedings of the Internat. Meeting “New Trends in Mathematical Physics,”
1-11, World Scientific, Singapore, 2004.

S. Pieraccini, R. Riganti, and A. Belleni-Morante. Numerical treatment of a
time-dependent inverse problem in photon transport, Boll. U.M.I. (8)8-B: 773~
779, 2005.

A. Belleni-Morante. An inverse problem for photon transport in interstellar
clouds. Transp. Theory and Statistic. Phys., 32:73-91, 2003.

F. Mugelli and A. Belleni-Morante. Identification of a time-dependent source
in an interstellar cloud. Ann. Univ. Ferrara, Sez. VII, Sc. Mat., in print.

J.E. Dyson and D.A. Williams. The physics of interstellar medium. Inst. of
Phys. Publ., Bristol, 1997.

M.A. Dopite and R.S. Sutherland, Astrophysics of the Diffuse Universe,
Springer, Berlin, 2003.

G.C. Pomraning, Radiation Hydrodynamics, Pergamon Press, Oxford, 2003.



	Cover
	Contents
	Part I. Analytic Aspects of the Boltzmann Equation

	1. Rigorous results for conservation equations and trend to equilibrium in space-inhomogeneous kine tic theo
ry
	2. Results on optimal rate of convergence to equilibrium for spatially homogeneous Maxwellian gases

	3. Nonresonant velocity averaging and the Vlasov-Maxwell system


	Part II. Modeling Applications, Inverse and Computational Problems in Quantum Kinetic
Theory

	4. Multiband quantum transport models for semiconductor devices

	5. Optimization models for semiconductor dopant profiling

	6. Inverse problems for semiconductors: models and methods

	7. Deterministic kinetic solvers for charged particle transport in semiconductor devices


	Part III. Miscellaneous Applications in Physics and Natural Sciences

	8. Methods and tools of mathematical kinetic theory towards modelling complex biological systems

	9. Kinetic modelling of late stages of phase separation

	10. Ground states and dynamics of rotating Bose–Einstein condensates

	11. Two inverse problems in photon transport theory: evaluation of a time-dependent source and of a time-dependent cross section





