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Notation

I'p

L'y

[0, 7]
25
XD
XN

number of different martensite variants

transformation temperature below which the martensite is
stable, above which the austenite

transformation matrix of the austenite for ¢ = 0, of the diffe-
rent martensitic variants for i =1,..., M

the identity matrix in R™*"

the transpose matrix of /' € R™*"

phase indicator function R3*3 — RM*! such that [£(F)]; = 1
when F is in the (vicinity of) the i-th variant / phase, it holds
that S0 £, =1

the Legendre—Fenchel conjugate of the indicator function of a
convex set K

orthogonal group O(d) = {Q € R™>*4: QTQ =QQ" =1}
special orthogonal group SO(d) = O(d)N{Q € R™?: det Q =
1)

the reference domain, an open bounded domain in R? with
Lipschitz boundary

open subset of 02 where Dirichlet boundary condition is pre-
scribed

boundary part with prescribed Newton boundary condition,
there is

0 =TpUIl'y up to a null set

Q. = wx(—¢/2,¢/2), where w C R? an open bounded domain
with Lipschitz boundary, the plane of the film, see Chapters
and

the in-plane component (21, 23) of a point z = (z1, 29, 23) € R?
boundary part of dw such that I'p = yp x (—¢/2,¢/2)
boundary part of dw such that I'. = vy X (—¢/2,¢/2)

finite time interval of the evolutionary problems

= [0,T7] x 09,

= [0,T] x I'5,, where I'5, C €., see the definition of I'p,

= [0,T] x I'Yy, where I'§; C €., see the definition of 'y



C(M;R™)

C*(M;R™)

CO (Rmxn)
Cp(Ran)
rca(R™>™)
LP(Q; R™)

W’“’(Q; R™)

W=LP(Q; R™)
LP(0,T; V)

Wtr(0,T;V)

BV(0,T;V)
B(0,T;V)

yp(Q7 Rmxn)
gr (<)

set of continuous functions f: M — R™ (here and in the
following function spaces for m = 1 we suppress R and write
only C(M))

set of k times continuously differentiable functions, k£ > 1; C*°
denotes the set of continuously differentiable functions up to
any order

set of f € C'(R™*™) vanishing at infinity

set of f € C(R™ ™) such that f(s) = o(|s|P) for |s| — oo
space of regular countably additive measures on R"*" it is
isometrically isomorphic with the dual space (Co(R™*™))*
Lebesgue space of measurable functions f: 2 — R™ such that
| f|P is Lebesgue integrable as well

Sobolev space of measurable functions that admit a p-
integrable distributional derivative up to order k

p/(p—1) forl< p< oo,

the conjugate exponent p’ := < 1 for p = oo,
o0 forp=1
having W*?(Q; R™) such that Q C R, then the Sobolev ex-
np/(n — kp) for kp < n,
ponent p* := < arbitrarily large real for kp = n,
00 for kp > n
having W'?(Q; R™) such that  C R”, then the trace expo-
(np —p)/(n —p) for p <n,
nent p” := ¢ arbitrarily large real for p = n,
00 forp >n

the dual space of W, 7 (; R™)

Bochner space of Bochner integrable functions f: [0,7] — V/,
V' a Banach space, such that fOT |l f(@)]]} dt < oo; we do not
distinguish between [f(t)](x) = f(t,z) if V = LI(Q; R™)
Sobolev—Bochner space {f € LP(0,T;V): fe LP(0,T5V)},
with the norm || fllwrrrv) = [Ifllromv) + [y it
is a Banach space; , f = d f/dt = 0f /0t denotes always the
distributional time derivative of f

space of functions with bounded time variation with values in
a Banach space V'

space of functions bounded in time with values in a Banach
space V

the set of Young measures, see Definition

the set of gradient Young measures, see Definition [I.5.2]



Preface

In first place, the current work is dedicated to the mathematical and computati-
onal modelling aspects of martensitic thin films, more precisely of single-crystal
specimen on the micro- and mesoscopic scale (Chapters [2[ and . But not only:
beyond this main aim, the author had the opportunity to contribute to closely
related topics within the scope of calculus of variations, namely the characteri-
zation of (gradient) Young measures generated by invertible matrices (Chapter [4))
and weak lower semicontinuity of integral functionals through the so-called A-
quasiconvexity at the boundary (Chapter [5)).

Depending on their utilization, shape-memory alloys (SMAs) can be modelled
on different scales including different levels of complexity. Chapter [1] aims at ma-
king clear these approaches both in the bulk and thin films. First, it introduces
the principal physical properties of shape-memory alloys that we are mainly in-
terested in, such as the shape-memory effect, quasiplasticity, superelasticity, and
shortly discusses the deviations of the micro-, meso-, and macroscopic views on
the problem. The mathematical description is then built up beginning at the defi-
nition of a Bravais lattice associating to it important features, such as symmetries,
austenite and martensite wells, and the corresponding free energy. Through the
Cauchy—Born hypothesis we ascend to a continuum mechanical framework that
will be the basis of all that follows. Afterwards we review the existing mathemati-
cal models for single crystals — more or less in chronological order and increasing
complexity requiring more involved tools, such as (gradient) Young measures and
the concept of energetic solutions — that form the foundations of our newly derived
models.

Chapter [2| displays our new results [I5] concerning the establishment and
analysis of a martensitic thin film model with thermo-mechanical coupling. To
the best of our knowledge this is the first effectively ansatz-free derivation of such
an evolutionary (quasistatic) problem. We start from a slight modification of a
well-established microscopic bulk model [18] and arrive to the final description
after a two-step procedure, when we first reduce the dimension of the problem
by limiting the material thickness to zero and then reduce the interfacial-energy
contributions to zero as well.

Existence results for martensitic-alloy theories usually involve either the qua-
siconvex envelope of the energy density or Young measures. Both of these objects
lack, however, an effective characterization so that a numerical scheme would
be right at hand. The quasiconvex envelope of a function can be approximated
from below by the so-called polyconvex envelope and from above by the rank-one
convex envelope. In turn, there exists an approximation of this rank-one convex
envelope by the so-called sequential laminates, see [48] that is then in most cases
used for numerical computations, see [50, 52|, among others. These sequential



laminates have been exploited also for computational experiments of quasistatic
rate-independent evolution of bulk martensitic specimen, see [13, 24 [53]. Thin
films, moreover, differ from the bulk. In our interpretation thin films are not mere-
ly a slice of a 3D specimen in a given plane, but entail fundamental differences. In
a specimen where the austenite phase and/or different variants of the martensite
could co-exist next to each other, the so-called Hadamard jump condition has to
be fulfilled by an admissible deformation in order not to tear the specimen apart.
In three dimensions this imposes a planar constraint, while in thin films a less
restrictive constraint along a line — resulting in interfaces that are not compatible
in the bulk(for example, any austenite-martensite interface), see [23]. Chapter
includes our numerical experiments [66] that reflect on this relaxed constraint,
see [22, [64] as well.

In the introduction, we present different techniques to ensure existence of mini-
mizers to the non-(quasi)convex problem of shape-memory-alloy behaviour. Take
account of the fact however that each method relies on a p-growth assumption of
the free energy, which in turn excludes another natural physical property that any
sequence of deformations {y,} such that det Vy,, — 0 should result in a blow-up
of the material energy. In his pioneering work Ball [5] showed that polyconvex
materials can incorporate this assumption. On the other hand, shape-memory
alloys do not fall into this category as their stored energies are not even quasi-
convex. Chapter [4| presents our work [16] that treats the aforementioned blow-up
condition by considering energies that depend on both the deformation gradient
and its inverse. We characterize Young measures generated by sequences of mat-
rices with positive determinant that are together with their inverses bounded in
LP; 1 < p < oo. The gradient case is much more involved, as the technique of Kin-
derlehrer and Pedregal [47] heavily relies on cut-off gradients, the invertibility of
which cannot be automatically guaranteed. Our results include the L*°-gradient
case, where a workaround has been found through a convex integration method
due to Dacorogna and Marcellini [26]. We refer to the recent work [14] that treats
additional orientation preservation of bi-Lipschitz planar maps and characterizes
the gradient Young measures they generate.

Lastly, in Chapter |5 we present our new results [49] on weak lower semi-
continuity of integral functionals where the integrand wu satisfies a first-order
constant-rank differential constraint Au = 0, this can be viewed as a genera-
lization of the gradient case (take A = curl) The first results are due to Fonseca
and Miiller [4T], where they analysed non-negative normal integrands and found
that A-quasiconvexity is the necessary and sufficient condition granting weak
lower semicontinuity of the functional. However, if the integrand is allowed to be
negative and non-coercive its behaviour at the domain boundary starts to play an
important role as well, see [57, [51] for the gradient case. If the integrand possesses
a recession function, then the correct condition is the so-called quasiconvexity at
the boundary [8]. We extracted necessary and sufficient conditions for the case of
a general first-order constant-rank operator A both for A-free and asymptotically
A-free sequences, for which || Aug||w-1» — 0, and discussed their relationship.



Chapter 1

Introduction

Shape-memory alloys (SMAs) have been extensively studied for more then half a
century, since 1951 when the martensitic phase transition was first explained in
an Au-Cd alloy, as they exhibit significant phenomena both for theoretical and
practical purposes, that stems from their intermetallic behaviour. This means that
their structure and characteristic properties are not a mere interpolation between
the features of their individual components, but are intrinsically different.

The current work focuses on the mathematical and computational modelling
aspects of continuum theories of SMA single crystals on the mesoscopic scale
through transition from microscopically inspired models and dimension reduction.

In order to achieve this, we give here in Chapter [I| a short sketch of the main
physical properties of these alloys that we are interested in, then introduce also
the different mathematical theories concerning both bulk SMAs and thin films
that led us in the end in some way to the derivation of a thermo-mechanically
coupled model for martensitic thin films, see Chapter [2]

1.1 Martensitic phase transformation and its con-
sequences

SMA materials, such as Ni-Ti, Cu-Al-Ni, Cu-Zn-Al or Ni-Mn-Ga alloys, depen-
ding on temperature, may exist in two stress-free phases (the high-temperature,
high-symmetry phase called austenite and the low-temperature, low-symmetry
one called martensite, respectively) and when exposed to certain conditions they
undergo a so-called martensitic phase transformation resulting in a non-diffusive
change in their crystallographic structure. This is due to the fact that the relative
displacement of the atoms is usually smaller than the interatomic distances.

Remarkable features of these alloys include the so-called shape-memory effect,
pseudoelasticity, and quasiplasticity, cf. Figures [L.1.2

The shape-memory effect (marked by the blue line in Figure takes pla-
ce when the austenitic material is cooled down from high temperature through
the transformation temperature 6;,, where in a process called self-accommodation
the phase transformation occurs and the material is transformed into the twinned
martensite (that has many variants due to a lower crystallographic symmetry).
When deformed, detwinning takes place that results in one variant of the mar-
tensite in the material. By heating the original highly symmetric shape of the
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Figure 1.1.2: SMA exhibiting quasiplasticity



austenite is recovered through the reverse transformation.

We can observe the pseudoelasticity of SMAs (red line in Figure under
external load of the austenitic material: around hundreds of MPas — the corre-
sponding stress depends also on the temperature — during phase transformation
an extensive elongation of the material (~ 6-7%) occurs for little relative change
in the stress (in classic metallic alloys this value is around 0.7%), that explains
why sometimes instead of pseudo- the prefix super- is used. The process ends
with the material in the detwinned martensite, meanwhile unloading the stress
returns the material into the initial austenite.

Quasiplasticity refers to the capability of SMAs to give plastic responds if
exposed to compression or tension under 6;.. Here the twinned martensite is
the natural configuration of the material, and during the deformation only the
twinning interfaces change that is accompanied by no movement of dislocations
that would cause irreversible changes. When the transformation is finished the
detwinned martensite responds elastically both on further loading or unloading.

The thorough description of these phenomena and their applications may be
found in [44] 65 [68], among others.

Shape-memory alloys are highly biocompatible what makes them applicable
for many different medical purposes, such as orthodontic wires, cardiovascular
stents. For industrial applications different pipes, wires, special connectors and
linking elements, etc. are produced to take advantage of their great flexibility,
their nonlinear response to stress, or ability to absorb/release significant ener-
gy on loading/unloading. Moreover, shape-memory alloys belong to the group of
so-called smart or intelligent materials as they both detect the changes in the
environment, such as temperature or stress, and also react to them through crys-
tallographic changes in their atomic lattice. On one hand, this feature makes them
highly reliable, e.g. in extreme environments where human presence is impossible
(just to mention, for example, a recent Mars rover that was also equipped with
SMA components), and, on the other hand, their sizes can be significantly redu-
ced without affecting their functionality, cf. Figure [1.1.3] e.g. sputter-deposited
NiTi thin films in micro-electro-mechanical systems (MEMS) and microrobotics.
For an extensive overview of the modern deposition techniques, key engineering
characteristics and applications of NiTi thin films we refer to [61].

Shape-memory alloys exhibit significant hysteresis as well in the martensitic
phase transformation (e.g., [32]): the transformation temperature 6, depends on
the direction of the transformation. But hysteresis occurs also in superelasticity:
detwinning begins at higher stress than the the reverse transformation. The same
applies for the quasiplastic regime as well. In [I] they found that the microstructu-
re evolution of a specimen with exactly two martensitic variants present exhibited
a rate-independent hysteresis under cyclic loading. This means that the area un-
der the hysteresis loop does not depend on the rate of loading and is present also
at low velocities.

Note that our simplifying assumption of one specific transformation tempe-
rature 6, — above which in a stress-free configuration the austenite is the ener-
getically preferred variant, while below it only the martensite — shall not lead to
wrong qualitative results. Under this we will understand the temperature when
the austenite and martensite are energetically in equilibrium.

Another peculiarity of the martensitic phase transformation is its activated



character — it starts after the external stress exceeds a certain threshold and then
completes almost without any further stress increment — that is not captured in
theories dealing with the microscopic description of SMAs |2, [69] which predict a
linear kinetic relation between the rate of transformation and the applied stress.
The stick-slip behaviour can then be recovered through a wiggly energy landscape
[1, 20] that pins the phase boundaries, or under hyperelastic assumptions the
dissipation (pseudo)potential is supposed to be non-smooth at the origin, cf.
[18, 53] among others. We shall also follow this latter path.

Some other characteristics, such as acoustic emission [31], [35] or stress drop
at the onset of the stress plateau in the stress—strain curve [37], remain, however,
beyond the scope of this work.

10’
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Figure 1.1.3: Power—weight ratio for different types of actuators

Legend for Figure[I.1.3} P — piezoelectric transducers, E — electromotors, M —
modeller motors, H — hydraulic motors, B — piston gas-engines, D — piston diesel-
engines, T — internal-combustion turbines, SMA — shape-memory alloy actuators
(in accordance with [81]).

Biggest disadvantage of shape-memory alloys is their high price and lower heat
conductivity. That is where ferromagnetic shape-memory alloys, shape-memory
polymers and shape-memory composites come into consideration, cf. [12] [70].

1.2 Atomistic description of SMAs

Modelling of shape-memory alloys can be elaborated on different length scales
that is turn involve different phenomenologies and different physical principles.
Vaguely speaking, the main scales are the following;:

1. The atomistic scale, where molecular dynamics plays the crucial role and
interatomic relations are investigated, cf. [73, [74] for advances in related
mathematical analysis. Successful experiments on nanoscopic specimen have
also been carried out [33], 36].
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2. On the microscopic scale one already ascends to a continuum-mechanical
description to address single-crystal specimen of sizes of order 100um. Here
one usually accounts for a complete description of the underlying microsco-
pic structure and consideres interfacial effects between variants / phases,
cf. [34, 23] among others.

3. The mesoscopic description “zooms further out"(specimen of mm- or cm-
size) and utilizes the so-called (gradient) Young measures to associate cer-
tain averaged quantities to material points.

