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A Two Scale Model for Liquid Phase Epitaxy with Elasticity:
An Iterative Procedure.

Christof Eck, Michael Kutter! Anna-Margarete Sandig, Christian Rohde

Institute of Applied Analysis and Numerical Simulation,
University of Stuttgart,
Pfaffenwaldring 57, 70569 Stuttgart.

Abstract

Epitaxy is a technically relevant process since it gives the possibility to generate microstructures
of different morphologies. These microstructures can be influenced by elastic effects in the epitaxial
layer. We consider a two scale model including elasticity, introduced in [7]. The coupling of the
microscopic and the macroscopic equations is described by an iterative procedure. We concentrate
on the microscopic equations and study their solvability in appropriate function spaces. As the main
results we prove the existence and uniqueness of solutions of the three single parts of the microscopic
problem. The composition of the corresponding solution operators maps a suitable function space
into itself. These results are a first step in the proof of existence of solutions via suitable fixed point
arguments of the fully coupled two scale model.

Keywords: liquid phase epitaxy with elasticity, two scale model, iterative procedure, existence and
regularity of solutions

AMS Subject Classification: 74K35, 76D03, 35K40, 35K58

1 Introduction

Epitaxy is a technical process to produce thin films and layers. During this process single molecules are
deposited on the growing film where they diffuse until they reach a mono-molecular step and incorporate
to the solid material. Applications of epitaxy are the production of solar cells, integrated circuits, lasers,
and light emitting diodes. The technical relevance of epitaxy comes from the possibility to generate
microstructures of different morphologies as e.g. steps, islands, and spirals in the produced solid film.
Liquid phase epitaxy (LPE) is one of several epitaxial techniques. For LPE the molecules that contribute
to the growth process are dissolved in a liquid solution and transported to the layer by convection and
diffusion. It is known that some microstructures that arise in LPE are generated by instabilities in the
elastic deformation in the solid layer, see [10], [28] and the references therein.

There are different approaches to model epitaxial growth. The Burton-Cabrera—Frank model (BCF-
model) [4], which was originally derived for molecular beam epitaxy, resolves the single mono-molecular
layers, that contribute to the growing solid, and uses a continuum mechanical description of the sur-
face diffusion via a diffusion equation. The boundaries of the mono-molecular steps are described by a
free boundary with appropriate boundary conditions. An alternative description to this free boundary
problem are phase field models [I4], [10]: the boundaries of the mono-molecular steps are approximated
by a diffuse phase boundary that is described by an additional phase field, [I7]. There are also purely
continuum mechanical models; the simplest type of such a models describes the height of the solid film
via a differential equation of fourth order [26]. Sometimes also purely atomistic models are used in corre-
sponding Monte—-Carlo—simulations [21]; due to the huge number of needed unknowns they are, however,
only applicable for very small length scales.

*EMail: Michael.Kutter@mathematik.uni-stuttgart.de



The direct numerical simulation of an epitaxial process for technically relevant length scales is cum-
bersome or even impossible because a corresponding numerical grid has to resolve the full microstructure.
Homogenization techniques can be used to derive two or multi scale models which combine microscopic
problems for the evolution of the microstructure and macroscopic equations for the description of pro-
cesses “far away” from the interface. In [6], a two scale model for LPE is derived by homogenization
via asymptotic expansion in combination with a matched asymptotic expansion close to the solid film.
It describes the transport processes in the liquid solution by macroscopic Navier—Stokes—Equations and
a macroscopic convection—diffusion—equation while the evolution of the microstructures is modeled by a
phase field version of the BCF—model. Elastic effects in the layer are neglected.

In [7], an elastic equation was included into the model of [6]. As a consequence, the microscopic part
becomes much more complicated. In addition to the phase field version of the BCF-model, a microscopic
elastic equation and a microscopic Stokes system occur where the corresponding domains of both of these
problems depend on the phase field. Furthermore, the domain of the Stokes system is unbounded in one
direction. The macroscopic part is the same as in [6].

In this paper we consider the model of [7]. We suggest an iterative procedure and investigate the
analytical solvability of each single step regarding the derivation of a fundament for a numerical scheme
and the corresponding numerical analysis. We define and study the properties of corresponding solution
operators and prove that the composition of these operators maps a suitable function space into itself.
Thus, these results are a first step in the proof of existence of solutions of the fully coupled two scale
model, as it has been done in [6] for the model without elasticity.

2 The Two Scale Model

This section introduces the two scale model, for details on its derivation see [7]. The physical situation is
the following: Consider a domain @ C R? which has the form of a container, see Figure[ll The bottom of
Q is denoted by Sy := {z € Q|23 = 0}. The solid film grows on Sy, the time dependent domain occupied
by this film is denoted by Q° = Q°(t). The liquid domain is Q*(t) = Q \ Q5(¢).
The key idea of our two scale model is, that we describe the evolution
of the microstructures in terms of a microscopic space variable y, while
liquid macroscopic processes are modeled in terms of a macroscopic space
soludon— yariable x. First we have to define suitable domains for  and y, see
Figure We let z € . The only purely macroscopic process is
pitaxicd ager the transport of molecules in the liquid, far away from the interface.
0 oS Thus, we consider @ to be fully occupied by the liquid solution and
shift the free boundary problem, i.e. the evolution of the layer, to the
Figure 1: Liquid Phase Epitaxy microscopic part of the model.
At every macroscopic point x € Sy, we define a microscopic domain
Y x (0,00), see Figure where Y = [0, 1]? is a two dimensional periodicity cell. Each microscopic
domain consists of two parts: the upper, @, is filled with the liquid solution and the lower, ), is occupied
by the solid layer. For the description of the interface between these two parts, we introduce a phase field
function ¢: Y — [0, 00), see Figure which we interpret as the number of mono—molecular layers over
a point on Y. If we denote the height of one mono—molecular layer by h4, then the interface between
liquid solution and solid layer is given as the graph of the function h4¢. The natural values of ¢ would
be the integers, but we allow ¢ to take on real values in a neighborhood of a step which enables a smooth
transition from step to step.
Using ¢, we define the microscopic domains @); and @5 and the free interface I' for fixed z € Sy and
telI=1[0,T] by

Qit,z) ={y €R®| (y1,y2) €Y, y3 > haod(t,z,y1,y2)},
Qs(tﬂ‘r) = {y € R3| (ylayQ) S Y7 0< Y3 < hA¢(t,x,y1,y2)},
L(t,z) = {y €R®| (y1,52) €Y, ys = hao(t,z,y1,52)}-

We consider a two scale model for liquid phase epitaxy that covers the transport processes in the
liquid solution, the mechanical deformation in the solid layer and the growth of the solid film. This
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Figure 2: Description of the interface

model is derived by a formal asymptotic expansion from a corresponding model for a problem with given
scale parameter ¢; it corresponds to a (formal) limit e — 0 of this model. For the derivation of this model
and a more detailed description we refer to [7].

The unknown quantities are:

v(t,x,y), V(t,z) fluid velocity p(t,z,y), P(t,x) pressure

o(t,x,y) phase field u(t, z,y) elastic displacement

CY(t,x) volume concentration of molecules cs(t,x,y) surface concentration
in the liquid solution of adatoms

Capital letters denote purely macroscopic quantities, small letters indicate quantities depending on
2 and y (all these variables also depend on time). The velocity v is the term of order ¢ in the inner
expansion of the homogenization procedure; the term of order 1 vanishes. All these other quantities are
of lowest order in € in their corresponding expansions. The model is composed of:

e Macroscopic Navier-Stokes equations and a convection-diffusion equation in I x Q:

div, V =0, W
OV 4+ (V -V )V —nA,V +V,P =0,
2,CY +V -v,CY —DYA,CY =0. (2)

The constant n > 0 in denotes the viscosity of the fluid and DY > 0 is a diffusion constant.
Furthermore, we have coupling conditions to the microscopic problems on I x Sy:

cY e
% % _ s
D aﬂ?sc |$3:0 = (TV - ) ) (3)

Ts
V=0, ()

Here, &(t,2) = [, ¢s(t, 2, y)dy and 7V > 0 and 75 > 0 describe the rates of adsorption and

desorption of adatomes from and to the liquid solution. The boundary condition is a consequence
of the asymptotic matching of inner and outer expansions of the velocity. Thus, the Navier-Stokes
system decouples from the other equations. Therefore, we may consider the velocity field V/
and the pressure P as given functions. To ensure the well-posedness we complete this part of the
model by initial conditions and standard boundary conditions on I x (9Q \ Sp).
e A microscopic Stokes system at every fixed point = € Sy and time ¢ € I:
div, v =0,
Y in Q. (5)
—nAyv + Vyp =0,

We assume periodic boundary conditions for v with respect to y1,ys. Furthermore, we have two
coupling conditions. On the free boundary I' this is

1 1 cvV o e
: <gv - 9) (rv - ) ©)
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where the factor J; is the density of a surface measure for the interface parameterized over Sy. gy
and gp are the densities of the liquid solution and the solid layer, respectively. For y3 — oo we
match v, p and V, P asymptotically in the following way:

lim n (Vyv+ (Vyv) ") es —pes =0 (VaV]ngmo + (Vo V) ag=0) €3 — Plu,—oes. (7)

Yz —00

A microscopic elastic equation to be solved for every x € Sy, t € [
—divyoy(u) =0, in Qs, (8)

with stress tensor o, (u) = Ce,(u), linearized strain tensor e, (u) = 1 (V,u+ (V,u) ") and elasticity

tensor C. This system is completed by a Dirichlet boundary condition
u=", for yeTl:=Y x{0}, 9)
periodic boundary conditions for v with respect to y1,y2, and the coupling
oy(u)nys +2ney(v) Ny —pny; =0, on T, (10)

to the Stokes system. Here n,, and n,; are outer normal vectors with respect to the corresponding
domains @, for n,s and @ for ny;.

A microscopic phase field model to be solved on Y for every x € S,

7528t¢_£2Ay¢+f/(¢) +q(csaua¢) = 07 (11)
cY o o,
atcs + QshAat¢ - DsAycs = Vv T (12)
T Ts
with initial conditions
03(0,3079) = Cs,ini(xay>7 qb(O,x,y) = ¢an(x?y)’ (13)

and periodic boundary conditions with respect to y;,y2. Note, that these equations are defined
on a surface and are thus two-dimensional in space. D; > 0 denotes the diffusivity for the surface
diffusion, ps > 0 the surface density of adatoms, 7 > 0 a time relaxation parameter, £ > 0 describes
the thickness of the smooth step transition regions. The function f is a multi-well potential with

minima at integer values, e.g. f(¢) = — cos(2m¢), and
RT o, haos
(I(Cmua qj)) = ieq,_y%(ceq - Cs)g(¢) + 5662,6;6011(”) : ey(u), (14)

with gas constant R, temperature 7, equilibrium concentration cq, step stiffness v, and a calibration
parameter 3. For the function g we suppose g(¢) = 0 for ¢ € Ny, e.g. g(¢) = 1 — cos(2m¢). This
ensures that the corresponding Gibbs-Thomson condition is only valid in the neighborhood of a
step, see [14].

The Iterative Procedure

The two scale formulation is an alternative approach for solving the model equations numerically com-
pared to direct simulation. The computation of the microstructure has to be done on representative
periodicity cells which shrink, from the macroscopic point of view, to single points. The microscopic
quantity ¢ occurs in a coupling term in the macroscopic equations in an averaged form. As a conse-
quence of that approach it is possible to choose a much coarser grid in the macroscopic domain compared
to a direct simulation approach. It is not necessary to resolve the microstructure. The price to pay is
that in every macroscopic grid point on the growing interface one microscopic problem has to be solved.
An adaptive strategy as in [I8], which reduces the computation effort significantly, might be applicable.



Due to to the boundary condition the Navier—Stokes system decouples from the rest of the model
equations. As a consequence the macroscopic velocity V' and the macroscopic pressure P can be computed
in advance. The subsequent iterative procedure consists in fact of two encapsulated iterations: The
remaining macroscopic convection—diffusion equation and the coupled microscopic problem (composed of
phase field, Stokes and Elasticity system) are solved in turns where in each step, the microscopic problem
is again solved iteratively. More precisely, it reads as follows:

1. Solve the decoupled macroscopic Navier—Stokes system , in the domain I x Q. We get V' and
P.

2. Choose an initial phase field ¢ that describes the free boundary I'y and choose an initial surface
concentration c; .

3. Calculate the mean value ¢,,9. Solve the macroscopic convection—diffusion equation , inIxQ
to get CY.
4. Solve the microscopic equations by an encapsulated iteration procedure in order to get a good

approximation for ¢ and c,:

(a) Set @0 := ¢g and ? := ¢, . Calculate v° and p° as solutions of the microscopic Stokes—system

G @ @

(b) Solve the microscopic elasticity system , @, with data v°, p° and ¢° in order to get
0

u’.
(c) Calculate the new quantities ¢! and ¢! from the system , with coupling data «° and
oy,

(d) Restart in (a) with ¢! and ¢! instead of ¢° and c?. Continue the microscopic iteration until
a satisfactoring approximation ¢~ and ¢ is reached.

5. Restart in [3| with the data cs; := ¢ and proceed with ¢; := ¢V instead of ¢ ...

In the following sections we prove the existence and uniqueness of solutions for every single problem
on its own, considering the coupling data as given functions. These results ensure, that every step in the
above iteration is meaningful. The setting of function spaces is chosen in such a way that each iterative
step takes place in the same spaces. In particular this means that all functions do not loose regularity
during the process.

However, it is not clear at this stage if the above procedure converges in some sense. This question is
closely related to the solvability of the fully coupled model equations which still is an open problem.