4. A macroscopic scale is used to model polycrystalline specimen, the theories
being still rather phenomenological and parameter fitting is often applied to
match with experimental data. The state of the material is usually descri-
bed through specific (independent) internal variables, such as the vector of
volume fractions of the martensitic variants, or the transformation strain.

On the atomistic scale SMAs can be described as a three-dimensional Bravais
lattice £ of infinite number of points generated by translation of a single atom
o € R3 through three linearly independent vectors — the so-called lattice vectors

- {Uh Vg, 'U3}

3
L(v;,0) = {x€R3: cc:o+z,uivi, s EZ}.

i=1

If we denote by {v{,vg,v$} the lattice vectors of the austenite phase and
by {v]",v§*,v§'} the lattice vectors of the martensite, then there exists a linear
transformation (recall that the martensitic phase transformation is diffusionless),
represented by the so-called Bain (or transformation or distortion) matrix U, such
that

v" = U

which is intimately related to the symmetries of the two phases. The set of trans-

formations G(v;) mapping the lattice back to itself is called the symmetry group
of the lattice, and it is not hard to see that

G(vi) ={Q € O3): L(Qui) = L(vi)},

where O(d) = {Q € R4 QTQ = QQ" = I} denotes the orthogonal group, I
standing for the d x d identity matrix. This set includes both shears, rotations,
and reflections, as well, but due to the small relative motions of the atoms during
the martensitic transformation — as explained previously — shears are relevant
rather for plasticity and slip theories. Therefore a smaller, more natural, group
is introduced containing the orientation-preserving rotations mapping the lattice
onto itself, the so-called point group P(v;),

P(vi) ={Q € SO(3): L(Qui) = L(v3)},
where SO(d) = {Q € R™?: QTQ = QQ" = I, detQ = 1} is called the special

orthogonal group.
It can be shown that P(v;) is independent of the lattice itself or the chosen
lattice vectors, and that there exist in the three-dimensional case 11 distinct point

11



groups, dividable into 7 symmetry types: cubic, tetragonal, hexagonal, monoc-
linic, triclinic, orthorombic, and rhombohedral lattices. For example, the point
group of the cubic lattice, cf. Figure [1.2.1], contains 24 rotations, while the point
group of the tetragonal one 8 rotations.

Now, if we denote P, the point group of the austenite and P, the point group
of the martensite such that P,, C P,, then one can show that the total number M
of different martensitic variants is equal to the ration of the number of elements
of these sets, namely
_ 1Pl

Pl
This means that in the case of, for example, a cubic-to-tetragonal phase trans-
formation there is M = 24/8 = 3, cf. Figure[1.2.1]

M

Figure 1.2.1: Different variants of the cubic-to-tetragonal phase transformation

So far we have only discussed the atomic description of SMAs from a crys-
tallographic point of view. To conduct macroscopic experiments or feasible com-
puter simulations, the derivation of a continuum model is desirable. The so-called
Cauchy—Born hypothesis (cf. [2I]) provides the link between the atomistic and
continuum theories. Having a reference domain €2 C R3, it assumes the following:

1. At each point x € Q of the reference domain there exists a Bravais lattice
with lattice vectors vf(z).

2. If Q is deformed through y: Q — R?, then there exists a Bravais lattice also
at y(z) of the actual configuration with lattice vectors v;(z).

3. (Cauchy—Born hypothesis) The lattice vectors deform according to the de-
formation gradient, namely

vi(r) = Vy(z)vi(z) V€.

Let us note that however intuitive the Cauchy-Born hypothesis is, Friesecke
and Theil [43] have shown that although in some cases it may be regarded as a
theorem, there are simple counterexamples, when it fails to hold.

The most important consequence of the Cauchy-Born hypothesis for us here
is that instead of Bravais lattices we are entitled to describe SMA configurations
by deformation gradients.

12



1.3 Static micro-scale continuum modelling

First, let us fix some notation. We will consider a specimen in a reference con-
figuration (in this work it shall exclusively be the stress-free austenite phase)
occupying a domain 0 C R3, an admissible deformation as an injective and suffi-
ciently smooth mapping y(t):  — R? over a finite time interval [0,T], T € R*,
such that det Vy(t,z) > 0, for every z € Q and t € [0,7], and the temperature
0: Q— R.

As usual in continuum thermodynamics (cf. [78]), the equilibrium states of
the material are described the as minimizers of a certain thermodynamic energy
(potential), that is, the Gibbs free energy G(¢,y,0) (in case of vanishing external
forces the Helmholtz free energy). In general, the following natural conditions
(1.-2.) and constitutive assumptions on the density of this free energy are made.

1. Frame-indifference, that is, the energy of a rigidly rotated material stays
the same.

2. Material symmetry, that is, the energy of the material does not depend
on the choice of the lattice vectors (in terms of the continuum framework,
the deformations from the point group of symmetry do not change the free

energy).

3. The order parameter of the free energy is the deformation gradient which
identifies the different phases.

4. Single-variant phases minimize the free energy, i.e., they are stable.

5. During a thermally induced phase transition the material transforms from a
low-temperature stable austenite to a high-temperature stable martensite.
At the transformation temperature 6. both phases are energetically equi-
valent.

6. The energy density blows up for deformations approaching a singular one
(i.e., one with vanishing determinant of the strain).

Some remarks are at place here. Firstly, geometrically linear models — or infi-
nitezimal strains, that is, instead of the deformation gradient only its symmetric
part is considered — have been proposed, but these can lead to significant errors,
cf. [19] and the references therein, and when later applying the theory to thin
films, they can deform by undergoing large rotations, e.g. by forming tents and
tunnels [23].

Secondly, the last condition, although natural to presume, is in conflict with
the usual p-growth assumption on the free energy density in existence theorems
for the relaxed variational problems, and does not seem to be a mere technicality
to deal with. We shall discuss the topic later on in larger extent.

There are many different ways how to construct a free energy that is able
to describe the behaviour of SMAs. One of the first approaches was to consider
phenomenological theories of Landau, Devonshire or Ginzburg-Landau type. The
free energy f(e,0), e being an order parameter and 6 the temperature, was assu-
med to be analytical in e, the expansion of which into a power series with respect
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to e yielded partial results enlightening some aspects of the martensitic transfor-
mation as well, cf. the works of Falk and Konopka [38 [39]. This polynomial free
energy approach inspired also the more recent work of Zimmer [84].

We shall follows the path of Ball and James [6], [7] who proposed a Helmholtz
free energy density of multi-well structure. We take the Gibbs free energy G that
is the Helmholtz free energy augmented with the external loads

g(y,Vy,Q):/ o(Vy(x ) dax— /f /FN g(z)-y(x)ds, (1.3.1)

Q

where I'y C 0€ is the boundary part where the prescribed external surface force
g acts, f is then a prescribed external volume force, and we fix the specimen
on the Dirichlet boundary part I'p = 9Q \ I'y (up to a zero-measure set) of
non-vanishing 2-dimensional measure. The stored energy density ¢ then satisfies

1. frame indifference
e(QF,0) = o(F,0) VQ e SO(3);
2. material symmetry

©(FR,0)=p(F,0) VYReP,,;

3. temperature dependence

p(Z,0) < p(F,0), 0 > Oy,
0=(Z,0)= (u 9>+6()<s0( 0), 0 = Oy,
0=U,0)+060) < @(F,0), 0 < O,

for every Z € Aand U € M, where §(0) is an offset, and A and M represent
the sets of the austenite and martensite wells, respectively, namely

A={Q: Qe SO@B3)}=S0B),

M
M=MUMU---UMy = ]S0B),

=1

Note that due to material frame indifference we can consider the Bain matrices
U; symmetric (if they are not, thanks to the polar decomposition theorem they
can be decomposed into a symmetric, positive-definite matrix and a rotation —
recall that any admissible deformation satisfies det Vy > 0).

We will use the minimum type multi-well energy density, cf. [53]

p(F.0) = min om, (1.3.2)
where
1 0
o(F,0) = 5 Ze Ol + v In o
ijkl r
. FTF-UU,
emo—
2 Y
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C™ being the tensor of elastic moduli and cj} the specific heat capacity.

One of the easiest models to deal with are the isothermal static cases. On
the microscopic scale one might include an interfacial-energy term to account
for another length scale concerning the interfaces between the variants. More
precisely,

minimize G (y, VY, ) + Eintertace(V2Y)
subject to y € W*?(Q; R?) (1.3.3)

y=1idon ['p,

where G is as defined in and (1.3.2). The interfacial energy involves the
second derivatives of the deformation y, and is usually of the form Epierace(VZy) =
€]|V2y\|ig(Q;R3X3X3), cf. [23], or 5|]Ay||%2(Q;R3X3), see [22], that differs from the first
one only by a null-Lagrangian and penalizing bending as well, for some fixed
e > 0. Another way to incorporate interfacial energy can be found, e.g., in [80)].

As the interfacial energy introduces from the mathematical perspective a com-
pactifying effect, the existence of a minimizer ¢ to can be shown through
the well-established direct method of the calculus of variations, see [25] for the
details.

1.4 Static modelling on mesoscopic scale — quasi-
convexification

When neglecting interfacial effect, for a more involved limit passage ¢ — 0, we
refer to [77], one obtains the mesoscopic model

{ minimize G(y, Vy, 0y:) (1.4.1)

subject to y € W;ﬁ(Q;RS)a

where WEE(Q;R‘O’) = {v € W'(Q;R3): v = id on I'p}, that allows for infini-
tely fine oscillations in the deformation gradient for microstructure formation.
Mathematically, the total energy is not weakly lower semicontinuous, therefore
the existence of a classical Sobolev minimizer to cannot be guaranteed.

This problem is usually resolved by two so-called relaxation methods. The
heart of the quasiconvexification is in replacing the energy density ¢ by
its quasiconvex envelope

Qe = sup{¥ < ¢ : ¥ quasiconvex}, (1.4.2)

suppressing the temperature dependence. Recall that a function g: R™*" — R is
called quasiconvex, if for any A € R™*™ and any ¢ € C§°(2; R™) it holds that

1
o < o /Q §(A + Vo(z)) dz. (1.4.3)

where 2 C R" is a bounded Lipschitz domain and |2 denotes the n-dimensional
Lebesgue measure of the set €. It can be shown that the property of quasicon-
vexity is independent of the particular domain €2; cf. [25].
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Now, the relaxed problem reads as

{ minimize  Gq(y, Vy, Oi) (1.4.4)

subject to y € Wllg”(Q;]RS),

where

Goly, Vy,0,) = / Qu(Vy(),by,) de — / f(z)  y(x) de — / o(z) - y(z) ds.

N

Then, the relaxation theorem (due to Dacorogna; cf. [25]) states that under
the growth condition

c([slP —1) < p(s) <C(|s]P + 1), for some real 0 < ¢ < C, (1.4.5)

the following holds

(i)
inf G(y,Vy,0,) = min  Gg(y, Vy, by); (1.4.6)

yeEWr P (QR?) yeEWr P (QR?)

(ii) to each solution y* of the relaxed problem ([1.4.4)) there exists a minimi-
zing sequence of the initial problem (1.4.1)) that converges to y* weakly in
WhP(Q; R?);

(iii) any infimizing sequence of the initial problem (1.4.1)) converges weakly in
WhP(Q; R3) to a minimizer of the relaxed problem (1.4.4)).

Note that the relaxed functional Gy inherits coercivity, namely the p-growth
property applies for Q¢ as well, see .

Quasiconvexification is a successful tool to overcome the non-existence of mi-
nimizers to coercive functional that are not weakly sequentially lower semicon-
tinuous on reflexive Sobolev spaces. Its intention is to alter the functional in a
way that preserves the original infimum and is attained by the original infimizing
sequences. Information about the oscillations of the infimizing sequences is lost,
however.

Another tool (called Young measures) ensures existence of a minimizer, whi-
le conserving information about the oscillatory behaviour of the corresponding
sequence, was introduced by L. C. Young [83] — originally in the context of optimal
control theory. Since then it has been successfully applied not only in problems
of non-linear elasticity, but also, e.g., in fluid dynamics (their generalization, the
so-called DiPerna-Majda measures, was developed to analyse weak solutions of
incompressible fluid dynamics equations [28].

1.5 Static modelling on mesoscopic scale — Young
measures

First, let us recall some notation and facts from functional analysis. We denote
by Co(€2; R™ ™) o~ C,(£2; Rm™*") the set of all continuous functions with values in
R™*™ yanishing at infinity, that is the closure of the set of all compactly supported
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continuous functions, Q C R? measurable with finite measure. Through the Riesz
Theorem, its dual space Cy(£2; R™*™)* is isomorphic to the space of all regular
countably additive measures rca(R™*") augmented with the total variation norm.

Then L°(Q; rea(R™*™)) =~ LY(Q; Co(R™*™))* is the set of all essentially boun-
ded weakly-+ measurable mappings x — p,: Q — rca(2™*"), meaning that the
maps = +— (fe, V) = [puxn V(A) dus(A) are Lebesgue measurable. To keep the
text as lucid as possible, we introduce also the so-called momentum operator
o: Co(R™ ™) x L (Q;rca(R™ ™)) — L>(Q) for a family of parametric measures

=4z }eeq as
(f o w)(z) = / F(A) dpua(A), (15.1)

RMmXn

i.e., the z-dependent duality pairing (i, f).
We shall utilize also the space of continuous functions with sub-p growth

Cp(R™ ") = {v € C(R™™): v(s) = o(|s|") for |s| — oo} .

Before defining Young measures, let us state the main theorem describing
their essential property, i.e., the ability of capturing the limits for all continuous
functions with appropriate growth. The second part is the generalization for LP-
bounded sequences by [72].

Theorem 1.5.1 (Fundamental theorem of Young measures).

(1) Let {ug}ren C L°(Q;R™*™) a bounded sequence, more precisely, ug(x) € K
for some compact K C R™ ", for a.e. x € Q) and all k € N.

Then there exists a (not relabelled) subsequence of {uy}ren and a paramet-
rized probability measure v = {v, }rcq € L2°(Q;rca(R™*™)) such that

fou, > fevin L®(Q) VYf e Co(R™™). (1.5.2)
Moreover, suppv, C K for a.e. x € ().

(i) Let {ug}ren C LP(2;R™*™) a bounded sequence for some 1 < p < co. Then
there exists a (not relabelled) subsequence of {uy}ren and a parametrized
probability measure v = {v, }req € Ly (; rca(R™™)) such that

fouy—fevin L'(Q) Vfe C(R™™). (1.5.3)

Note that holds for all continuous f and that holds for p =1,
as well [25].

Now, let us define the set of Young measures and LP-Young measures, re-
spectively, as parametrized measures that are generated in this way, that is, in

accord with Theorem [1.5.1] (i) and (ii), respectively.

Definition 1.5.1. Let 1 < p < oo,  C R? a bounded domain. Then we define
the set of Young measures as

VR R™™) = {v € Ly (Qrca(R™™)): I{ug bren C L2 R™ ™) s.t.
fou, = fevin L®(Q) for all f € C'O(Rmx”)} :
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and the set of LP-Young measures as

VP R™™) = {v € L (Q;rca(R™™)): Huybyen C LP(Q;R™") s.t.
fou,— fevin L'(Q) for all f e C,(R™™)}.

We call v the associated Young measure to the generating sequence {uy}.

Although having convergence in ((1.5.2) and ((1.5.3) for some particular inte-
grands f, it can be shown that Young measures preserve weak lower semiconti-

nuity for much more general functions f, cf. [40, Theorem 8.6(i)].

Proposition 1.5.1. Let the bounded sequence {uy}reny C LP(2; R™*™) generate
ve YP(Q;R™) 1 <p<oo. Let f: R™"™ — [—o00, +00| be a normal integrand
such that its negative part { f~(ug) }ren s equi-integrable. Then

foevdr < liminf/ f(ug(x)) de.
Q

Q k—o0

Lastly, let us note that an explicit characterization of Young measures is also
useful, when one does not have to rely on generating sequences to identify these
particular parametrized measures. The proof of the first part can be found, e.g.,
in [63] or [67], the second part was proved by Kruzik and Roubicek in [55].