4 Solvability of the Macroscopic Equations

In this section we discuss the solvability of the well known Navier—Stokes equation , and convection—
diffusion equation , in I x Q. Since the Navier—Stokes equations decouple from the rest of the
model, the macroscopic velocity field V' and the macroscopic pressure P can be computed in advance
before studying these other equations. We refer to [24] where an overview on solvability results for
different boundary conditions can be found. Here, we assume that we have solutions V € C*(I,C*(Q)),
with some a > 0, and P € C*(I,C%(Q)), see [24], Ch. 3.5.2, Remark 3.8.

The convection-diffusion equation together with the coupling and homogeneous Neumann
conditions on @ \ Sy has been investigated in [6]. Thus, we only formulate the results here. The weak
formulation of the problem is given by:

Find CV € Lo(I, H'(Q)) with 0,CY € Lo(I, HY(Q)') such that the initial condition CV(0,x) = CY ()
is satisfied for allmost all x € Q and for every u € Lo(I; H(Q))

= %
/ <<8tCV,u> +/(V~V0Vu+DVVCV - Vu) dm) dt :/ ( - C) u ds, dt, (15)
I Q IxSy

e TV

where (-, -) denotes the dual pairing in H'(Q). The following theorem holds:



Theorem 4.1.
1. For given ¢ € Lo(I x Sy), CY

ni

€ Ly(Q), problem has a unique solution.

2. Suppose further, that the initial condition CY, € H*(Q). Then for ¢, € C°(I,CY(Sp)) the solution
CcV of is an element of C*((0,T), L2(Q)) N C°((0,T), HY(Q)).

Proof. 1. This was proven in [6].

2. This follows from Theorem 11 in [19], p.417.

5 Solvability of the Microscopic Equations

The microscopic equations — are fully coupled and questions about solvability and regularity of
solutions are still open. In this paper, we restrict to the single steps introduced in the iterative procedure
in section [3] and investigate existence, uniqueness and regularity of solutions of the corresponding single
problems. Throughout this section, all quantities and equations are considered at a fixed macroscopic
point x € Sp, even if not explicitly stated everywhere, with given C¥. The macroscopic quantity CY (-, )
at a fixed point x € Sy is constant with respect to y.

Note first of all, that the problem , , (13) for ¢ and c; is an evolution problem, while the Stokes
problem (5), (6), and the elastic problem (8), (9), are quasi-stationary: v, p and u depend on
time, but the corresponding equations do not include any time derivatives. Nevertheless, the regularity
in time for all of these solutions (after proven to be existent) has to be investigated. Since the domains
Q= Qi(t) and Qs = Qs(t) depend also on time, it is therefore necessary to introduce time-independent
domains Ql and QS, together with corresponding (time dependent) domain transformations

Wi(t): Qr — Qu(t), Wy (t): Qs — Qs(),

which will be defined properly in the sections and For functions v, p and u, defined on Q;(t)
and Q(t) respectively, 0 :=vo ¥y, p:=po ¥; and 4 := uo Uy denote their counterparts, defined on the
time-independent domains Ql and Qs.

Concerning the solvability of the single microscopic problems, we prove the existence of the following
microscopic solution operators at a fixed point 2 € Sy and for given CY(-,x) € C*(I), for 0 < a < %:

e For the Stokes problem:
S [C(1,C? (V)] = NI, C2(Y) x [WAQui)P x WH(Qui)) + (6,¢5) = (6,0,D),
where
Qux ={y € Qulys <hadlyr,y2) + K}, K>0, and Qi =9, (Qix).

The phase field ¢ is unchanged by the application of Sy, which is necessary in order to define the
composition S o Sy.

e For the elastic problem:
Sy C*(L,C*(Y) x W2 Qur)* x W (Qix)) = C(I[WE(QL)]*) = (6,9, p) = i
e For the phase field equations:
S+ O (1, [WH(QW)FP) = [CTF22 (I V)] i (6, c4),
where

O 215 y) = {we CM2(I x Y) : dyw,dyy,w € C2**(I X Y), i,j=1,2},
CP2(I xY)=CP(I,CO(Y))nCO(I,C*P(Y)), 0<pB<1.



The functions (v,p) = Si(¢p,cs) o \I/l_l and
u = S3(¢,v,p) o ¥ ! have to be understood as so-

lutions in the distributional sense of their corre-

sponding problems, while (¢, cs) = S3(u) are in- l (L l
deed classical solutions. The C2-regularity of ¢ /

with respect to the space variable y cannot be S3

weakened in this setting because ¢ describes parts Sz

of the boundaries of the domains of the Stokes and \

the elastic equations: With a boundary of regular-

ity less than C? we cannot prove the existence of ¢, U, p

solutions in spaces of the form W2 and W} for v, u
and p, respectively.

We remark, that the solution operator for the
fully coupled problem is described by the compo-
sition of the operators S3 o S o §; which maps

[Co(1,C? (Y))]2 into itself if we choose r > —2—.
Concerning the notation: In some of the following estimates, the constant depends on the boundary
of the corresponding domain and thus on ¢. In these cases, we will state this explicitly. In all estimates,

where nothing like that is mentioned, the constants are independent of ¢ and of the other unknowns.

Figure 3: The microscopic iteration, with given CV.

5.1 The Microscopic Stokes System and the Operator S;

We consider , @ and . For simplicity, we will firstly look for solutions of the problem on the
semi-infinite domain @; in suitable Hilbert spaces and secondly discuss the regularity of this solution on
the bounded subdomain Q;x C @;. This is done since we are not interested in the behavior of v and p
at infinity but only on their regularity on I', due to the coupling to the elastic equation.
We prove the existence of a solution that satisfies
hm p = P|I3:07

Y3z —00

which means that the pressure passes over continuously from the macroscopic to the microscopic part of
the model. Thus is modified to

lim (Vo4 (Vy0) ) es = (VaV]wg=o + (VaV)  |ag=0) €3 = (323 Vi, 02y V2,0) " = a,

Y3 — 00 z3=0

using the boundary condition , which leads to 0z, V]zs—0 = 02,V |z3—0 = 0 and implies together with
divV =0 that 0,,V3|z;—0 = 0. For some sufficiently large constant M > h4| | (v), we define

{a(y3_M)a ysZM
0,

0 = .
(y) ys < M

Obviously, we have almost everywhere in Q;: limy, oo (V0 + (Vy0) ) es =a, divi=0, A7=0.
We further define the constant vector o = (0,0,%3) " € R3 such that

vr-nd
/6~ndy:/vp~ndy, ie. ’lA)gizu,
r r fpn3dy

where or is given by @ We introduce an artificial boundary I' := {y € Qilys = haod(y1,y2) + K},
with some positive constant K. The surface [ is the upper boundary of the bounded domain Q5. The
following Lemma guaranties that we can transform the inhomogeneous Dirichlet condition @ on I' into
a homogeneous one:

Lemma 5.1. Suppose that Y = [0,1]2. Then, there exists a Y —periodic function u € [H*(Qix)]® such
that ulr = vr — 9, ulp = 0 and divu = 0. Furthermore,

3 _
lull @iy < ¢ L+ ollezvy)” llor = Bll sz vy



Proof. In a first step, we consider the time independent domain Qz Kk =Y x [0, K] and the transformation

Ui(t): Qi — Qu(): 5= (91,92, 53) " = v := (1,92, U3 + haod(t, 91,92)) - (16)

We transform a vector field on @k into a vector field on Ql x by using the Piola transform for vectors,
which is defined for fixed § € Qix, y = ¥1(§) € Qi by

PR = R': u(y) — o (5) == Cof(DW,(5)) T0(y),

where Cof (DW;(§))" is the transposed of the Cofactor matrix of DW;. We recall that
divy 0" = det(D¥;) div, v = div, v, / vP nds= / v-nds,
BQIK BQlK

see e.g. [22], Ch.1.4. We intend to prove that there exists a Y-periodic function w? e [H'(Qux))?
such that w”|,,—o = (vr — ©)” and w”|,,—x = 0. Therefore, we consider the following boundary value
problem

0 for g3 = K,
Aw” =0, in Qux, w” =< (vp —0)P for 3 = 0, (17)
Y — periodic with respect to (¢1,92) € Y.

Using the representation as a Fourier series in terms of (g1,92) € Y

wP (@) =Y bu(js) It
=

a solution of can be calculated explicitly. This solution satisfies
||wp||H1(QlK) <cllwr =) gy < (L4 9llc2vy) llor = 0ll gz vy, (18)

In the second step, we prove the existence of a divergence free Y —periodic function in H 1(@; k) with
the boundary values . From the construction of ¥, the periodicity of w” and the properties of the

Piola transform it follows
/ divadg:/ w” -nds=0.
Qix Qi

We follow the ideas of [12], Ch.I, §2.2 and get a function v” € [H} (Qux)]® with

divo” = divw”, V0P || Ly ey < €l divaer™ ||, 0,0 (19)

Since all functions in [H} (Qux)]? are Y-periodic, this is also true for v” and thus also for u” := w? —v”.
, and the Poincaré-Friedrichs inequality for v” imply

1P s oy < € (1+ I6lleren) lor = Bllmsray- (20)

The constant occurring in the Poincaré—Friedrichs inequality only depends on the diameter of Ql x. Thus
the constant ¢ in is independent of u”, vr and ¢.
In the third and last step, we use the inverse Piola transform to define

uy) =P~ uP (@)

This is the required function which satisfies the boundary conditions and is divergence free by construc-
tion. By using the product and the chain rule we get u Y -periodic in [H'(Qx)]® with

2 3 _
ull gy < e (L +elle2o)” 167 o) < € L+ 0llo2))” lor = Bl ey



We extend u to @ by setting u(y) = 0 for y € Q;\ Qix. Obviously, u € [H*(Q;)]® with divu = 0. We
return to the Stokes problem (), (6), (7). For the function z := v — o — & — u we consider the problem

—nAz+Vp = nAu,} .
21
divz =0, i Qr, @)
z=0 onl, lim e(z)e3 =0, =zisY — periodic, (22)

Yz — 00

where e(z) = 2(Vz+ (Vz) ). If 2 solves (21)), then v is a solution of the original problem . Let

X = {w|Ql

We take the R3-scalar-product of w € X with the first equation of , integrate over (; and integrate
by parts to find

w(-,-,y3) is Y — periodic in C*°(R?), w(y1,y2,-) € CC(R), w|r =0, divw = O} .

e(z):e(w)dy = — e(u) : e(w) dy.
/Ql277() (w) dy /@277() (w) dy

Note, that the pressure term vanishes due to divw = 0 for w € X, and that the property divz = 0
implies the identity Az = div (e(z)). Let X be the closure of X with respect to the norm

Jollx = ( /Q ) dy)1/2,

which indeed is a norm on X due the condition w|r = 0. Note, that X might not be equal to the closure
of X with respect to the H'-norm, since the domain Q; is unbounded. X is a Hilbert space. A weak
formulation of the problem , is given by
Find z € X such that

a(z,w) = l(w), foralwe X, (23)

where a(z,w) := [, 2ne(z) re(w) dy, L(w) = = [, 2 e(u) : e(w) dy.
The following theorem guaranties that this problem has a unique solution.

Theorem 5.2. For any fized time t € [0,T] and any point © € Sy, has a unique solution z € X.
Furthermore, there exists a function p € La 10c(Qq) with limy, oo p = P|y,=0 such that

—nAz + Vp =nAu
in the distributional sense in QQ;. Concerning the semi—infinite domain @, z satisfies the estimate
3 %
lz(t.2)llx <1 (L+ 116t 2)llo2(v))” (ICY (&) + lles ) | irzyy) - (24)

Restricting all functions to the bounded subdomain Qg C @, we have

||U(CL', t)”Hl(QlK) + ||p($> t)||L2(QlK)
4
< e (14 [6(@, )2 ) (ICY (,2)] + les(ts2) | rasavy) + 5| VV (1 2)| + (Pt ).
Before we prove this theorem we state a version of the First Korn inequality:

Lemma 5.3. Let Q =Y x R with Y = [0,1]? and let
W= {w|52 | w('a 'ayS) isY — periOdiC in COO(Rz)v w(ylvaa ) € C(())O(R)a w(ylay270) = 0} .

Let W be the closure of W with respect to the H'-norm or the H'-seminorm. Then, for all u € W the
following inequality holds:

IVull7, ) < 2llew)l|7,q)-

The proof can be found in [8]. Now we prove Theorem [5.2)
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Proof. The bilinear form a is continuous. It is also X-elliptic: Extend z to the strip Y x R by setting

Z(y) _ Z(ylay27y3)a Y3 Z hA¢(y17342>7
07 Y3 < hA¢(y1a y2)7

The extended function z belongs to the space W defined in Lemma [5.3] and we get

||VZ||%2(QZ) < 2||€(Z)||i2(Ql)-

Hence a is X-elliptic and due to the Lax-Milgram Theorem, there is a unique solution z of which
satisfies
Izllx < cll€]|x.

Ezistence of p:
For the solution z of (23) the mapping a(z,-) — £(-) belongs to the space [H~1(Q;)]® with

a(z,v) —L(v) =0, YveX.

Since {v € [C§°(Q;)]? | divy = 0} C X holds, Propositions 1.1 and 1.2 in [24], Ch.1, §1, pp. 14-15, imply
that there exists a p € Lg 10¢(Q;), uniquely defined up to a constant, such that

—nAz+ Vp=nAu
in the distributional sense in @;. It remains to prove that we can choose this constant in such a way that

lim p = Plz,—0.