Proposition 1.5.2. Let 1 <p < oo and v € L (Q;rca(R™*™)). Then

(i) v € Y>2(; R™™) if and only if there exists some compact K C R™ ™ such
that supp v, C K for a.e. x € ().

(i) v e YP(Q;R™") if and only if [,]-|P e v de.

In what follows we examine some subsets of Young measures that play a
significant role — among others — in relaxation of variational elasticity problems.

One of the most important subsets of Young measures is the one which can
be generated by gradients.

Definition 1.5.2. Let Q C R? be a bounded open domain, 1 < p < co. Then we
define the set of gradient Young measures as

G R == {v € Y*°: FH{uy}pew € WH*(;R") bounded such that

{Vuy}ren generates v},

and the set of LP-gradient Young measures as

GP (R = {v € Y*: Huy}ren € WP(Q;R") bounded such that

{Vuy}ren generates v},

The explicit characterization of G* and G” is due to Kinderlehrer and Pedregal
|46, [47]. In short, they showed that a parametrized measure v € L°(§; rca(R™*?))
is a gradient Young measure if and only if (i) it is a Young measure, (ii) its bary-
centre corresponds to a Sobolev-function gradient, and (iii) it satisfies a Jensen-
type inequality for certain quasiconvex functions.
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Theorem 1.5.2 (Gradient Young measures, cf. [46]). Let the assumptions of
Definition [1.5.4 hold, and let v € LZ(Q;rca(R™Y)). Then v € G=(Q; R™*?) if
and only if the following conditions hold:

(i) suppv, C K for a.e. x € Q for some K C R™ 4,
(1) Vu=idev a.e. in Q for some u € WH>(Q; R");

(iii) f(Vu) < fev a.e inQ for all f continuous, quasiconvex, bounded from
below.

A similar characterization can be shown for the finite exponent 1 < p < oo
(in fact, it holds for p = 1 as well).

Theorem 1.5.3 (LP-gradient Young measures, cf. [47]). Let the assumptions of
Deﬁnition hold, and let v € L2(;rca(R™9)), 1 < p < oo. Then v €
GP (S R™) if and only if the following conditions hold:

(i) [o|-Pevdr < oo;
(11) Vu=idev a.e. in Q for some u € WHP(Q; R"™);

(iii) f(Vu) < fev a.e inQ for all f continuous, quasiconvex, bounded from

below such that |f|(s) < C(1 + |s]?).

At last, the following relaxation of our initial mesoscopic problem (|1.4.1)) can
be proven, cf. [25], for example.

minimize Gym(y, v, O )

subject to y € WHP(Q; R?),
v e Gh (R,
Vy=1ider ae.in (),

(1.5.4)

where the relaxed functional Gy reads as
Gy 00) i= [ povedo [ fla) y@)ds = [ gla)yw)as. (155)
Q Q Iy

and every Young measure j € Q@D(Q; R3*3) admits a generating sequence conta-
ined in WP(Q;R3%3).

1.6 Evolutionary SMA models with constant tem-
perature

Static models provide valuable information about material stable states under di-
fferent external loads. However, to capture for example the hysteretic behaviour
of shape-memory alloys, cf. Figure [I.1.I one needs to introduce more involved
evolutionary models. An interesting phenomenon has been experimentally confir-
med, see [75], [76], namely that the final microstructure of the specimen is in fact
path-dependent. Therefore one has to take into account dissipation effects during
the process of evolution (cf. [64] for a thorough overview).
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One of the most popular methods to model shape-memory alloy evolution,
as long as energy minimization is concerned, adapts the concept of generalized
standard materials, initially developed by Halphen and Nguyen [45]. According
to their definition the model of the material behaviour should be defined by two
potentials: the energy potential ¢(«), which should be a function of the state
variables «, and a dissipation potential R(a, &), a convex function of the flux &,
depending perhaps on the state o as well.

In general, one usually chooses R in such a way that the following inclusion
holds

OaR(a, &) 3 A, (1.6.1)

where A represents the generalized forces. This ensures then thermodynamic con-
sistency (non-negativity of the dissipation rate D), as

D=A -ad=0,R(a,&) a> R(a,&) — R(«r,0) > 0,

where we exploited the convexity of R.
In light of this latter description, the evolution of the specimen is governed
by the following doubly-non-linear problem

IR(&) + G, (a) 30, (1.6.2)
if sufficient smoothness is available for the Gibbs potential G. Note that ([1.6.2)

incorporates both the balance of momentum and that flow rule which governs the
evolution of the vector of the so-called internal parameters x, where a = (Vy, x).

Lastly, let us remark that is related to Levitas’ realizability principle
cf. [60], namely that the phase transformation occurs as soon as the energy gain
of a particular state (transformation) reaches the level of the dissipated energy.

When ascending to a mesoscopic description, i.e., vaguely speaking, replacing
the Gibbs energy G by Gyum from , the inclusion becomes rather
formal due to the lack of smoothness (this stems from the constraint that the
Young measure has to be generated by gradients, cf. [53]).

A correct definition of a weak solution to such problems — in the sense that
under sufficient regularity hypothesis it is a solution to ([1.6.2]) as well — has been
introduced by Mielke and Theil 58 59, [60], called an energetic solution. Let
us sketch the basic philosophy of this concept as it shall play a significant role
later during the analysis of a thermodynamically coupled thin-film SMA model
in Chapter 2] as well.

We follow [53] to introduce a mesoscopic rate-independent evolution model for
shape-memory alloys and its energetic solution. In order to do so, let us consider
the respective energies

gevol(tu Q) = gevol(t7 Yy, 1, )‘> = /

P f(t)-yda —/ g(t) -y dS + o|| A%

'y
(1.6.3)
where ¢ > 0 is some small parameter, || A7, . denotes the norm of the internal pa-
rameter, the so-called vector of volume fractions here, in the Sobolev—Slobodeckii
space Wor (Q; RM+1) 0 < a < 1 (this term is included mainly for its compacti-
fying effect for the embedding W (€; RM+1) — L1(Q; RM+1)). The vector of
(mesoscopic) volume fractions is defined as

MNz) = Lo, WhereE:R3X3—>{CERM+1:CiZO,izo,...,M,Zgzl}
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is a continuous function identifying the different phases and variants, i.e. L;(F') =
1 whenever F'is in the vicinity of the i-th well SO(3)U;. The dissipation potential
is taken in the following form

evol / Z'Yz|/\ |dI (164)

where 0 < v, < 7, for i = 1,..., M, reflecting on the fact that the biggest
contribution to the dissipated energy is through the austenite-martensite trans-
formation.

The doubly-non-linear problem (|1 can now be specified in terms of -
and ( - as
0yGeval(t,q(t)) 20 in (0,7T) x Q,
05 Revor (4) + [Qevol] (¢,q(t)) 20 in (0,7T) x Q,
Vy(z) =idev, forae. z €,
AMz)=Leoy, forae zeQ,
q(0) =¢qo in
y(x) = yp(x) on[0,T] x I'p,
where I'p C 092, such that |I'p|s > 0.

(1.6.5)

Definition 1.6.1 (Energetic solution). A process ¢: [0,T] — @, where
Q = {(y,v. ) € WHP(Q;R™) x GP(Q; R*®) x L' (Q; RYH1):
Vy=idevand A\=Lev ae. inQ, ylr, =yp}

and yp is a prescribed load on a Dirichlet boundary I'p C 02, will be called an
energetic solution to the problem (|1.6.5)), if it satisfies

(i) the initial condition ¢(0) = go;
(ii) the static stability condition
Gevol(t,4(1)) < Geval(t, ) + R(¢" — q(t)),
at every time instance ¢t € [0, T] and for every process ¢* € Q;
(iii) the energy equality

! 6gevol
o

gevol<t7 q<t)) + varRevol (q; S, t) = gevOl(SJ Q(5>> + / (197 Q(19>) dﬁ?

for every s,t € [0, 7.

Here Varg_,(q;s,t) stands for the total variation of the process ¢ over the
time interval [s, t] with respect to Reyo1, more precisely

k

VarRevol (q’ S t) - Sup { Z Revol ) Q(t )

=1

s=ty<t; <---<tp,=t, keN,is a partition of [s,t]}.
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Theorem 1.6.1 (see [53]). Under the following additional assumption on the
data:

c(IslP=1) < p(s) <C(slP+1) for some 0 < c< C < 400,
yp =id, qo = (Yo, 0, \o) € @,
feWH 0, T, L (U RY), g€ WH(0,T; L (Ty; RY)),

there exists an energetic solution to the doubly-non-linear problem (1.6.5)) in the

sense of ((1.6.1]).

The proof follows the strategy established in the pioneering works of Mielke,
Theil and Levitas 58], 59, 60], however, special care has to be taken of the con-
straint A = £ e v. It could destroy the convergence of the volume fractions that
is the result of the compactness guaranteed by the non-local p-term in . A
work-around is established by introducing the following family of Gibbs’ energies
that incorporate a relaxation of the aforementioned constraint:

1
wol(t; 4(t) = Gevar(t, q(1)) + EH)\(t) — Lov|g1qrmy.

The norm of the residuum is computed in H~1(Q; RM+1) = W2 (Q; RM+1)*, but
in principle any space does the work into which L>(Q; RM*+1) 4 Wwar(Q; RM+1)
is compactly embedded. This strategy shall be applied also in the thermodyna-
mically coupled cases (for the bulk and thin films, as well). For any details of the
proof we refer to [53].

1.7 Evolutionary SMA models with thermal coup-
ling

So far we considered in every model the temperature constant at the so-called
transformation temperature. It allowed us to describe equilibrium states that
incorporate material microstructure and the evolution of such a microstructure
under varying external loads. A fully thermodynamic model devised to capture,
e.g., the shape-memory effect also (cf. Figure has been introduced and tho-
roughly analysed by Benesova and Roubicek [18], cf. [I7] as well that is based
upon similar ideas while accounting for additional (thermo)magnetization of cer-
tain shape-memory alloys.

To set the problem up, let us take the following energies that include the
absolute temperature 6: [0, 7] — Rt as well in the following form:

g:herm(t7 q, 9) = g)eVOI(ta q) + H)\ —Le VHH_I + / Qotherm(9> + (0 - etr)a. )\d.ﬁl?,
Q
(17.1)

and

Rinerm (4) ::/%M\qwg(x) d. (1.7.2)
Q

22



This means that we extend the Gibbs energy G..o from the previous section by
the already described mismatch term (the residuum of the relaxed constraint
A = L e v) followed by a purely thermal part and the thermo-mechanic coupling
between the temperature and the vector of volume fractions, where @ € RM*!
such that a = (0,0,..., —s), St being the specific transformation entropy (the
difference between the entropy of the austenite and martensite).

Let us note that the three terms [, o(Vy) + @iherm(0) + (0 — 0y)@ - Adz can
be interpreted as a partial linearisation ansatz of a more general free energy
fQ (Vy, A, 0) dx while neglecting thermal expansion. This assumption has alrea-
dy appeared in the literature, cf. [39].

The dissipation potential includes a small o < 1 rate-dependent dis-
sipation that, on one hand, is physically relevant as argued in [71] that the beha-
viour of the SMA material becomes rate-dependent for increasing driving forces,
on the other hand, mathematically it regularizes A and makes the analysis feasi-
ble. Note that the second term, the Legendre-Fenchel conjugate of the indicator
function of a convex set S is a generalization of the previously considered dissi-
pation (1.6.4). Indeed, take the set H = {x € RM*!: |z;| < ~,} for some v; > 0,
t=1,..., M + 1, then

M+1 M+1
& (z") = sup {(z",z) —dulx —sup{z.as xl} Zaz ’yl *.

TERM+1 z€H Z;

The evolution of the temperature is then usually governed by the heat equati-
on, i.e., cv(«9)6" — divg = rate of heat production, where ¢, is the specific heat
capacity (considered positive) and ¢ the heat flux. However, due to its mathema-
tical advantages we shall introduce the so-called enthalpy w: [0, 7] — R* through
the enthalpy transformation

0
w = ¢,(0) := / co(¥)dV, denoting the inverse as 6 = O(w) := &, (w).
0

(1.7.3)
Furthermore, we apply the Fourier law on the heat flux, namely ¢ = K(X, 8)V6, or
in terms of the enthalpy: ¢ = IC(\, w)Vw, where (A, w) = K(\, ©(w))/c,(O(w)).
In view of this latter description, the Similarly, the Gibbs energy shall also
be considered rather in terms of the enthalpy as

Gtnerm (£, 4, W) = Glherm (8, ¢, Cu(0)). (1.7.4)

At last, the system governing the thermodynamic evolution of SMAs is con-
jured in the following form:

0y Giherm(t, ¢, w) 20 in (0,7
aRtherm( )+ [gtherm] (t,q,w) 20 1in (0,7) x €,
W — div(KVw) = 65(\) + a|A|? + O(w)d- A in (0,T
q(0) = g0, O(wo) =0y inQ,
y(x) =yp(r) on[0,T] xTp,
(KVw)n + b0 (w) = bheyy  on [0, T] x ON.

An appropriate mixed energetictimesweak solution concept can then be es-
tablished.
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Definition 1.7.1 (cf. [18]). A quadruple (y, v, A, w) such that
y € B(0,T; WP (Q; RY)),
= (gp Q R3><3 )[OT]
A e WhH(0,T; LYQ)),

w e L0, T; WhH(Q)),

and Vy(t) = idev(t) for all t € [0,T] and a.e. in 2, and y(t) = yp on [0,T] x 'p
is called a weak solution of ([1.7.5)), if it satisfies

(i) the initial conditions y(0) = id, v(0) = vy, A(0) = Ao, O(wy) = bp;
(ii) the minimization principle
gtherm(ta y(t)a V(t)7 )\(t>a ’(U(t)) S gtherm(ta y*a V*a )\(t)7 w(t))a

at every time t € [0, 7] and every (y*,v*) €; WHP(Q; R?) x GP(Q2; R**?) such
that Vy* = id e v* a.e. in (;

(iii) the flow rule

// w) = )i (v = X) + S+ 350

T
F 2= Lovv— Ay drdt < / / QA+ 653 de dt
0o Jad
for all v € L9(0,T; LI(Q; RM*1)) where (-,+)g-1 stands for the inner pro-
duct in H~(Q; RM+1);

(iv) the enthalpy equation

/OT/QICVU}.VC—wédxdt+/OT/mb@(w)(det:/Qwog(o)dm
+/OT/(99b¢9€xtdet+/0T/§2<5§(A)+a|}\|p+@<w)5.>‘\>gdxdt’

for every ¢ € C*([0,T] x Q) such that ((T) =

As in the latter section, under additional data restrictions there exists a weak
solution to ([1.7.5)) in the sense of (1.7.1)).
Theorem 1.7.1 (cf. [I8]). Under the data assumptions

c(|slP = 1) < p(s) < C(|s]P+1) continuous, 0 < ¢ < C' < 400,

Yp = Zd) vy € gp(Q;R?’X?’)v >‘0 € Lq(Q)v q > 27 00 > Oa é1)(00) =wo € LI(Q)a

fewh=(0,T; L (4 R%), g€ Wb (0,T; LF" (Tx; R?)),

(14 0)7 < ey(0) < o1+ 60)271, continuous, ¢y, > 0, ¢ < wy < wo,

K(\, w) continuous, bounded and elliptic,
s € L*(0,T; L*(0Q)), Oere >0, b€ L®(0,T; L=(0N)), b >0,

there exists a weak solution to (1.7.5)) in the sense of (1.7.1)).
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1.8 Thin film theories of static SM A modelling

A regular way to obtain a thin-film description of solids is to limit the material
thickness to zero, more precisely, having a specimen occupying, for the sake of
simplicity, ). = w X (—%, %), where w C R? is an open bounded domain with
Lipschitz boundary, lying in the (e, €2)-plane and admitting the unit normal ej.
The associated variational problem — for lucidity, discussed here in its most basic

form — can then be defined as

minimize  J(y) := /Q p(Vy)de, (1.8.1)

subject to y € A,

where A, 1= {w € WP (O R3): y(z) =z on T, := dw X (—%, %)}, 1 <p< oo,
that is, we impose Dirichlet boundary condition on the deformation at the “lateral
part” of the specimen boundary.

We are then interested in the limit behaviour of an appropriately chosen dia-
gonal sequence of minimizers y**, €, — 0, as n — o0, i.e.,

T, () < inf T, (w) + e,h(en), (1.8.2)
we €n
for some positive function h: R™ — R* that tends to zero as e — 0.
To process integrals over parameter-dependent domains, the general strategy

is to change the coordinate system through z: €2 — ). and consider the rescaled
energy by a factor of 1. This leads to the rescaled version of (1.8.1)), namely

1
_y,3> dZ?
€ (1.8.3)

minimize J.(y) := / go(pr
951
subject to y € A,

where V,y 1=y, ®e; +y2 ® ex denotes the in-plane gradient of the deformation,
(a1]aslas) == a3 ® e; + as ® e3 + az ® ez — that is, in this case the columns
of the given matrix — and the rescaled set of admissible deformations is A, :=
{we W (Q;R?): y(2) = (21, 22,623) " on Iy }. The transformed version of the
diagonal minimizing assumption then in turn reads as

Toy™) < inf o) + hen) (184
Let us further define the set of admissible thin film deformations as
Ao ={w e W(Q;R?): wz =0, w(z) = (21, 2,0)" on I},
which is canonically isomorphic to
Ay = {w € W"P(w;R*): w(z,) = (21,2,0)" on dw} .

The first results on non-convex-energy thin films was obtained by Le Dret and
Raoult [30]. As a limiting energy they arrived at the quasiconvex envelope of the
effective energy density peg: R3*? — R, given by

ver(F) = inf o(F|z).

2€R3
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Theorem 1.8.1 (see [30]). Let €, be a sequence that tends to zero for n — oc.
Under the growth assumption

c(|s|P —1) < p(s) < O(|s|P+1)  for some 0 < ¢ < C, and all s € R*3

any minimizing sequence {y™}, .y € A., satisfying (1.8.4) is relatively weakly
compact in WHP(Qy;R3). Its limit points o belong to Ay and can be identified
with the solutions yo € Ao of the minimization problem

minimize jOLDR(y) 3=/Q¢eﬁ<vpy) dzp,

subject to  y € Ay.

(1.8.5)

Later, Freddi and Paroni [42] extended the analysis into the realm of (gradient)
Young measures in order to reflect on the underlying microstructure as well. They
extended the energy functional

TN () = {Ja(y), if 4 = dyy, for some u € A, (1.8.6)

+00,  otherwise in L(Qy;rca(R3*3)).

When a sequence ¢, — 0, n — oo and corresponding {u,} is chosen in such a
way that the respective energies (1.8.6]) are finite, equi-coercivity of the energy
functionals can be shown in the following subspace of LP-gradient Young measures

Gh (L RY?) = {p € GP(;R**®): the underlying deformation
satisfies the boundary condition y(z) = (21, 22,0)" for z € Ty, Wiu = 50},

where 7%, is the image measure corresponding to the projection of R*** onto R?
through 73: (a;]ag|as) + az. Similarly we define 7?: (a|ag|as) — (a1]as) and its
corresponding image measure wi.

Further, the existence of a weak-x limit o € GF(2; R3*3) in L2°(€); rea(R3*3)
of {11,} can be shown. Note that it is however not guaranteed that p is inde-

pendent of x5 in the end. Therefore the authors introduced an average-projection
mapping ¢: L2°(Q;rca(R**3)) — L (w;rca(R**?)) as

< Zp,l/}> B /1 R3><2 dﬂ-# (2ps 33)<A> ng, VZP cw Vw = CSO(R3X2)7

and, exploiting the technique of Anzellotti, Baldo and Percivale [4], through a
modified I'-convergence they proved the following dimension reduction result.

Theorem 1.8.2 (see [42]). Let the assumptions of Theorem hold. Then
every minimizing sequence {y* }, .y € Ae, satisfying (1.8.4)) admits a subsequence
(not relabelled) such that

q(0gyen) = v in L (w;rca(R¥*?))

for some v € G§(w; R3*?) — which means that v is an LP-gradient Yound measure
and its underlying deformation y € W'P(w;R3) satisfies the boundary condition
y(zp) = (21, 22,0)" for z, € Ow — that is the solution of the limit minimization
problem

minimize / / ¢o(F) dps, (F) dzp,
R3x2
subject to € Gh(w; R**?).

(1.8.7)
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The latter analyses were carried out under purely mesoscopic considerations
when the equilibrium of the specimen was determined only through the bulk free
energy. If an interfacial energy HHV2y“%Q(QE;R3X3X3) is present, Bhattacharya and
James [23] derived a limiting Cosserat theory where the deformation of the film
is described by two vector fields, separately for the mid-plane y: w — R? and the
cross section b: w — R? (called the Cosserat vector). More precisely, consider the
— rescaled — minimization problem

1
gy,3>

2 1
o (!VﬁyP + SVl + g\y,33\2> dz,

subject to y € A. N W?>?(Qy; R?).

minimize J; . (y) ::/ go(vpy
951
(1.8.8)

Theorem 1.8.3 (see [23]). Let €, be a sequence that tends to zero for n — occ.
Under the growth assumption

c(|s|* —1) < p(s) < O(|s|® +1) for some 0 < c < C, and all s € R*?

the family of minimizers {y™}, .y C W?>?(Q1;R?) admits a subsequence (not
relabelled) such that

sz‘f" — szo in L2 (Q; R3>*2%%),
1
g—prfg — Vbo m LQ(Ql,RSXS),

1

8—23/:63% =0 m LQ(Ql,RS),

where (Yo, bo) are independent of z3 and solve the limiting problem

minimize T2 0.0) = [ A(V0l8) 4w (1935 + 2V,0F) d

subject to (y,b) € W3 (w; R?) x W% (w; R?),
Y(zp) = (21, 22,0), b(2,) =0 on Jw.

(1.8.9)

As far as evolutionary thin film analysis of shape-memory behaviour goes,
we not aware of any newer results than our work BeneSova, Kruzik, Patho [15]
included in Chapter

1.9 Approximation of martensitic minimizers

As seen in the previous sections, existence of martensitic minimizers can be en-
sured either through quasiconvexification of the energy density, or by ascending
to gradient Young measures. On the other hand, it has been shown [50] that
quasiconvex functions ¢: R™"™ — R for m > 3, n > 2 — which is our case
as well — cannot be described “locally”, what makes it extremely hard to find a
computationally feasible characterization of quasiconvex functions. Similarly, the
set of (gradient) Young measures is also lacking an effective description from a
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numerical viewpoint. In order to conduct successful computational simulations,
useful approximations are at hand.

The quasiconvex envelope of a function admits upper and lower bounds throu-
gh other means of convexity, namely polyconvexity and rank-one convexity, and
the respective envelopes. First let us recall the definitions of the different notions
of convexity, for the sake of further purposes, considering the case m = 3, n = 3.

A function p: R**® — R is said to be polyconvex, if there exists a convex
g: R¥3 x R¥3 x R — R such that ¢(A) = g(A, cof A,det A) for all A € R3*3,
where cof A = (det A)A~" stands for the cofactor of A (for a generalization we
refer to [5]). Further, f is said to be rank-one convex, if f(AA 4+ (1 — \)B) <
Af(A)+ (1 = AN)f(B), whenever 0 < A <1 and rank(A — B) < 1.

It holds that

" < Pp < Qp < Rp <o, (1.9.1)

where

©"* = sup{¢ < ¢: 1 convex},
Py = sup{¢) < p: ¢ polyconvex},
Ry = sup{¢) < ¢: 9 rank-one convex}

are the respective envelopes of ¢ (for Q¢ we point back to (1.4.2) and (1.4.3))),

as convex finite-valued functions are polyconvex, which are quasiconvex, and in
turn quasiconvexity implies rank-one convexity — the reverse implications, on
the other hand, are generally invalid, see [25], [82], although an open case still
remains, namely whether rank-one convex functions on R?*? are quasiconvex, for
special ¢ some counterexamples are already at hand, e.g., [3] or [79].

There are very few known functions with an analytic expression for their
quasiconvex envelope, see e.g. [27], their approximation therefore utilizes the lower
polyconvex bound, see [5], [29], [10], and [11], or the upper rank-one convex bound
in , for the latter one, the so-called sequential laminates, we refer to [48],
[56], [52], [9], and [13]. Let us remind this sequential-laminate result due to Kohn
and Strang [48]. Let Rop := ¢, and for k = 1,2,... iteratively define

Rip(A) = inf {{Rr_19(Ag) + (1 = §) Rp_1p( A1)
A= SA() + (]_ — S)Al, rank(Ao - Al) = 1} . (192)

Then Rp(A) = limy_,o Rrp(A). Riy is called the k-th order laminate. Note that
laminates are not just allowed but observable shape-memory-alloy microstructu-
res in real-life applications [1].

In Chapter [3| our work is exposed where we conduct computational tests on

SMA thin films through laminates (1.9.2).

1.10 Weak lower semicontinuity of multiple inte-
grals

Lastly, Chapter |5 introduces our new results [49] concerning on weak lower semi-
continuity of multiple integrals along A-free and asymptotically A-free sequences
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(see the cases || and 2| below), A being a constant-rank first-order differential
operator. More precisely, we give necessary and sufficient conditions for

hgiglf/gh(x,uk(:c))dxz/Qh(x,u(:r;))dx, (1.10.1)

where |h(x,s)| < (14 |s]P), 1 < p < oo, is continuous, and possesses a recession
function — though possible negative and non-coercive; uy — u in LP(2; R™) and

1. Aup =0, or
2. Auyp — 0 in W=HP(Q; R™).

It was first in the gradient case, i.e. when A = curl, that Meyers [57] observed
that besides Morrey’s quasiconvexity [62] the behaviour of h at the boundary of
Q) plays an important role as well when the p-growth assumption is weakened, see
also [51]. When possessing a recession function, Ball and Marsden [§] found that
the so-called quasiconvexity at the boundary of h is the additional key property
to ensure weak lower semicontinuity of the respective integral.

For a more general operator A, but A non-negative, Fonseca’s and Miiller’s [41]
A-quasiconvexity is enough to prove for both [1| and 2 We [49] shed light
on the difficulties that possible concentrations at the boundary can cause under
weaker growth assumptions on h, and that [1] and [2| cease to be interchangeable,
in general.
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Abstract We design a new mesoscopic thin-film model for shape-memory materials which takes into account
thermomechanical effects. Starting from a microscopic thermodynamical bulk model, we guide the reader
through a suitable dimension reduction procedure followed by a scale transition valid for specimen large in
area up to a limiting model which describes microstructure by means of parametrized measures. All our models
obey the second law of thermodynamics and possess suitable weak solutions. This is shown for the resulting
thin-film models by making the procedure described above mathematically rigorous. The main emphasis is,
thus, put on modeling and mathematical treatment of joint interactions of mechanical and thermal effects
accompanying phase transitions and on reduction in specimen dimensions and transition of material scales.

Keywords Dimension reduction problems - Shape-memory alloys - Parameterized measures -
Thermomechanics
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1 Introduction

Shape-memory alloys (SMAs) belong to the group of so-called smart materials owing to their outstand-
ing response to thermal and/or mechanical loads. In particular, they exhibit the shape-memory effect related
to recovery from deformation by heat supply. The remarkable behavior of SMAs is due to a diffusionless
solid-to-solid phase transition (martensitic transformation) characterized by a change in the crystal lattice; in
particular, the specimen can transit from a phase of higher symmetry of the crystal lattice, called austenite, to
a phase with a less symmetric lattice, referred to as martensite. Martensite exists in many symmetry-related
variants. Hence, the aforementioned phase transition is often accompanied by fast spatial oscillations of the
deformation gradient in martensite, the so-called microstructure. A SMA specimen can, then, by restructuring
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this microstructure (sometimes referred to as reorientation) compensate mechanical loads, which is a key
ingredient for its thermomechanical response.

Due to their particular multiscale character, when changes of the crystal lattice lead to extra-ordinary
response on macroscale, SMAs have been in the scope of research of physicists, mathematicians and engineers
for the last decades, cf. the monographs [10, 18,27,37,40] for example. In particular, developing reliable models
on various time and length scales as well as surpassing scales is still a big challenge to these communities [39].

Models of the behavior of SMAs then serve for experiment interpretation or when tailoring SMA samples
to a specific application area like to surgical tools or stents (for which SMAs are already widely used nowa-
days [21]); cf. [46] also for other applications. Thus, a large number of models has been developed for specific
scales and/or loading regimes, see, e.g., [44] for a survey.

Within this contribution, we consider only continuum-mechanics-based models operating on the single-
crystalline level. Following [44], such models can be divided into microscopic and mesoscopic ones; the crucial
difference is that microscopic models operate on the scale of several um’s and record fully the oscillations
of the deformation gradient while mesoscopic models record only asymptotics of fine oscillations, e.g., in
terms of Young measures generated by gradients (cf. [29]) and are suited for laboratory-sized specimen. Even
though, as mentioned, the modeling effort has been large in the past decades, a model for single-crystalline
SMAs on the mesoscopic scale that would reflect the thermomechanically coupled nature of SMAs has been
proposed only very recently [8].

The main goal of this contribution is to adapt the aforementioned model [8] to the special geometry of thin
films. Indeed, this adaptation is of importance since thin-film specimens are widely used for their microactuator
behavior in micro-electro-mechanical (MEMS) devices as they are able to form, under certain circumstances,
tents and tunnels [11,19,36]. They profit from the fact that the sizes of these components can be reduced
significantly without affecting their functionality that, as explained above, stems merely from crystallographic
changes; hence, actuators from SMAs possess a significant power—weight ratio [38].

Dimension reduction, i.e., the rigorous limit procedure when one dimension of the specimen becomes
negligible, forms an important tool for obtaining models for the thin-film geometry. In the context of SMAs,
this 3D-2D dimension reduction has been performed in the static case; see [11] for the static analysis on the
micro- or [31] on the macro-scale (the transition from the first to the latter was shown by Shu [38][48]), or on
a purely mesoscopic level [3,15,25,32]; similar procedures are used also in the context of multimaterials [9].
A general framework in rate-independent evolutionary system has been analysed in [34]. Nevertheless, a
dimension reduction in the evolutionary mesoscopic model capturing thermomechanical coupling is, to our
best knowledge, still missing in the literature.

Thus, we fill this gap by rigorously deriving a thin-film model in the thermomechanically coupled setting. To
reach this goal, we propose (see Sect. 2) a two-step procedure: starting from the microscopic thermodynamically
consistent hyperelastic bulk model [8], we perform the dimension reduction and then we upscale to a mesoscopic
model.

This paper is structured as follows. First, in Sect. 2, we review bulk and thin-film microscopic models
which are a starting point of our consideration and which furnish us with ingredients needed for the limiting
mesoscopic one. Then, in Sect. 3, we review the existence of a suitably defined weak solution to the microscopic
model and, in Sect. 4, we pass to a thin-film limiting model as the material thickness goes to zero. Finally,
Sect. 5 is devoted to the existence of a weak solution to a mesoscopic model stemming from the microscopic
one by omitting surface energy terms.