Y3z — 00

Therefore it suffices to show that p becomes constant if y3 tends to infinity. For N € N and w € [H(Q))]?
we define

Oy :={yeQlys >N}, wn(y1,y2,93) = w(yr,y2,y3 = N).
Clearly wy € [H}(2n)]3. If N is sufficiently large we have

—nAz+Vp=0 in H (Qn),

and thus

(Vp,wn)ay| <

[ 92:Vun dy] < V2] 2o IV0n l acan)-
N

The last expression tends to zero for N — oo since [|Vz||1,(q,) < co. It follows that Vp — 0 in H~*(Qy)
which implies, together with VI. Satz in [27], p.88, that p becomes constant if y3 tends to infinity.

Estimate for the right hand side:
We proved in Lemma [5.1] that

3 "
clltllv: < ellVullzy@n < e (L 1ellczyy)” llor = 0l garzy).-
Furthermore it follows from the definition of vr, see @, that

. Jpor-nds
Illrv/2ry = Z g ey < (€71 Do)

and
lvrllg12yy < (IcY]+ sl ez yy) -

Restriction to Qx :

11



For the velocity it follows from , the Poincaré-Friedrichs inequality for z in Q;x, and the definition
of ¥ and ¥

||v||H1(QLK) <llztu+v +,D||H1(QLK)
3
<e (T+[8lle2)” (ICY1+ llesl e yy) + calal
3
< o (14 [8lean)’ (IC¥1 + sl aqey) + <o TV

323:0

It follows from Proposition 1.2 in [24], Ch. 1, §1, pp.14-15, that p € L2(Qix). The pressure can be esti-
mated in the following way: We consider the transformation ¥;, see , and define p = po U, € Ly(Qik)-
We have Vp € [H™1(Qix)]® with

VBl -1 (Gey < € (LH DN L)) IVPI 1-1(Qurc)-

It follows again from Proposition 1.2 in [24], Ch. I, §1, pp.14-15:

121122 (@urc) /B = 1Bl 1y (01se) & < ENVB 10150y < €L+ 1DBl L) VPN -1 (Quc)-
The constant ¢ depends on Ql x but not on ¢. We split p now additively in the following way:

D =Dpo + p1,
with me po dy = 0 and a constant p; = p — pp which depends on P|,,—g. For py there holds
||pOHL2(QlK) = ||pHL2(QlK)/]R'
This implies
12l L@y < € (L + DBl L v)) VDI -1 (Quc) + C(Plag=0)

4
< (T4 19llczry)” (1ICY] + llesl mrrzeny) + Cz‘VV + C(P|z5=0)-

.’E3:0

O

We study now the regularity of the restrictions of v and p to Q;x applying classical regularity results
for the Stokes problem, namely Propositions 2.2 and 2.3 in [24], Ch.I, §2, pp.33-35. These results concern
the Stokes equations with Dirichlet boundary conditions and can be used to prove the following theorem:

Theorem 5.4. Suppose 2 < r < 00, ¢ € C*(Y) with ollc2(yvy < K, for some constant k > 0, and

s € Wffl/r(Y). Then, for fivzed x € Sy, t € 1, the solution (v,p)(t) = S1(¢, cs)(t) of the Stokes problem
satisfies v € [WTQ(QIK)]B, p € WHQuk), together with the a priori estimate

[o(z, O)llwz (i) + 1P Dllwi @)
<e(k) (lles(t, @)z () + ICY(E,2) | + [V (,2)| + C(P(t,2)) )

T

(26)

Proof. We consider a partition of unity, i.e. functions y; € C§°(R3), i = 1,..., M, with

M M
Qix C U supp(x), supp(xi) N Qux # 0, ZXz(y) =1, Yy€Qx.
i=1 =1

For supp(x;) NT # 0 we define Q; := {y € supp(x:) : y3 > haod(y1,y2)} (where ¢ is extended periodically
to R?), and ©; := supp(;) else. Note, that v and p can be interpreted as functions in ; after an eventual
periodic extension to (y1,y2) € R? or considering the solutions of Theorem for y3 > hao(y1,y2) + K.
The functions x;v and x;p solve the local problem

—nA(xv) + V(xip) = —n (vAx; + 2VoVx,) + pVx, in Q,
div(x;v) =v-Vx;,  in €y,
Xiv = gi,  on 0%,

12



x;vr, foryel,
where g¢; =

0, else.
Due to v € [HY(Q,)]3,p € La(Q;), a first application of Proposition 2.3 in [24], Ch.I, §2, p.35, implies
that y;v € [WHQ)]3, xip € L.(Q;) for 2 < r < 6. Using this and applying the same result again
gives us x;v € [WHQ)]3, xip € L.(Q;) for any » > 2. Employ the argument a third time to get
xiv € [W2(Q2:)]3, xip € WH(€;) for any r > 2, presuming ¢, € Wffl/T(Y). Proposition 2.3 in [24], Ch.I,
82, p.35, also gives us an a priori estimate

Ixiv(z, )llwz,) + Ixip(@, O)llw:e,)/r
<c(k) (Iles(t, @)z ) + 1CV (8, 2)])

where the constant ¢ depends on the corresponding domain. In particular, for some i € {1,..., M}, this
constant depends on ¢. In order to investigate this dependency, one has to go back to the L,-estimates
for elliptic problems by Agmon, Douglis and Nirenberg, see [2] and [3]. We use the transformation ¥,
of Lemma and consider the corresponding transformed local problems on \Ilfl(QZ) The transformed
systems of equations now have variable (and ¢—dependent) coefficients but still are uniformly elliptic in
the sense of [3]. So, Theorem 10.5 of [3] can be applied. The constant in the estimate of Theorem 10.5
in [3] depends on a bound for the corresponding norms of the coefficients and the constant of uniform
ellipticity, which in our case can be estimated in terms of x, and is else independent of ¢. Then, Theorem
10.5 of [3] proves the above inequality. Due to v = Zi\il XiV, p= Zf\il Xip, a.e. in Qix, we have

M
[o(@, )llw2(que) + D@ Dllwr i < D (v, Ollwa,) + Ixip(@, Bllwz @)
=1
which proves (26]). O

In what follows, we study the continuous dependency of v and p on the time t € I. First we prove that
v and p depend continuously on the coupling data. Since the coupling data is assumed to be continuous
in time, this property is transferred to v and p.

Let CV(M) V@) v v and P, PA) be two macroscopic volume concentrations, velocities and
pressures, ((;5(1)7021)), (¢(2)7cg2)) € C%(Y) x W,}fl/T(Y) and (v, pM) (@) p?)) the corresponding
solutions. Note that, if 1) # ¢, the domains of these two problems do not coincide. We transform
both problems to the time independent domain Q; =Y x (0,00) or Qix =Y x (0, K), with the help of
the transformations

V(1) Q =), o ¥): Qi — QR j=1.2,
defined in . Let be ) = v0) o \I/l(j), P = pli) o \I/l(j), j =1,2. Then, 29,5\ solve
A(¢(j)’@(j)7ﬁ(j)) =0, inQ,
where the differential operator A = (A1, Ag, Az, Ay) is given for i = 1,...,3 by
Ai(¢D) 5D p)y = —n(AﬁE” — 74016 0,9509 — hadadpD 0,050 — had?eP 950 — hA8§¢(”83@§”)
+ 0.7 — ha(61s + 62:)05p s,
with the Kronecker—delta d;;, and
AP 5D pDY = div o) — h 40,69 0507 — h 40509 9508,

together with the boundary condition

. 1 1)\ (Ve W
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Lemma 5.5. [t is v € C*(I, [Wf(QlK)]g), peC(, W}(QlK)) and the estimate
1ol 1wz (@ueyy T 1PNl 2w @iy
< C("%)(Hcs||ca(I’W7}—1/r(y)) +1¢llcar,c2(vy) + HCVHC”(I) +IVaVlcaa + ||P||ca(1))
holds, where k is an upper bound for ||¢(t)||c2(yy uniformly with respect to t € I.
Proof. The functions o) — (®) and p — p? solve

AM, 01 =8 p — p3) = A(¢®) — M, 0@ p3)),in @y,

with
o) _ 5@ = _ -1 (1 B 1) (cv(l) _VCV(2) AV - c§2)> o i
ov OF T Ts
and
Jim (9560 = 9®) + (Vo0 o)) ") ey = (Va(VE —VE) 4 (T(vO = V)Y es (2)
y;l—{noo (]3(1) _ﬁ(Q)) - (p(l) _ p(2)) - (28)

Analogously to the proof of Theorem [5.4] we find
100 = 2 lw2(@ue) + 1B = B2 W (@ure) /e

< c(f{)(Hcgl) _ C&Q)sz—l/r(y) + H¢(1) — ¢(2)||C2(Y) + |C«V(1) _ CV(2)| + |V$V(1) _ va(2)|)
Let further be pl) = p(()j) +p§j) with
/ péj)dy =0, pgj) = / p(j)dy = constant.
Qix Qi
As in the proof of Theorem [5.2] we get
196G =5 xr < elr) (17 = e llya-srryy +1C7O = VO 4 [0,V D = 7,7 P),
and together with , this yields
5 =51 < ) (I = @ lyzsrmgyy +1C7O = YO 4 [0V = 7,V @4 PO - PO

Taking t; € I, j = 1,2, and fU) = f(t;) for f € {v,p,CY,cs,¢,V, P} and dividing all estimates by
[t1 — t2|* finishes the proof. O

Remark 5.6. The proof of Lemma shows, that the operator Sy : (¢, cs) — (v,p) is continuous.

5.2 The Elasticity Equation and the Operator S,

In this section, we consider the elasticity equation 7 @, . For the boundary condition v = b on r
we assume throughout this section that b is the trace of a Y-periodic function @ € [W2(Q;)]?, with some
2 <r < oco. Inserting z = u — @ in (), we get

—dive(z) =dive(a) in Qs, o(z)n=g—oc(@)n onT, z=0 onT, zisY — periodic, (29)

where g = 2ne(v)n—pn. In order to derive a weak formulation of the problem, we assume for the moment
that all functions are smooth. Let w be Y—periodic with w|p = 0. We take the R3-scalar product of
with w, integrate over @), integrate by parts and get due to the boundary conditions :

/ a(z):e(w)dy:—/ a(a):e(w)dy—i—/rg-wda.

s
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Denote

azw)i= [ o) etw)dy, tw)i= = [ ofa)sew) dy+ [ g-wda.

s s

Then, for 2 <r < oo, g € (Wl 1/T(F))/ and z € [W}(Qs)]?, the functionals a(z,-) and [(-) are elements
of ((W}H(Q:)]?)". We introduce the space
X ={ve[WHQ.]*| v|p = 0,v is Y — periodic}
and state the weak formulation of the problem :
Find z € X such that a(z,w) = {(w), for allw € X. (30)
For r = 2, the following version of Korn’s inequality holds true:
Proposition 5.7. Let Y = [0,1]2. Every z € X satisfies

C
e(z) :e(z) dy > 2% ,
/ (2) () Ay = T B+ TDalm )t @0

s

(31)

where the constant c is independent of ¢.

Proof. Let z € X. We extend z by zero for y3 < 0. Denote by R = hymaxser ey |¢(t, z)| a time
independent upper bound for the thickness of Q4(t) in ys-direction. Define Q, = Y x [0, R] and the
transformation

\Ijs(t) : QS - Qs(t) : (Q17g27:g3) e (gla 37271)3 + hA¢(t7y17y2) - R)7 (32)
(compare the transformation ), where Q, is the range of QS under W, (Qé is slightly bigger than Q).
Due to the previous definitions we have ||z ;1(5,) = l|2[/1(q.)- Furthermore it is

1Vzllz@.) < C (L4 D8]l ) [V(z0® )HL2(QS),
le(z 0 @)l g,y < C A+ 1Dl ) le(2)z@

Denote z = z o ¥,. For Z we prove the First Korn inequality on Q, by a combination of the proofs of
[13], Chapter 2.5, Lemma 5.2 and [8], Theorem 3.4. We get

A2 2\ (12
HVZHLQ(QS) < 2”6(2)”1;2(@5)7
and consequently on Qs:
V2l Loy < ¢ (14 1D6llLo ) le(2) | Laan ) (33)

where the constant c is independent of ¢. Then, the result follows from Poincaré’s inequality with a
constant depending only on the thickness of Qs in y3—direction (see e.g. [I], Theorem 6.30, pp.183-184):

25 @) < (L +halldllL.v)IVzllLaq.)

The following theorem guaranties that the elastic problem has a unique solution:

Theorem 5.8. Let x € Sp, t € 1.

1. Suppose that 2 < r < co. Let b € [W,~ 1/7“(1")] be the trace of a Y —periodic function i € [W2(Qs)]3.
Then (@) has a unique solution z € X.

2. Suppose further that ¢ € C*(Y) with ||¢||c2(v) < K, for a constant k> 0, and b € [W; > 1/T( D)3 is the
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trace of a Y —periodic function i € [W2(Qs)]®. Then, z is an element of [W2(Qs)]® and the displacement
field uw = z + u = Sy(d, v, p) satisfies the a priori estimate

(@ Dllwz@.) < () (v, Ollwzu + @D lwa@uo + 0@ Dl ) (34)

3. Let be @ :=uoW,. Itist e C*(I,W2(Qs)). The following estimate holds:
I

Hﬁ(f’?)”cau,wg@s)) < (k) @(x)ch(I,Wg(Q“ZK)) + |\I3($)||ca(1,wg@m))
1| o g2y + 6@ e a.020) )

Proof.