2 Considered models and captured effects

In this section, let us shortly introduce the models considered in this contribution and highlight the main effects
they capture. As mentioned, the goal of this contribution is to develop a mesoscopic, thermomechanically
coupled model in the thin-film geometry. In order to achieve this, we perform the following two-step limiting
procedure

Microscopic bulk model — Microscopic thin-film model — Mesoscopic thin-film model,

i.e., we consider a thermomechanically coupled model for bulk SMAs that fully resolves the microstructure
and let one dimension of the specimen vanish in the first step. Thus, we obtain a thin-film model that is
again thermomechanically coupled and fully resolves the microstructure (microscopic thin-film model). In this
model, we perform then the upscaling for thin films large in area to obtain the mesoscopic thin-film model.
This sequence of reasoning is kept throughout the article.
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One might also consider following another path, namely, to pass first to a mesoscopic bulk model and
then perform the dimension reduction. However, as argued in [17], in the case of ferromagnetics, mesoscopic
models form a good approximation of the microscopic ones when the size of the specimen becomes in all
directions much larger than the size of the associated microstructure. On the other hand, during the dimension
reduction procedure, the size of the specimen in a certain direction converges to zero becoming thus less and
less dominant over the microstructure size.

Therefore, we consider the former path—dimension reduction followed by scale transition—physically
more appropriate. One might still want to consider, e.g., a joint limiting procedure as in [15]. There is no
indication the two different approaches should yield the same result.

Our analysis is restricted to single-crystal materials as in [11]. Although shape-memory thin films are
typically polycrystals, single-crystal films have as well been produced [20,50]. Nevertheless, we believe that
our model can be extended to polycrystals; however, various scaling limits depending on the aspect ratio
between film thickness and grain size [48] would make the analysis much more complicated; therefore, we
refrain from this scenario here.

2.1 Microscopic bulk model

The starting point of our analysis shall be a microscopic bulk model, analogous to [8], defined in the framework
of generalized standard materials, cf. [28]. Take 2, C R3 (the reference configuration of the body), & > 0,
such that

2 :=w x (0,e) forsome w C R?, (D)

as usual in dimension reduction problems; here w, the plane of the film is a bounded Lipschitz domain in the
(x1, x2) plane with disjoint boundary segments yp U yn UN = dw, where yp is the part of the boundary where
Dirichlet boundary condition is prescribed, on yn, we demand a Neumann boundary conditions and N is a
null set; moreover, ¢ is the thickness measure of the body. Furthermore, time ¢ € [0, T'] shall be considered on
a finite time horizon 0 < T < +o00, and we denote Q, := [0, T] x §2, the space-time cylinder, its boundary
X¢:=10,T] x 082¢, while X{ := [0, T] x I'§ for I{ := yn x (0, &); X and I analogously.

In what follows, y(¢): 2, — R? will denote the deformation of §2, at each time instant 7 € [0, T']. The
set of state variables further includes the temperature6 : O, — R and an internal variable, namely, a vectorial
phase field A : Q, — RM*! that, up to small mismatch, corresponds to the vector of volume fractions of the
variants of martensite and/or the austenite phase. Indeed, when assuming that the considered material can exist
in M e N variants of martensite, together with the austenite, we have possible M + 1 states of the specimen.
Hence, we may introduce .Z : R3*3 — RM*! a continuous, frame-indifferent (i.e., .Z(F) = Z(RF) for
every R € SO(3) and every F € R3*3), bounded mapping such that

L(Vy) = volume fraction of the i-th variant of martensite ifi < M,
Yi= volume fraction of austenite ifi =M+ 1;

e.g., Z(-); can be chosen such that it equals one near the respective well and vanishes far from it [30]. We
then assume that A ~ .Z(Vy), the size of the mismatch is controlled by the penalty term in (2). Moreover,
we follow the modeling assumption that the evolution of the internal variable leads to energy dissipation (so,
indirectly, change of the ratio of the martensitic variants and/or austenite phase leads to dissipation).

Within the framework of generalized standard solids, we have to constitutively define two potentials: the
Gibbs free energy %’8 and a dissipation potential %; (the two parameters denote the dependence on both
the bulk thickness ¢ and the parameter  governing microscopic effects). Here, we confine ourselves to the
following forms of the two potentials:

%j(l,y,)»,@):/H(Vy,)»,@)dx—/f(t)~ydx—/g(t)'de
2, 2. ré

N

Helmbholtz free energy external loading

1 (1921 g sy HIVAIZ g g ) HE A= LN 12 mweny @)

interfacial energy penalty term
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following [22,42], we propose the following partially linearized ansatz
H(F, %,0) := W(F)+ Z(®) + (0 —0)a-xr, YFeR¥™3 1 eRMH g0, 3)

where 0, > 0 is the temperature at which austenite and martensite are energetically equal, W is the purely
mechanic part of the Helmholtz free energy, Z purely thermal part and a := (0,0, ..., 0, —sy) | with s being
a specific transformation entropy, which corresponds, roughly, to the Clausius—Clapeyron constant multiplied
by the transformation strain, cf. [4,30]. Also, the transformation entropy is proportional to the latent heat. Let
us note that the thermomechanical coupling term is the leading order in the chemical energy [49].

The range of temperatures where such an approximation holds has to be determined for the particular SMAs
individually as it is, as mentioned in [49], essentially given by the ratio of the difference in heat capacities
between austenite and martensite and the transformation entropy—the latter being commonly much larger.

When choosing W of a multi-well character with the individual wells manifesting the variants of martensite
and the austenitic phase, this choice allows the model to predict the formation of microstructure, or in other
words, oscillations of the deformation gradient. Now, as the interfacial energy in (2) (the form is chosen
following, e.g., [10,37]) has a compactifying effect, the size of the microstructure is controlled by /7.

To see how does this thermomechanical coupling induces the shape-memory effect, let us begin at high
temperature 6 > 6. This means that [(6 — 6)aly+1 < 0, namely, to achieve the smallest Gibbs energy, the
material will prefer to reside in the austenite phase. At the transformation temperature & = 6, as W is presumed
to have equally deep wells, there is no energetic distinction between the different phases. And analogously, for
low temperatures, & < 6y, the austenite yields a positive contribution to the overall energy through the coupling
term, therefore the zero-coupling-energy contributor martensitic phases, recall that a := (0,0, ..., 0, —str)T,
will be given priority in the lattice.

We remark that the interfacial energy term for the volume fraction || VA||?

12(2, ROMHD<) is fairly standard
in modeling of SMA, see for example [26, Sect. 13.6] or [33] even though other terms allowing for sharp
interfaces between variants can be found in an isothermal setting, e.g., in [4,5].

Note that the W ~!-? penalization term relaxes the pointwise constraint A = .#(Vy), the Lagrange multiplier
k > 0 considered constant all through, making the mathematical analysis feasible (e.g., an L?-penalty would
require in the weak formulation of the flow rule an L2-estimate for VA, what we do not have at hand).

The dissipation potential is chosen in the form

.o . o . .
%’i(y,/\)=/n|Vy|+5|)\|"+5§(k)dx, “4)
2

with real constants @ > 0 and ¢ > 2, the dot standing for h = %. The last term 8§(i), the Legendre—Fenchel

conjugate of the indicator function of a bounded convex neighborhood S of the origin 0 € RM*! is considered
1-homogeneous (to capture dissipation due to rate-independent processes—considered dominant) and non-
smooth at §5(0) (to assure that the change of the phase variable—and, in particular, also the martensite/austenite
transition—is an activated process). The term % |A|7 corresponds to dissipation due to rate-dependent processes
and, in fact, is included mostly for mathematical convenience although models featuring rate dependent dissi-
pation were, at least in the pollyerstatline care, derined recently[13] . Indeed, heat conduction is the dominant
cause of rate-dependent effects when the loading frequency is small enough so that we can neglect inertia;
cf. Remark 1. So, we consider « sufficiently small so that the rate-dependent term only yields integrability of
A that is needed but does not dominantly contribute to the overall evolution. Finally, the term 1|V y| models
pinning effects, cf. [1], which will vanish on the mesoscopic scale. The chosen, rate-independent, form of the
dissipation potential is a modeling issue which is analytically convenient in our situation.

The evolution of the state variables is then standardly [28], in quasistatic approximation, governed by the
following inclusions accompanied with the balance of the entropy s:

05, (3, ) + G (1, y,%,0) 3 0, (5a)

KA(3. 1)+ hG (1, y. 1. 0) 30, (5b)

Qs'—i-divj:a(glilq +5§(i)))\+n|vy'|. (5¢)
q

In the last equation, j stands for the heat flux and shall be assumed to be governed by the Fourier law, i.e.,
Jj = —K(A, 0) VO with K being the heat conductivity tensor. Moreover, 9 is the convex sub-differential which
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we used in (5a) only formally (since 4% (z, y, A, 0) is not convex). We shall give a rigorous weak formulation
of the system (5) in Sect. 3—here, for %ighlighting ideas, we believe the formal system is sufficient.

Remark 1 (Quasistatic approximation) The quasistatic approximation considered here is motivated by speed
of propagation of the austenite/martensite interface in CuAINi measured in [47]. In thermal gradient, the speed
may be as slow as 1073 ms~! which is significantly less than the characteristic speed of wave propagation
being around the order 103 ms~!. Since the interface propagation is connected to temperature changes, and
thus to heat conduction, we include it in our model. On the other hand, we assume that the loading frequency
of the specimen is sufficiently low so that inertial effects may be neglected.

Remark 2 (Boundary conditions) The system (5), of course, needs to be furnished with appropriate boundary
conditions. As it turns out, this is rather nontrivial due to the fact that we included the second gradients in the
Gibbs free energy through its interfacial part. Due to this fact, we have to work in the context of so-called
non-simple continua where boundary conditions have to be prescribed with special care (see e.g., [43]). We
shall, thus, assume that the boundary conditions for (5a) in the strong formulation are such that they “vanish”
in weak formulation. The entropy equation (5¢) is, nonetheless, furnished by Robin-type boundary conditions,
cf. Sect. 3.

To summarize, the system (5) records formation of microstructure of finite width in martensite as well as
its dissipative evolution that is linked to thermal effects, in particular, the shape-memory effect (i.e., recovery
from deformation by heat supply) is captured; also, an “inverse” effect is included in the model, namely, the
heating/cooling of the specimen during martensitic transformation—since the latent heat in SMAs is typically
larger than dissipative effects, the mentioned cooling can indeed be observed [49].

2.2 Microscopic thin-film model

Now when ¢ — 0 in the potentials (2)—(4), we obtain (after suitable rescaling and a careful limit procedure
exposed in Sect. 3) the following “thin-film Gibbs free energy and dissipation potential”

G (t,y,b, 1, 0) =/%<vpy,b,x,9)dzp—/f°(r>-ydzp —/go(t)-ydsp
w ® YN

in-plane Helmholtz free energy external force acting in-plane

2
1 (IV3 122 ey + 2 [ V0B 2 imvesy + IV p A 2gsrinnes) )

interfacial energy
2
+K ||)L _g(vl’y“’) Hw—l,Z(w;RMﬁ-l)v (6a)

penalty term

where J2(Vpy, b, A, 0) = W(V,y1|b) + Z(0) + (6 — Oy)a - A, and

e L. o - .
Iy (y, b, 1) =/nl(prlb)l+glqu+8§(k)dzp. (6b)

[0

So, the potentials (6a) and (6b) are analogous to (2) and (4) but operate only on the two-dimensional domain
w, and, following [11], we obtained a further state variable b that refers to the Cosserat vector and measures
the deformation of the cross section of the thin film. All state variables y, b, A and 6 in (6a) will be shown
to be independent of the third variable x3, likewise the external forces: f O(t, X1, x2) = f(t, x1, x2,0), go(t)
analogously. Consistently, we introduced V,, the in-plane gradient, more precisely,

(v,,u)ij = du;/dx; foranyu:w — R?andi=1,...,3and j =1,2; (7

also a point (x1, x2, x3) € §2, consists of an in-plane x, = (x1, x2) and a normal component x3. Lastly, we
introduce the notation (F|z) € R33 if F € R3*? and z € R3 is the last column of the matrix.
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With the definition of the two needed potentials at hand, we have the evolution of the thin-film specimen
governed by the following system analogous to (5)

35,5y %n (3> b, 3) + 00y )%y (1, y, b, 1, 6) 30, (8a)
3%y (9, b, 0) + 3,9, (t, y,b,1,0) 30, (8b)
05 +divj =9 (%mq +3§(X))i+n|(vpy|b)|. (8¢)

Since the structure of the model is inherited from the bulk model, its main features are analogous to the
ones highlighted in the previous subsection.

2.3 Mesoscopic thin-film model

For thin films of large area passing to the limit, n — 0 is justified by scaling arguments similar to [8,17];
this limit is sometimes referred to as relaxation.

In such a case, the interfacial energy vanishes and so the microstructure—or, in other words, oscillations of
the deformation gradient—become “infinitely fine”; therefore, we need a suitable mathematical tool to capture
this phenomenon. To this end, we employ here the so-called gradient Young measure v € ¢ ffD (£22; R?*3) which
we shortly introduce in Sect. 5; at this point, it is sufficient to think of them as representatives of the “infinitely
fine” microstructure. We use the operator “e” to indicate an application of the (gradient) Young measure on
its dual, a continuous function with appropriate growth at infinity. For the precise defination see Sect. 5.

In the thin-film geometry, also the Cosserat vector can form fast spatial oscillations additionally to the
deformation gradient. This is caused by the fact that a thin film can form an accordion-like structure; if the
area of the thin film approaches infinity, also the piling up of the film into the accordion-like structure may
become infinitely fine causing again “infinitely fast™ oscillations of the Cosserat vector. We capture these by
introducing the Young measure p € g}’ (2:RY).

After passing n — 0, the Gibbs free energy will read as

%(tv y’ v, W, }"7 9) = / W.(V’ /'L) + Z(Q) + (9 - etl’)a : }"(t) de +K“)“ - f.(\), I’L)”%}Vfll(a);RSXS)
w

mismatch term

(relaxed) Helmholtz free energy

- / @ - ydzy — / §°(t) - ydS,, )

YN

external forces

here we denoted Vy = idev, , fora.a. z, € w the “average deformation” induced by the microstructure. Notice
that the interfacial energy is missing now. Similarly, we scale pinning effects in the dissipation potential to
zero and obtain

#() =/g|)\|q + 8500 dzp.

Again, the evolution of the state variables is governed by the following set of equations/inclusions:

w9, y,v,u, 1,0)30, (10a)

BRM) + HG(t,y,v, 10,1, 0) 30, (10b)

05 +divj =9 (3|}\|‘1 + 5_*;(}\)) A (10c)
q

In this system, in particular, (10a) is merely a formal inclusion since the set of gradient Young measures is
not convex; therefore, the (convex) subdifferential loses sense here. However, we shall formulate (10a) later,
in Sect. 5, via a minimization problem which will, additionally, capture the standard assumption in quasistatic
processes that the Gibbs free energy is minimized in every ¢ € [0, T].
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Lastly, let us note that this mesoscopic model does predict several geometric properties of the microstructure,
on the other side, the width of the microstructure is not captured anymore. In this approximation, it is so fine
that it becomes a characteristic of a single material point—in accord with our intentions with the upscaling.
Still, all the important effects stemming from the interplay of formation of microstructure, dissipation and heat
conduction in the specimen remain included.

3 Analysis of the microscopic bulk model

Let us now review the weak formulation of (5) and a proof of existence of weak solutions following [7,8,42].
We start with some preparatory paragraphs introducing the necessary notation and the so-called enthalpy
transformation that will come in handy for the analysis performed later.

To perform the latter, we first transform the entropy equation (5¢) into a heat equation by employing the
standard Gibbs relation s = — H,); thus getting

cu(0)8 — div (K(%, 0)VO) = S |41 + 635G + n|V| + a4, (11)
q

where ¢y (0) = —6 Hyy, is the specific heat capacity. Note that the adiabatic term +6 a-A results from the proposed
thermomechanical coupling and leads (as already announced) to heating/cooling during phase transition which
is actually dominant over the dissipated energy transformed to heat, as observed in experiments [49].

Reformulating this heat Eq. (11) through the enthalpy transformation (cf. [42], for example) by introducing
the enthalpy w through

0
w = c¢y(0) = /Cv(r) dr, (12)
0
one arrives to the relation
W — div (A (A, w)Vw) = @il + §ER) + 9l VY| + Ow)a - A, (13)
where
col(w) =6, i K(x, ©
Ow) = ¢y (w) =0, lwa.O,, and %(A,w)::ﬂ.
0, otherwise ey (O (w))

We refer to (13) as the enthalpy equation; notice that this will be more convenient for our analysis since the
time derivative is not multiplied by the specific heat capacity anymore. Let us stress that in more complicated
situations—when we do not have the partially linearized ansatz (3) for the Helmholtz free energy—it requires
more care to perform the enthalpy transformation (12), cf. [45].

Let us consider the following Robin boundary condition for (13)

(S (L, w)Vw) - n+bO(w) = bbey;  on X°,

for b, Bex¢ € R a given heat transfer coefficient, ex; a given external temperature; cf. [8].
As far as additional notation is concerned, we will use @fl for the “deformation-related” part of the Gibbs
free energy

L (1, y(1), 1(1), O(w(1))) = / WUy 0) +n| V0] + 5 [Va~ a0 - Z(Vye))| dx
2

—/f(t)~y(t)dx—/g(t)-y(t)d5,
2

UN

since this is the only part of the energy that contributes to the semi-stability (14).
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Further, where it shall be obvious, we will denote the list of arguments of ff; and (’5‘; at time ¢ simply by
t, that is,

Gy () =9, y1), 1(1), O(w(1)), &) (1) = Gy (t, (1), A1), O(w(1)))
Lastly,

(@, v)e =/m*1u-m*1vdx
$2¢

will stand for the inner product in W—12(2,; RM+1) ~ (Wol’z(.Qg; RM+1))* while Var, (u; I x M) shall be
the time variation of a map u with respect to a continuous function 4 > 0, more precisely

n
Vary, (u; I x M) := sup [ Z/h(u(ti, x) —u(ti_1,x))dx:
i=1jy
for all partitions [#g, t,] = I, n € N, suchthatty <t <--- < tn};

we shall omit the space argument / x M incase I x M = Q,.

3.1 Weak formulation

To define a suitable weak solution of the system (5), we shall call for the energetic solution concept (see
e.g., [35]) further adapted to combinations of rate-independent/rate-dependent processes in [42]. Let us note
that, for further convenience, we will explicitly express the dependence of the solutions on the parameters &
and 7 in their notation.

Definition 1 The triple (y"¢, A%, w™#) belonging to
Y e BV, T; Wh!(2::RY) N L®(0, T: W?(2:: RY)),
AT e Wha(0, T; L9(2,; RYTY)Y N L0, T; W2 (82,; RM+Dx3y)
w™® e LY, T; wh(£2,)),

satisfying the boundary condition y"-¢(¢, x) = 0 on X}j which is called a weak solution of the system (5) if
the following holds:

1. SEMI- STABILITY:

Gy (1) <G (@, 3, A1), O™ (1)) + n/ |Vy — Vy"# () dx (14)
2
for all j € W>2(£2,; R?) such that §(x) = 0 on I}§ and all ¢ € [0, T.
2. DEFORMATION- RELATED ENERGY EQUALITY:
T
& (T) — & (0) + nVar) | (Vy"*) = / [651,(1) + 26 (W78 — L(Vy™*), A7), di (15)

0
3. FLOW RULE:

N

/2;<((,v775 — L(VyTE), v — A1), dr

0
s

+ / /(@(w"’g) — O)a-(v — ATE) 4+ 2n VAT E .V + glvlq + 85 (v) dxdr
q
0 2

N
o . .
> VA ()12 g sy — TIVAT O garery + / / o A1+ 856 adr - (16)
0 £2,

for all test functions v € L9(0, T; L(2,; RM+1) N L0, T; Wh2(82,; RM+1)) and all s € [0, T].
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4. ENTHALPY EQUATION:

/%(k”’g,w”’s)Vw"’g~V§—w’7’8£dxdt+/b@(w"’8)§ dsdr

0« xe
=/(3§(}\"s£)+a|i’7’8|q +@(w”'€)a~i"'€)§dxdt+n/;%ﬁgn(dxdt)
Qe E&‘
+ / we ¢ (0)dx + / bOexi ¢ dSdr (17)
2 xe

forall ¢ € C l(E‘g) such that (T) = 0; the Radon measure 4" € .4 (@8), representing the heat
production stemming from the term |Vy| in (4), is defined for every closed set A = [t, s] x B, where
[t,s] € [0, T] and B C £2, a Borel set, as

T (A) = Var(Vy"?; [t, 5] X B).

5. INITIAL CONDITIONS: y™¢(0) = yo for some yo € W2>2(£2,;R3) and A7¢(0) = A in ¢, Ao €
L9(2,; RM+1y,

Remark 3 (Weak formulation of the flow rule (5b)) The weak formulation (16) is a standard weak formulation
of the differential inclusion (5b) together with a by parts integration in the term

N
// 2nVATE . (Vv — VAT) dxdt

0 £

N
by parts
= / / 2VATE - Vodedt — 0l VA ()32 g gusty + 1IVA O35 g g -
0 £

Further, while standardly one would demand only that it holds for s = T, we require that the flow rule holds
forall s € [0, T']. Notice that if we did not perform the aforementioned by parts integration, both requirements
would be equivalent. Indeed, in such a case, taking a test function such that v = A7 on (s, T'] would yield the
flow rule for any s € [0, T'] if it were known for s = T'.

Here, since we used by parts integration, the required weak formulation is a bit stronger which shall be
advantageous when performing the dimension reduction in Sect. 4.

Remark 4

(i) Note that the second law of thermodynamics holds, i.e., the entropy production will be non-negative, if
we can show that §7° > 0 (when the assumed positive semi-definiteness of K holds).
(i) Definition 1 is indeed selective, cf. [8].

3.2 Change of variables and rescaling

In order to prepare for the dimension reduction performed later, let us change variables in order to work on
the fixed domain £2 := 21 = w x (0, 1) by introducing new coordinates z: 2, — £2 as

z(x) = (21, 22, 23) = (x1, X2, x3/€)  Vx = (X1, X2, X3) € §2¢. (18)

Subsequently, the scaled functionals (with unchanged notation)

1 1
54,]8 = g%’f oz ! and %’j = g%’f, oz 1, (19)
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in terms of the new variables read as

gf(z)_/w YPED) + Kk | VAL ()L”’s(t)—,f(V;y”’g(t)))f

2. .n,& 0, 1 n,€
| IVoy () + 2Ipr P+ 4Iy SOF + Ve ) t3 IV @)

+(O W (1)) — Op)a- AT () — f(1) -y (1) dz —/g(t) -yTE(t)dS (20a)
IN
and
R (1), A (1)) = / n |Vt + = |W<t>|q + 85 (M) dz. (20b)
2

The scaling factor 1/¢ corresponds to the stiffness of the material (in linearized elasticity to the Lamé coeffi-
cients of order 1/¢).
Above, we denoted by V/g the scaled gradient, namely,

1 )
~83
)

with the 3 x 2 planar component (Vg);; of the gradient, cf. (7), and (g 3)x := dgx/0x3 fork =1, 2, 3.
The scaled inverse Laplace operator A;l: L2(2; RM+1ly W(}‘Z(SZ; RM+1Y stands for the relation
A;'g = h whenever

V;g = (Vpg

/ V.h(2) - Vip(z) — g(2)p(z) dz = 0 (21)
22

for all p € C*°(£2; RM Jr1), i.e., in the classical formulation
9%h;  9%h; 1 9%h;

PR M R

077 075 €% 9z3

hi =0 ondaf2, fori=1,..., M+ 1.

=g in$2, fori=1,....,.M+1,

Also, we will keep the notation ((-, -)),, defined as (f, g)s = f o VéA;] f-Vi A;l g dz, for the scaled inner
product in w-L2(2).
In the same spirit, the transformed initial conditions shall be denoted as

y7(0, 2) = ¥0,6(2) := Yo(zp, £23),
A0, 2) = ho,e(2) := Ao(2p, £23), (22)
w(0, 2) = wo,(2) 1= wo(zp, £23).

In view of (18)—(20), the transformation of Definition 1 of the weak solution is straightforward.

3.3 Data qualification and existence of weak solutions

Throughout the article, we shall use the following data qualifications:

(D1) Stored energy density: W : R3*3 — R is continuous and frame-indifferent, and there exist positive real
constants ¢ and ¢ satisfying

ci(=1+[A]") = W(A) = 21 + A7)

for some 2 < p < 6andall A € R3*3,
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(D2) External forces:
FeWh®O. T, L (2 RY), g e W0, T: L ({: RY),

such that f oz~ ! and g o z~! (denoted again by f and g) are independent of the thickness ¢.
(D3)  Phase distribution function: £ : R3*3 — R is continuous and bounded.
(D4) Specific heat capacity:cy: R — R is continuous and satisfies the growth

(14671 <cy(0) < (1 4+6)27!

for some real positive constants ¢y, ¢; and ¢’ < ¢; < ¢. This assumption will be employed to prove
the strong convergence (41) for the temperature.

(D5) Heat conductivity tensor: # : R x R — R3*3 is continuous and there exist real positive constants &
and Z such that

HOuw) <8, x AHO wx = ElxP
hold for all A, w € Rand all x € R>.
(D6) Initial and boundary data:
beL®(X%),b>0 and e € L' (Z?), Oy > 0,
yo € W22(2,:R?), and wo e L'(£2,) with 6y > 0,
and
1o € L9(82,; R+ is independent of x3.

Remark 5 Note that (D1) excludes the constraint on the Helmholtz free energy that W(F) — oo whenever
det(F) — 0, or, in the thin-film setting, whenever the normal of the thin film approaches zero. The results
of [2] would allow us to consider such a constraint in the static case when the Cosserat vector is minimized out.
Here, however, the interplay between the Cosserat vector and the film normal makes the situation considerably
more difficult, and results of [2] are not applicable. Let us also point to [6] for further results on Young measure
relaxation considering the non-interpenetration constraint.

To ease notation, we shall from now on use C as a generic constant possibly depending on the given data
but never on ¢, 1.

Proposition 1 (Existence of a bulk weak solution) Let (D1)—(D6) hold. Then, for every ¢ > 0,n > 0 fixed,
there exists a weak solution of (5) in the spirit of Definition 1 such that the following a-priori estimates hold:

Iy @Ol gy .. wii@:r3y < Cn7 ' (23a)
sup VL™ ()l Lo :rixs) < C. (23b)
t€l0,T]
1
sup | — '3 (2) <Ccn'/2, (23¢)
te[o, 7111 €7 L2(£2;R3%3)
sup Vi E()lly12(g:rixsy < Cn~ /2 (23d)
tel0,T]
for the deformation,
1A Lao.7: Lac2:RM+1) < C, (24a)
sup (VLA (Ol p2(g:ponsny < Cnp~ /2 (24b)
tel0,T]
for the phase field, and
w0, 7;01(2)) = € (25a)
||Véwn’8||Lr(O,T;Lr(Q;R3) <C(r) foranyr < 7 (25b)
||lbn’€||(/[(O’T;(Wl,oo(9))*) < C (25C)

for the enthalpy.
Note that in (25¢) .# denotes the set of Radon measures.
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Proof The proof follows a rather standard procedure, cf. [7,8] or [42], of showing that the interpolants of a
particular discrete approximation converge to the sought bulk solution; therefore, a detailed proof is omitted.
Let us, however, sketch its main ingredients.

STEP 1: TIME DISCRETIZATION OF THE WEAK FORMULATION. Define the discrete weak solution of (5) at
timelevelk, k = 1,..., T/t,asatriple (y7, A, w]) € W>2(£2; R?) x L24(22; RM+1) x W!-2(2) satisfying

1. TIME- INCREMENTAL MINIMIZATION PROBLEM:

Minimize % (%, y, A, ©(wy)) + / TIA + | Vy — Vi
2

A — AL Tal|h—Al |2
+ 8% (¢) +—|—2L 4z
T q T
subjectto  (y, 1) € W22(£2; R?) x L% (22; RM+1),
y(z) =0 forze Ip. (26)

2. ENTHALPY EQUATION:

wy — w;
/ — +%(x£,w,§)v;w£-véédz+/bi@(wbi—bi@extfds

T
2 952
)\"L’ _ )\"[7 )\"E _ )\"[7 q V/yf _ V/yt7 )\r _ )\ri
=/5§(krk1)§+ak k1§+‘sk ek1§+@(wz)a.(krk1)§dz
Q
forall ¢ € Wh2(2).
3. INITIAL CONDITIONS:
Yo =060 A=A,  wi=wj, ae.ins2,

where b, Aj ., wg . are suitable approximations of the original data (D6).

Notice the added regularization term |, o TIA 14 dz allows for a rather standard proof of existence of a discrete
weak solution but vanishes as t — 0. Details are to be found, e.g., in [7].

STEP 2: A- PRIORI ESTIMATES. Let us outline the proof of the a-priori estimates (23)—(25) merely heuristically,
on the continuum level instead of the discrete setting, where a rigorous proof would follow the same ideas but
be technically more demanding, cf. [7] again.

First, from the energy equality (15) integrated only to some s € [0, 7'] (note that we actually need only the
lower inequality—this can be, on the discrete level, got from (26) integrated to any arbitrary s € [0, T]), we
get by exploiting the coercivity assumptions (D1) on the left-hand side and the bounds (D2)—-(D3) as well as
(D6) on the right-hand side

2
) dz

s
+mwKWWﬁQxmans//(%M“W+QWWﬂﬂ&w+c (27)
q
0 2

2
2 |1
/CIVQy”’S(S)I”+n(|V,2,y”‘8(S)| +2‘5prf73’8(S) + |75

Further, by testing the flow rule (16) (after the change of scale) by v = 0 on [0, 5] (note that this test
essentially executes the standard test of the strong flow rule by A7) we get

N
. o .
//8?;()\”’8) + 5Ik’7’gl" dzdr + 77||V;)Ln’8(5)||iz(gs;R(M+1)x3) + 77||Vp)LO||iz(_QS;R(M+1)x2)
0 £

N

S
s—%/m“—fwyMJ“mm+//@w“wwmuﬂﬂ@m (28)
0 0 2
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where we used that [Ao] 3 = 0 due to (D6). This, after plugging in the by parts integration formula
N
2 /((m’f, ATENe dr = / IVLAZIATE ()2 — VLA IAT(0) % dz, (29)
0 Q
yields (with the help of Young’s inequality and (D6) again) the estimate

s

//(5§(in,s)+g|in,5|q) dZdt+/K|véA8_1}\n’8(S)|2dZ+77|V;)\n’£(s)|2dz
q

0 £ 2

S
E//%Ii”*5|q+C|w|dzdt+C. (30)
q
0 2

Lastly, testing enthalpy equation (13) by «//g, with some [ > 8 such that @ < [gq, and integrating again over
£2 and [0, 5] gives (notice that this test can be straightforwardly executed on the discrete level)

S S
2 .
lﬁ//u')’” dzds S//l—a|kn'£|q+C|w”’8|dzdt+(;—8Var|.|(V;y’7'8;Q < [0.s)+C. (I
q q q
0 2 0 2

Adding (27), (30) and (31) gives then the bounds (23), (24) and (25a). The estimate (25b) on the scaled
gradient of w™¢ follows by fine technique due to [13,14] from the test of the enthalpy equation in (13) by
1—1/(1 + w™®)%, while (25c¢) is a standard dual estimate stemming from the enthalpy equation (17) itself.