1. The linear operator A : X — X’ : z — af(z,-) is strictly monotone and hemicontinuous. Due to
Proposition it is coercive for r = 2. Then, Theorem 6.1 in [23] implies that A is also coercive
for every real r > 2. We apply the Theorem of Browder and Minty (see e.g. [29], Theorem 26.A,
p.b57) and conclude that there exists a unique solution z € X of .

2. We localize the problem using a partition of unity (x;)i=1,....as as in the proof of Theorem [5.4
If supp(x;) N T = 0, then it follows from the classical regularity results for the linear elastic
problem with Dirichlet boundary conditions (see e.g. [25], Ch.III, §7, p.80, Theorem 7.1) that
Xiz € [W2(€;)]3. For supp(x;) N T # (), the same conclusion can be made using the corresponding
results for Neumann boundary conditions (see e.g. [25], Ch.III, §7, p.83, Lemma 7.5). Analogously
to the proof of Theorem the estimate can be derived using the L,—estimates of Agmon,
Douglis, Nirenberg (see [2], [3]) after a local transformation of our problems to domains with ¢—
independent boundary, but ¢-dependent coefficients. In addition to the arguments of Theorem [5.4]
note the following fact: After applying Theorem 10.5 of [3] to the localized and transformed elastic
problems, the constant in the resulting estimate also depends on the constant of Korn’s inequality.
Thanks to Proposition this constant can also be estimated in terms of k.

3. From the definition of Uy, it follows that Q, = U, (Qs) is in general a strict superset of Q;,
while w is only defined as a function on @)s. But u = z + @ can be extended to Q. independently
of ¢ in the following way: Set z = 0 for y3 < 0 and extend the function b from @ to a function
u € [W2(Y x [-R,R])]?. Then @t = uo Uy is well defined.

The statement to prove follows as in the proof of Lemma [5.5

5.3 The Microscopic Phase Field Equations and the Operator S

In this section we discuss the solvability of the phase field version of the microscopic BCF-model
and . This system has to be solved for the phase field ¢ and the surface concentration c;. These
equations are valid for every x € Sy in I x Y, where I = [0,7] is a time interval and Y a periodicity cell.
Furthermore, we have the initial conditions

05(0756,3/) = Cs,ini('r»y)a (b(O,iU,?J) = ¢ini(xay>7

and periodic boundary conditions for ¢, and ¢ with respect to (y1,y2) € Y. We consider Y —periodic test
functions wy, we € Lo(I; HY(Y')), multiply equations and with wy and ws respectively, integrate
by parts and get the following weak formulation of the problem:

Find Y —periodic cs, ¢ € Lo(I; HY(Y)) with Oics, Opp € Lo(I; HY(Y)') such that the initial conditions
are satisfied and for every Y —periodic wy,ws € Lo(I; HY(Y)) the following equations hold true:
/ <<atcsaw1> + QshA<at¢a ’U}1> +/ (stcs -Vwy + (% - %) wl) dy) dt =0, (35)
I Y °

/ <752<at¢,w2>+ / (¢ w.m+<f’(¢)+q<cs,u,¢))w2)dy) dt = 0. (36)
I Y
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Here, (-,-) denotes the dual pairing on H1(Y). If u € [W2(Q;)]3, then we get for the trace of u on

I: (o(u) : e(u)) € W:/_Ql/T(Y), and W:/_QI/T(Y) — Lo(Y) for r > 5/2. The equations above have the
same structure as the microscopic problem in [6]. In addition to [6], we give a more detailed proof for

the following solvability result:

Theorem 5.9. Let be ¢s,ini € La(Y), ¢ini € Lo(Y) and 4 € Lo(I, [Wf(@s)]?’), forr >5/2. Furthermore,
suppose that the constants Dy, T, &, ha, 0s, T and T, are positive. Then, the microscopic problem
and (@) at any fived point x € Sy with given CV = CY(-,x) € Ly(I) has a unique solution.

Proof. The proof will be performed in several steps:
Step 1: Solve a linearized problem:

Consider, instead of (35), (36)), the following problem:
Find cs, ¢ € Lo(I; H) o, (Y)) with 9ycs, Orp € Lo(I; Hyo (Y)') such that the initial conditions are

p
satisfied and for every wy,wy € Lo(I; H) . (Y)) the following equations hold true:
/ (T§2<8t¢, wr) +/ V¢ - ledy) dt = — F(é,,)w; dydt, (37)
I Y IxY

/ <<3tcs,w2> +/ (DSVCS -Vws + T%Cswz) dy) dt = / (H(CY wa) — 0sha(Oeh,wo)) dt,  (38)
I Y ’ I

with given és,¢ € La(I x Y) and F(cs,¢) = f'($) + a(cs,u, ).
Note, that F' is Lipschitz continuous with respect to c¢; and ¢ and grows at most linearily in ¢; and

o, i.e.
|F(cs, @) < C(1+[es| + o)) - (39)

Therefore, if &, ¢ € Ly(I x Y), then it is also F(é,¢) € La(I X Y).

Equation decouples from . It is, for given ¢é5 and (;AS, a weak formulation of a linear heat
equation for ¢, independent of c,. There exists a unique solution ¢ € Lo(I, H'(Y)) of (37) with
O € La(I, HY(Y)'), see [20], p.379.

By the same reference, there is a unique solution ¢, € Lo(I, HY(Y)) with d;cs € Lo(I, H*(Y)') of
(38)), with the just found d;¢ on the righthand side.

Step 2: Estimates for the linearized problem:

Let ¢, (;ASZ e Ly(IXY), i= 1,2, and let c;;, ¢; be the corresponding solutions of 7 . Then the
functions ¢, := ¢5,1 — ¢cs,2 and ¢ := ¢1 — ¢o are solutions of

/ng <<8t¢, w1> —|—/ gQV(E . Vwﬁdy) dt = —/ (F(é&l, (&1) — F((AZ&Q, (Z)Q)) w1 dydt,
I Y IxXY (40)

/ (<8tcsy w2> +/ (DSVES . VU}2 + %Est) dy) dt = — / QshA<8t(Ea w2>dta (41)
I Y I

with ¢(0) = &,(0) = 0. For z € {¢s, ¢} and 0 <t < T, we have 8t\|z(t)||%2(y) = 2(0z, z)(t) and thus

t 1 1
/0 (0uz, 2)dt = = (120)13,00) = 120) sy ) = 510 00, (42)

Let be 0 <t < T and I; = [0,t]. Taking wy = x1,(¢1 — ¢2) in and using the Lipschitz continuity
of F, we get with and Young’s inequality (see e.g. [I1], p.622)

(61— d2) DT, vy + V(D1 — d2) 17,1, xv) < C (||¢1 — G2l 7, 1 xvy F Esn = Es2ll7, 1, xv)

+llé1 — <132||%2(1txy)) :
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This estimate also holds, if the gradient term on the lefthand side is neglected. Gronwall’s inequality (see
e.g. [II], p.625) then implies