STEP 3: CONVERGENCE t — 0:The proof of convergence for r — 0 can be performed similarly as in [7,42],
or the methods exposed in the proof of Theorem 1 are easily applicable to this case, too. O

4 Dimension reduction in the microscopic thin-film model

Let us now concentrate on the microscopic thin-film model given through the system of inclusion/equations
(8). As mentioned above, particularly the inclusion (8a) is rather formal; therefore, we propose its weak
formulation in the spirit of semi-energetic solutions, due to [42], similarly to the previous section. Also, again,
we transformed the heat equation into a enthalpy equation.

4.1 Weak formulation

To shorten the notation, we shall denote hereinafter 2 := [0, T] x w, while the in-plane inner product
in the space W12 (w; RM+1) will be denoted as ((u, V), = fw VPA;]u . V,,A;lvdzp, for all u,v €
W‘l'z(a); RM+1), whereas A;l : Lz(a); RM+1) — Wol’z(a); RM‘H) is the in-plane inverse Laplace operator,
more precisely, A;lg = h whenever

/V,,h(zp) “Vpd(zp) — 8(zp)p(zp)dzp =0

w
for every ¢ € C*°(w; RM +l), i.e., in the classical formulation
9%h;  9°h;
3z3  9z3
hi =0 onodw, fori=1,...,M+1.

=g inmw, fori=1,...,M+1,
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Definition 2 Let us call the quadruple (y", b", A", w") belonging to

y1 e BV(0, T; Whi(w; RY)) N L®0, T; W??(w; R?)), (32a)
b" € BV(0,T; L' (w; RY)) N L¥O, T; W (w; RY)), (32b)
AT e Wha(0, T: LY(w; RMTY) N L2, T; W2 (w; RMT1Y), (32¢)
w’ e L0, T; whl(w)), (32d)

such that (y", b")(t, z1, z2) = Oforall ¢ € [0, T] and a.e. on yp, a weak solution of the evolutionary thin-film
problem (8) if it satisfies

1. SEMI- STABILITY:

Gy(t) < Gy(t, 5, b, A (1), OW"(1))) + / 1 [(Vpy" @67 (1) — (V,31b)| dz,p (33)

w

for every (¥, b) € W»%(w; R3) x W2(w; R3) such that (¥, b) = 0 a.e. on yp (recall the definition (6a)
of the Gibbs free energy ¥,(1));
2. DEFORMATION- RELATED ENERGY EQUALITY:

T
&, (T) — &,;(0) + nVar| | ((Vpy"|b"); 2) = /[ﬁn]ﬁ(t) + 26 (M1 — L(Vpy ()67 (1)), A1) p dt - (34)
0
where &, (¢) is defined as

2
&, (1) = / W(V,y"1B") + 0 (IV2Y"2 4+ 219,b7) dzp + i |27 = LT3 0N [§y 15 gy

w
—/f°~y"dzp—/g°'y"dsp; (35)
[©] YN

3. FLOW RULE:
S

/2K((M — L(Vy ()P (1)), v — AT, dt
0

S
—}-//(@(w”) —Op)a-(v—Aa" + 2nV,AT - Vv + g|v|q + 85(v) dz,dr
q
0 w

N
o . .
> VAT g marsnesy = MIVpAT O s, arnes, + / / R LR NED
0 w

for all test functions v € L1(0, T; L9 (w; RMT1)) N L0, T; W2 (w; RM*1) and every s € [0, T].
4. ENTHALPY EQUATION:

T
/%(k",wn)va”~vl,§ —w"édzpdwr//b@(wﬂ)g ds,di :/w0§(0) dz,
2

0dw w

T
+/ (G + A7 + (O (w") —Gtr)a~i’7)§dzpdt+n/§jf’7(dzpdt) +// bOexc¢ dS,dr (37)
2 9 00w
for all ¢ € C'(2) such that (T) = 0. Analogously to (37), here again the Radon measure 7" €

M(2), n > 0 represents the heat production due to n|(V, y'|B)| and is defined for any closed set A =
[z, s] x B, where [¢,s] C [0, T]and B C w a Borel set, as

JCN(A) = Var (Vpy"|b"); [1, 51 X B).
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5. INITIAL CONDITIONS:

yr,(os Zp) = y0,0(Zp) = )’O(Zp, 0),
b"(0, zp) = bo(zp) 1= (30)3(zp, 0), (38)
A0, zp) = Xo,0(zp) := Ao(zp, 0),

4.2 Existence of weak solutions

Theorem 1 Let (D1)—(D6) hold. Then, there exists a quadruple (y", b", A, w™) belonging to the spaces (32)
such that (y",b")(t, z1,z2) = 0 forallt € [0, T] and a.e. on yp and a (not relabeled) subsequence ¢ — 0
such that the following holds

YY) — yI(t) in W»2(2; R?) forall t € [0, T, (39a)
1
—y%5 () — b(1) in Wh2(2; R?) forall t € [0, T, (39b)
e
ATE s AT in Wha(0, T; L9(2; RM+1Y), (39¢)
VIATE — (V,)7]0) in L2(2; RM+D>X3y forail t € [0, T (39d)
& — . 5
Vow® = V,w'" inL" (0, T; L"(2)) forany 1 <r < ) (39%¢)
5
wh® — w" inL*(Q) forany 1l <s < 3 (39f)

with {(y"€, A w8)} .~ a family of weak solutions of (5) obtained in Proposition 1; (y", b, A7, w") is

then a weak solution to (8) in the spirit of Definition 2.

Proof For the sake of transparency, let us divide the proof into separate distinct steps.

STEP 1: SELECTION OF SUBSEQUENCES. The a-priori estimates (23) ensure—by Helly’s selection principle—

the existence of two vector fields y" € BV (0, T; Wh1(£2; R3)), b" € BV (0, T; L'(£2; R?)) such that
yPE@) — Y1) in W>2(22; RY) forall 7 € [0, T1, (40a)

1
RANORNUG! in W*(2: R?) forall 1 € [0, T]. (400)
e

Similarly, using standard selection and embedding theorems, estimate (24a) ensures the existence of a limit
phase field A7 such that

ATE SN in Wh(0, T; L9(82; RMTY). (40c)

By exploiting further the estimate (24b) and the continuous embedding of the Sobolev space
Wha0, T; L9(2; RM+1)) into C(0, T; L1(2; RM*1), we get that

VoA TE() = Va1 (1)  in L2(2; RM+DX2) for all £ in [0, T1. (40d)
p p

The situation is more complicated for the third component of V/A"¢, we shall return to it later in Step 3, where
also the strong convergence (39d) will be shown. The strong convergences (39a)—(39b) will be obtained in
Step 5.

Lastly, we may extract a (not relabeled) subsequence of {w™¢}.- ¢ such that (39¢e) and (39f) are satisfied;
notice that the latter convergence stems from the dual estimate (25¢) and the generalized Aubin-Lions lemma,
cf. [41, Corollary 7.8 and 7.9] and [42, equation (4.55)]. Moreover, (39f) yields, together with the assumption
(D4), the strong convergence

O™ — @w" in L7 (Q). 1)
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In order to see this, we exploit the first inequality in assumption (D4)

gne O w"*)
wht = / ey(r)dr = ¢ / A+n "t dr = e (I+O @) — 1),
0 0

where we used that 67 > 0, together with the assumption ¢; > ¢’ to get the bound
©@" )| = C (14 w|V7).

Hence, by the continuity of the Nemytskii mapping induced by ©, one arrives to (41).
STEP 2: INDEPENDENCE OF z3.It follows from the estimates (23d) and the weak lower semicontinuity of the

norm that

0 = liminf ce > liminf [|y"* () ly12(0.r3) = 1y llw12(2.r3 = 0.
e—>04 e—>04 ’ ’ ’ ’

This means that y” is independent of z3 for all # € [0, T']. Analogously, the independence of A7 and b" of z3
follows from the estimate (24b), resp. (23c). For w", we get that it is independent of z3 only for a.a. t € [0, T']
from (25b).

STEP 3: THIN- FILM FLOW RULE.Recall the bulk flow (16) which we rescale and in which we expand the
matrix V. into its planar and normal components, namely

N N

//(@(w“) — O)a-(v — A7) + S [u]T 4 8%(v) dzdr + / 2 (M1 — LV yPE), v — AE), di
q
0

0 2
R
n,& 277 n,€ 2
+ 2nV, A"V 0 + 8_2)‘,3 -v3dzdr + n'IVPA'0||L2(Q;R(M+1)X2)
0 2

S
n , o . .
2 n”v[))"n’s(s)”iZ(_Q;R(MJrI)xZ) + 8_2”)\3738(5‘)”%2(9;RM+1) +// 5|)\77,€|6] + 635()\’77,5) dZdt
0 £

where we used that, due to (D6), Ao does not depend on the third component. Let us admit only fest functions
independent of 73 which simplifies the flow rule to

N N

/ / (@) —f)a- (v — A7) + Z[o]¢ + 85(v) dzdr + / 2 (W = L(Vyy™e), v — A1), d
q
0 2 0

s
0 2

N
n , o . .
= 77||Vp)\n'€(s)||i2(Q;R<M+1)x2) + 8—2”)»738(5)”%2(9;RM+1) +// gpﬂﬂq + 85(A"°) dzdr. (42)
0 £

Let us take an s € [0, T'] arbitrary but fixed. Then, from (24b), we can choose a further subsequence of ¢’s
dependent on s, labeled g ), such that

1

1€k (s) 2 M+1
8k( )2 ”)"3 ’ (S)||L2(Q;R(M+l)) g dS € R + .
N
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Let us work, for the moment, only with this special subsequence and pass to the limit gy — 0 in (42) to
obtain

//(@(w”) —Op)a-(v—A" + gw + 8%(v) dz,dt +/2K((M — L(Vpy" b, v — A1), dt
0 o 0

S
+ / / 20V A1V v dzpd + 0V pholl g2 moveise
0 o

K
o . .
= 0l Vp A ()72 o 1052 + 1ds +// glk”lq + 85N dzpdt, (43)
0 o

forallv e LI(0, T; L9 (w; RM+1)) N L>(0, T; W2 (w; RM+1Dx2),

To see this, we employ (40c) and (41) on the left-hand side to pass to the limit (even for the whole sequence
e — 04)in [j [o(@ W) — Op)a - (v — AT*) dzdt.

Further, let us choose ¢ € [0, T'] arbitrarily but fixed, and denote, for the sake of simplicity, A?’E =
APE(t) — L (V.y™4(t)). Then, the weak convergences (40a)—(40b), shown in Step 1, yield that V,y™¢(r) —
(V,y"|b™M)(t) strongly in L2(§2; R3*3). Thus, by (D3), Nemytskii continuity and the estimate (24b), we also
get that A} — A7(1) — L(V,y"(1)|p" (1)) =: A] strongly in L?($2; RM+1),

Let us show that in such a case, for ¢ — 0,

VIAT AT = vat Al in L2(2; RMH,
Indeed, denote h¢ = A A]®; then h? solves

1
/v,,hf-qus + i - APPpdz=0 Vo e Wyr(2; RMT, (44)
2

Taking ¢ independent of z3 this simplifies to

/Vphf-qus — AP pdz=0 V¢ € Wy (w; RMT. (45)
2

Since [|Vph7 || 2(g:ro+1x2) is uniformly bounded (owing to the bounds on A;”E), we pass to the limite — 04
in (45) and get that V,he — V,h, in L?(£2; RM+TD*2) where h, solves

/vph,-v,,(p —Alpdz, =0 Vg e Wyt (w; RMT), (46)

w

Here, we relied on the fact that the limit difference A;’ does not depend on z3,i.e., h = A;l A?.

Next, test (44) by e¢ and notice that %thj 2 (2:rM+1y is uniformly bounded (owing to the bounds on
Al"®) to get ghf,3 — 0in L?(£2; RM+1), Finally, by testing the difference of (44) and (46) with ¢ — h,, we
obtain even that V,h{ — (V,h,;|0) strongly in L2(§2; RM+Dx3) Note that all the above would stay valid

even if we had only A/"® — A7 in L2(£2; R¥+1) at hand.
Thus, relying on Lebegue’s dominated convergence theorem, we have that

N S
/2,((()\"’6 — L(ViyTE), v — A1) dt — /ZK((M — Z(V,y"b"), v — AT, dt.
0 0
Finally, on the left-hand side of (42) in term fg f o 2nVpATe.V,vdzde, we use (40d) again combined with

Lebegue’s dominated convergence; on the right-hand side of (42), we rely on the weak lower semicontinuity
of the involved convex terms to obtain (43).
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Next, we aim to show that d; = 0. Clearly, d > 0 and the opposite inequality could be immediately
seen if we were allowed to put v = A" in (43). Yet, A" does not need to have the required regularity. So we
introduce a sequence of smooth functions {)‘Z}bo such that XZ — A strongly in WH49(0, T; L9 (w; RM*1))

and V,1] (1) — V,A"7(t) strongly in L?(w; RM*1) for ¢ — 04 forall # € [0, T]. Putting then v = 4] in (43)
yields

S N
//(G)(w”) —)a- G — A7) + SR 455G dzpde +/2/<(()J’ — L(Vpy"b"), A — A1) dt
q
0 o 0

N
+//2nvpx".vpx2 dz,,dt+n||vpx0||iz(w;R(M+W)
0 w

N
o . .
> V27 )2, o, + 1ds +// F117 4 85 dzpdr. 47)
0 w
Reformulating, by means of by parts integration, [ [ 2nV,A"7-V,i] dz,dt as

N N N
/ / 20V pA"Vpi] dz,ydt = / / 20(Vp AT = VpAl)-V,hi dzpdt + / / 20V Al -V pi] dz,dt
0 o 0 o 0 2

N
://2n(v,,/\" — VpA))- Vil dzpdt
0 w
F0(IVphf O egarsery = IVoAE O 72 goriia)) (48)

and passing to the limit £ — 0 yields that

)
//vap)\n'vp).\z dedt - n(va)‘n(S)||i2(w;R(M+l)><2) - ”Vp)"()”%Z(w;R(MJrI)XZ))'
0 w

Therefore, passing £ — 04 in (47) gives that d; < 0.
Last but not least, note that the s-dependent subsequence &i(s) was used to pass at the limit merely in the
1 n,& 2 .. . s K
term A5 ()l L2(Q:RM+Dy> all other limit passages hold in the whole sequence of ¢’s. Hence, we arrive at the
: 1 1N,k (s) 2
relation Py 25 (S)||L2<:2;R(M+l>)

and, by uniqueness of the limit, we conclude that

— 0 for all subsequences &5y in which the left-hand side converges,

1 n,€ 2
S )72 gy = 0 (49)

in the original sequence of ¢’s, independently of the chosen s € [0, T']. Thus, we conclude that the normal part
of (39d) and (36) hold.