1 — d2llLo(r,L.0v)) < C (”és,l — b2l La(rxyy + o1 — ¢A52||L2(1xy)) ~ (43)
Due to the continuous embedding Lo (I, L2(Y)) — Lo(I x Y'), we also get

l¢1 — b2llior,mr(vy) < C (Hés,1 —Cs2llLy(rxy) + |1 — QASQ‘lLQ(IxY)) ,
and with

1011 = 2l acr vy < € (l16ss = &

Larxy) + o1 — ¢§2||L2(I><Y)> : (44)

Setting wa = x71,(¢s,1 — Cs,2) In , we get again with Young’s inequality

IN

[(esn = es2 )70y + les = es 2l Ty m vy

/ (Ou(d1 — ¢2),¢51 — cs72>dt’

Iy

N

1
= g”at((ﬁl - ¢2)||2LQ(It,H1(Y)/) +elles — 0872”%2(1,,,111(31))7

which implies together with and for € > 0 small enough

llcsg = csallbo (r,navy) + lles,1 = cs2llomrvy < C (llés,l —Cs 2|l (rxy) + 1 — <132||L2(Ixy)) . (45)

An obvious consequence of the estimates and is

|61 — ol oo (1, pav)) + lles,t — Cs2llio(1,0.0vy) < C (llés,l — s allLaaxy) + llé1 — ¢32||L2(1xy)) . (46)

Step 3: Solve the original semi—linear problem using a fixed point argument:
We define the solution operator

T: [Loo(L, La(Y)) = [Loo(L, La(Y)?: (&5,) = (cs,9),

which maps given (és,(ﬁ) to the corresponding solutions of , . Note, that every function w €
Lo (I,Lo(Y)) satisfies

[l Latr,z20vy) < TY2lwllL(r.La0r)-
This implies, together with estimate (46]):

1T (Es1 — Es,20 01 — 02) | oo (1,La(vy) < CTY?|[(és5,1 = G52, 1 — 02| s (1,12 (v)-

Choose 0 < T} < T small enough, such that C'Tll/2 < 1. Then, restricted to the time interval I, := [0,71],
the operator
T [Loo(Iry, L2(Y)]* = [Loo(ITy, L2(Y)))?

is a contraction. Banach’s fixed point theorem proves the existence of a solution (cs, @) of , on
the possibly reduced time interval [0,77]. Since the choice of T is independent of the solution (cs, ¢)
and its intial data (Csni, Pini), finitely many repetitions of this arguments, with (cs, ¢)(T1) replacing
the initial data, prove the existence of a solution on the whole time interval [0,7]. Uniqueness of that
solution follows from and Gronwall’s inequality. O

In the proofs of existence and regularity of solutions of the Stokes problem and the elastic equation,
we assumed higher regularity for both ¢ and c,, namely ¢,cs € C%(Y). In fact, ¢ and c, are, under
certain conditions, more regular as stated above, namely:

Theorem 5.10. Assume that all conditions of Theorem are satisfied. Suppose in addition that
Cs.iniy Gini € C*P2(Y), CV € C*(I) and 4 € C(I,[W2(Qs)]3), for r > L

-, 0 <a < i Then
(¢, cs) = S3(4) is an element of [CT T2 T2(] x Y)}Q.
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Proof. We get for the trace of u on I that o(u) : e(u) € C?*(Y), if r > 5/(1 —2a) and u € W2(Q,). The
following proof uses regularity results for the linear heat equation with Dirichlet boundary conditions,
namely Theorem 9.1 of Ch.IV in [I5] for Sobolev spaces and Theorem 5.1.15 of Ch.5 in [I6] for Holder
spaces. Therefore, we reformulate the problem:

Let Q C R? be a bounded domain such that Y C Q with C?*2%-smooth boundary 9. Let x € C§°(Q)
be a cut—off function with x|y =1 and 0 < x(y) < 1 for all y € Q. The functions ¢ and ¢, are Y-periodic
in H*(Y') which implies that they can be extended periodically to Q with ¢, cs € H*(€2). In the following,
consider the functions x¢ and xcs. If ¢ and ¢, solve and on I x Y, then xy¢ and xc, are weak
solutions of

7620, (x0) — E2A(x9) = —x ('(0) + ales, u, 9)) — €2 (pAx +2VX V) , (47)
%
at(XCs) - DSA(XCS) =X (i} - j_i - QshAat¢) - Ds (CSAX + 2VXVCS) (48)

on I x € with homogeneous Dirichlet conditions on I x 02 and initial conditions

x¢s(0,9) = XCs,ini(y), X?(0,y) = XPini(y),

where s ini, Gini are also extended periodically to Q. From cs, ¢ € Lo(I, H'(2)) it follows, that the
righthand side of is in Ly(I x Q), since f’ and ¢ grow at most linearily (This argument is also true
if Ly is replaced by any L,, 1 <r < 00). Then, the application of Theorem 9.1 of Ch.IV in [I5] yields

x¢ € Wy (I xQ), and therefore ¢ e W, (I xY).

Note, that this implies 0;¢ € La(I x Y'). Theorem 9.1 of Ch.IV in [I5] can now be applied to equation

and this yields
e €Wy (I xY), andthus ¢, Wy (IxY),

due to the embedding W, *(I x V) < W' (I x Y), see [9, Thm. 2.2.2, p.22. Repetition of the same
argument for both equations with 4 as the order of integration instead of 2 implies cg, ¢ € VV41 ’2(I xY),
and thus cg, ¢ € WO(I x Y), for all s > 1. Another application of Theorem 9.1 of Ch.IV in [I5] yields

o, €EWH(I X Y)

for any 1 < s < +00. Next, for 0 < A < 1, we have the interpolation W12(I x V) — W (I, W2 (),
see [9], Corollary 2.2.6, p.23. The embeddings

WML, W2 (Y)) s (1, W2V (Y)), W22 (7)) s 120 (y)
are valid for A — % >« and for 2(1 — \) — % > 1+ 2a. It follows that

WAL W2EN(Y) — CH (I, CH2(Y),

1-4a”
an element of C*2?%(I x Y'), which makes Theorem 5.1.15 of Ch.5 in [16] applicable — first to (47) and
afterwards to . Finally, this proves

for s > 2,0 < a < 1. Thus ¢, ¢ € C*(I,C'+2*(Y) which implies, that the righthand side of (17) is
47

Csy p € CHTO2T2(T 5 V),
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6 Conclusion

e In this paper, a two scale model for liquid phase epitaxy with elasticity is presented.

e The coupling of the microscopic and the macroscopic equations is described by an iterative proce-
dure.

e The macroscopic equations do not change in comparison with the corresponding model without
elasticity but more regularity assumptions are needed.

e We focus on the microscopic equations and study their solvability in appropriate function spaces.
As main results we prove the existence and uniqueness of solutions of the three single parts of the
microscopic problem. The composition of the corresponding solution operators maps a suitable
function space into itself.

We would like to thank the German Research Foundation (DFG) for financial support.
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