STEP 4: PHASE- FIELD- RELATED ENERGY EQUALITY AND STRONG CONVERGENCE OF A€ In this step,
let us deduce an energy equality that is related to the phase field. To this end, we reformulate the flow rule (16)
(exploiting the convexity of | - |7) into the following equivalent form
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N
//a|;v?v8|q—2i"~8-(v — ATE) + (O (W) — Oy)a-(v — A7) + 8%(v) dzdt
0 2

N s
: 2
+/2K((,\"’8 — L(VLy"), v — AT, dt + /2nv,,)\'7~f.vpv + —Zx’g’g-v,g dzdr
2
0 02

s
n ) .
= 7]||Vp)\n’8(5)||iz(Q;R(M+1)xz) - 7I||Vp)~0||iz(Q;R(M+1)xz) + 8—2||X738(S)||22(Q;RM+1) +// 85(A7°) dzdt
0 £
(50)

and test (50) by v = 0 to get

s

N
_(/ / AT ATZRIE S 4 (O W) — ek dzdr + / 2k (07 —o%(v;y"*E),i"’f))sd’)
0 £ 0

N
1 .
= 77(“Vp)"n’e(s)||iZ(Q;R(M+l)x2) - ”Vp)"OHiZ(Q;R(MJrl)XZ + 8_2||)\7§8(S)||22(Q;RM+1)) +//8§()d7,e) dzdr
0 £

(D

and also by v = 24" to get (if A% does not have the required regularity we can proceed as in Step 3
above, namely we can smoothen A7, perform by parts integration analogous to (48) and pass to limit with
the mollifying parameter which gives the desired result)

s

N
(//ap\"’fw?;\"’s-iw + (OW"?) — Oy)a-A"¢ dzdr +/2/<((,\"’8 — L(VLyTE), M), dt)
0 2 0
n,e 2 2 1 n,€ 2
+2n| [[Vpr (S)HLZ(Q;R(M+1)><2) - ||Vp)"0||L2(Q;R(M+1)X2) + €_2||)L’3 (S)||L2(_Q;RM+1)

N
1 .
= 77(”Vp)\n’e(s)||iz(9;R(M+1)x2)_||vp)\0||i2(9;R(M+1)x2)+8_2||)\7§8(S)||22(Q;RM+|)) _// SE() dzdr,
0 £

where we relied on the one-homogeneity of §5(-). In other words,

s

N
_(/ / QA2 G0 4 (@ () — B)a-A" dadr + / 2O — L (VY1) ), d‘)
0 2

S
1 .
sn(nva(s)||§2(Q;R(M+l>xz)—||vpxo||iz(9;R<MH>xz)+5—2||A7f<s>||iz(9;RMH))+ / / 55G0) dadrs
02

(52)

combining this with (51), we obtain the phase-field-related energy equality in the bulk, more precisely

N

S S
//ap\”w dzdt = —//(@(w”‘s) — Oy)a-ATE dzdr —/2;<(()J’*5 — L(VLYTE), ), dt
0 2 0 2 0

S
1 .
—n(nvpx"*g(s)||§2(Q;R<M+M) — 1Vph0l1 72 g mans 12y + 8—2||Af7f(s>||iz(Q;RMH)) - / / 5G7) dads.
0 2

(53)
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By an analogous procedure, we get from (36) the phase-field-related energy equality in the thin film

N

//a|)\"|q dzpdt = —//(@(w") — Oy)a-A" dz ,dt —/2/((()»” — L(Vpy"b"), A1), dt
0 o 0 o

0

N
_77(||Vp)hn(5)||iz(w;R(M+1)x2) - ||Vp)\0||iz(w;R(M+1>x2)) _//5?;()&”) dz,dr.(54)
0 o

Having (53) and (54) at hand, we prove the strong convergences (39c) and the in-plane part of (39d). Indeed,
we have

S A A
//a|)\"|q dz,dr < 1iminf//a|i”’€|q dzdt < lim sup//ap\"»fw dzdt
=04 e—>04
0 o 0 2 0 2
N

s

=limup ( B / / (OW) — B)a-i 4 85(1) dzdi — / 21 — LV, ), dr
0 2

e—0
* 0

2 1.8 ()12 Uoone 2
+ n ||Vp)‘0||L2(Q;R(M+])><2) - ”vp)" (s)”Lz(Q;]R(M"'])XZ)_S_Z”)\',3 (S)”LZ(Q;RMJH)
) N

11 . : :
Q — lim ( / / (O W) =) a1 dzdr + / 2x<<x'7’8—$<v;y"'£>,M’E»gdr+8%||k,"f(s)||im;mm)
0 £ 0

e—>04

N
2 . . 2 . . .
+ U(HV}))‘O”LZ(Q;R(MJA)XZ) - h;ll)(l)llf ”Vp)\‘n,s(s)||L2(Q;R(M+l)><2)) — 1‘1913%)111: // 8?()\."’8) dzdt
02

s s

< -/ / (@ W") — f)a-i" dzpdr — / 2 (=L (py"|b"), M), dt

0 o 0

A
”Vp)"0||i2(w;R(M+l)x2) - ”vp)"n(s)”iZ(w;]R(MJrI)XZ) —//8?(}\") dedt
0

s
@//amrf dz,dt,
0 w

where the inequalities on the first line follow from the weak lower semicontinuity of the norm and a general
lim inf < lim sup relation, the equality (I) is due to (53), the equality (II) follows from general lim sup, lim inf
relation, the inequality (III) was obtained by lower semicontinuity of the convex terms and (40c) and (40d),
the limit ¢ — 04 uses (41), (49) and similar techniques as when passing to the limit in the flow rule in Step 3.
Finally, (IV) is due to (54). ]

So, we conclude that [[A"# || 4 (g.rM+1y = A"l g (0. rM+1) and, as the space LY(Q; RM+1Y is uniformly
convex, also

ATE 5 A in L9(Q; RMTT), (55)
Moreover, using (55) and passing to the limit ¢ — 04 in (53) and comparing to (54) yields that

IV A5 ()17 2 = V)97 Vs € [0, T1. (56)

(2; RM+1)x2y (§2; RM+1)x2)

STEP 5: THIN- FILM SEMI- STABILITY. Fix again some ¢ € [0, T'] arbitrarily. Then, we test (14) (formulated
only in the deformation-related energy) by y5 (z) := y(zp) + £23b5(z)) with some arbitrary y € W22(w; R?)
and a smooth approximation {bs}s~o of an arbitrary be Wh2(w; R3) (the smoothing is required in order to
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obtain the test function in W22(£2; R3)) such that V(zp) + €z3bs(zp) = 0 a.e. on I'p. Then, by taking first
liminf,_,¢ then liminfs_,, one arrives to

&, (1) < liminf & (1)
e—>04

< lim liminfcﬁf;(t,y;,)»”’g(t))—i-/r]|Vg)‘z§—V;y"’8(t)| dz
5—)0+ €—>0+

2

< lim [ limsup &} (7, 5, A" (1)) + / n|Veys — Vey™t ()] dz
§—04 e—04 A

= 8,(0.5.5.310) + [ ](V,315) = V" Ol 0) ez,

w

where we used (39c), (39d) and the compact embedding L7($2; RM+Ly @ w—12(2; RM+1) (recall that
q > 2) to pass to the limit in Q5f7(t, y5, ATE(1)) while (40a), (40b) was used to pass to the limit in
fQ n |V;y§ - ng”’g(t)| dz. Observe that this is equivalent to (33).

Moreover, letting 7 := y"(¢) and b := b"(¢) yields

lim & (1) = ®,(r) forallte[0,T]. (57)
e—>04

From this we may, similarly as in [11], deduce that
V21 () o V2 in LA RI2),
Vpéy,nig(t) — V,b"(t) in L*(£2; R¥?),
gizy,”gi(t) — 0 in L*(£2; R,
thus showing (39a)—(39b). As we will not need this improved convergence in the following, we omit a detailed

proof.

STEP 6: THIN- FILM DEFORMATION- RELATED ENERGY EQUALITY. We show the deformation-related energy
equality (34) as two inequalities. One follows from the bulk inequality by taking lim inf. o, with the aid of
the convergences (39a)—(39d), the data qualification (D2) as

&, (T) — &,(0) + nVary|(V,y"[b")
< limjnf (851 = 85,0) + Var, (V"))

T
< lim sup / (651, + (1851;(0), 37 (1)) e
0

e—04

T
< /[eﬁ,,];(n +([8,15.(), A7(1)) dt (58)
0

as far as the first inequality is concerned, recall that Var|,| is lower-semicontinuous under the convergences
(392)—(39b).

The opposite inequality is a consequence of the thin-film semi-stability (33) (cf. [24,30,42] and [8] for
an analogous (and more detailed) proof as the one given below). To see this, we introduce a partition of

[0,T],0=1 <t <--- <ty =T, such that max{|tl.’3_1 — tiﬂ| ci=1,...,N(B)} < B and test (33) at

the time tiﬁ_l by (y”(ti’g), b”(tl.ﬂ)), i=1,..., N(f). Summing from O to N (B) reveals that
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N(B) ﬂ
®,(T) = ©,(0) + nVar (V)" B") = > / 16,1t y" ) dr
i=1 ;31
ﬁ
N(B)
+> / (61,07 ). ), 2 0). o) dr, (59)
i= ll‘,ﬁl
where
N(B) N(B)
> / (6,05, b7, 21w, 400 dr =2 Y / @) = Ly D) b7 ), 30y, dr
i=1 5] i=1 ﬁl
ﬂ ﬂ
N(B) N(B)
+ Z / @) = A7), Ay de+ > / @@y — 2yl inalyy, di
571 = 1zﬂ1
(i) (i)
ﬁ
N(B)
+> / Gy = 2y a1l A0 @) = il )y, de (60)
i=1 A

z 1

(iii)
To make the limit passage for 8 — 0, one makes use of the fact (cf. [16]) that for every Bochner integrable

h: [0, T] — X,with X a Banach space, there is a sequence of partitions of [0, 7] such that # can be approached
by its piecewise constant interpolants i g defined on [0, 7] as hIB|[tﬁ By = h(ti’s), i=1,..., N(B) strongly
i—1°%

to hin L! (0, T; X); more precisely

ﬁ
N(B)

11m Z/Hh,g(t)—h(t)”xdt—o

11/3
11

Hence, one may assume that we always take partitions for which this approximation result holds and we may
assume that

=T in L0, T; L9 (w; RMT1y), (61a)
yg—=y" in L7 (0, T; W7 (0; RY)), (61b)
by —b" in L0, T; L*(w; R?)), (61¢)
ig — A" in L0, T; L9(w; RMT1Y), (61d)
[T = Z(Vpy b, i)yl g = (W1 = L(Vpy"b"), M) in L0, T). (6le)

Using (61b) we establish that """ f / [95,7] t, "’ de - [[16,1, y' (1)) dt 3 moreover, (61a)
assures that (i) in (60) converges to 0 by (6le) we immediately see that (ii) in (60) converges to
JT@1 = Z(V,y"|b"), i), dr and, finally, by the uniform boundedness of A7(1°) — .2(V,y"(:/)|b7(1F))
in L0, T; W~ 12(w; RM*1)) and (61d) the term (iii) in (60) converges to 0.
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Thus, we got that
T
&, (T) — &, (0) 4 nVar|(Voy™"*) > /[es,,];(t) +([®,15.(1), A7(1)) dt
0

and combining this with (58) as well as (57) we obtain that
Var|.|(V£y’7’s) — Var|.|(V,,y’7|b'7) (62)

STEP 7: THIN- FILM ENTHALPY EQUATION. Recall that the bulk enthalpy equation reads as

/Ji/(k”'g, wh Vi . Ve — whee dzdr + / bO (w*)¢ dSdr
0 x
= / (8578 + a9 + O (w*)a - A1) ¢ dzdt + n/ ¢ A (dxdr)
Q 0

+ / wefe(0)dz + / bOexi¢ dSdt (63)
2 X

with £ € C'(2) and ¢(T) = 0. Let us restrict ourselves to test functions independent of z3. When taking
e — 04 in (63), we aim to get (37).
First, let us show that

lir{)] /;%n(dzdt) :/{%””(dzdt). (64)
e—04

Q Q

To this end, recall that from the a-priori estimates, (23) follows the existence of a limit measure A such that

AT in (D), (63)
while, on the other hand, (62) ensures that

lim 7"(Q) = A" (Q).- (66)

e—

Now, the contradiction argument in [42, Propoition 4.3] supports that (65)-(66) indeed yield (6& MOE
precisely, if, by contradiction, it held that 77" # #°, we could define the Borel set B := supp (71— ) C Q
and (66) would imply that

/(%ﬂ” — #)dzdt > 0
B

(otherwise (66) would be violated), which immediately contradicts the weak* lower semicontinuity of the map
£ [ A2 (dzdr).

For the other terms in (63), weuse A"¢ — A7in L9(0, T; L9(£2; RM+1y), wne — win L*(0, T; L*(£2)),
forany 1 < s < 5/3;thelatter convergence ensures also that w”* — w’in L0, T; L' (X)) whichallows us to
pass to the limit in the boundary terms on the left-hand side of (63) as well as that J#" (A%, w™?) — (A7, w™)
in LA(0, T; LA (§2; R3*3)) forany 1 < B < 4o00. Hence, we obtain (37). O
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5 Relaxation in the microscopic thin-film model

In this section, we surpass scales to rigorously obtain the mesoscopic model formally given by (10a)—(10c).

As mentioned in Sect. 2, this upscaling lets the interfacial energy vanish; this may lead to fast spatial
oscillations of the deformation gradient, on one hand, as well as of the Cosserat vector, on the other hand. A
standard tool to capture these oscillations is the theory of (gradient) Young measures [29,37,51].

Let ¢ C R be a Lebesgue measurable subset with finite measure. Young measures are weakly measurable
and essentially bounded mappings v € L' (&; Cy (RY))* = LX(O; A (RY)); here, Co(R?) denotes the space
of continuous functions on RY vanishing at infinity, so that .# (R?) denotes the space of Radon measures on
R¢. Having a bounded sequence {ug}reny C L?(0; R?) for 1 < p < +o0 then there is a subsequence (not
relabeled) and a Young measure v such that limg— oo [; A(x, ux(x)) dx = [, [pa h(x, F) vy (dF)dx whenever
{h(-, up)}ken C L'(O) is uniformly integrable, where /1 : ¢ x RY — R is a Carathéodory integrand. We
then say that v is generated by {uy}ren. The set of mappings from L3O (0 A (R?)) generated by bounded
sequences in L”(0; RY) is denoted by #'7(¢; RY).

Animportant subset of % 7 (¢; R?) is the set of so-called p-gradient Young measures (1 < p < +00) which
consists of measures generated by {V y; }ren of abounded sequence of mappings { vk }xeny C W Lp(g; RY). The
setof p-gradient Young measures (shortly gradient Young measures) is denoted by ¥ (¢; R4*!). Occasionally,
we may write 4} (0; R?*!) to indicate that yx = 0 on yp C 30.

Further, we use the shorthand notation (momentum operator) “ e ”” defined through

[fov](x) = / f($)ve(ds).

Rdxl

Denoting id : R — R?*! the identity mapping, we speak of idev as the mean value of the gradient
Young measure v € 47 (0, ]RXm). It can be proved, cf. [29], that whenever v € 4P (0 RXm) there exists
y € WHP(0; R) such that Vy = idev a.e. on €. Additionally, v is an element of %pr(ﬁ; R4y if and only if

y =0on yp.

5.1 Weak formulation

Let us now state the weak formulation of (10a)—(10c).

Definition 3 We call the quintuple (y, v, i, A, w), where

y € B0, T; WP (w; R?)), (672)
v € (G (; R )OI, (67b)
e (WP (0 RH))OT] (67¢)
re W, T; L4(RMT), (67d)
w e L0, T; L (»)), (67¢)

such that y(¢) = idovzp (t) fora.a. z, € wand all ¢ € [0, T'] a weak solution of (10a)-(10c) if it satisfies
1. MINIMIZATION PROPERTY:

G, y@),v@), w®), 1(1), O(w(@))) =¥, y, v, it, A1), O (w(1))) (68)

for every (¥, v, 1) € WP (w; R?) x %fD (w; R3*2) x #P(w; R?) such that y = idev,, for almost all
7p € w and ¢ defined in (9).
2. Flow rule:

T T
266~ Lo 0=y + [ [@@) = 8000 i+ S0l + 5500 dz
0 0w i
T
z//gl)\l‘f + 8500 dzpdt (69)
0 w

for all test functions v € L9(0, T; L9 (w; RM+1)).
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3. ENTHALPY EQUATION:

T
/z/(,\, W)Vpw-Vy¢ — wé dzpdt+//b(~)(w)§ ds,dt
2 09w

T
= / (%W + alil? + (O (w))a-A)¢ dzpdt + / wo¢ (0)dz), + / / b0ex(¢ dS,dt (70)

2 ® 00w

for every ¢ € C(2) such that Z(T)=0.
4. REMAINING INITIAL CONDITIONS:

vz, (0) =68y506,)>  Mz,(0) =dhyz,),  A(0) = Ao, (71)
with y0,0(zp), bo(zp) and Ag,o referring to (38).

Notice that in this formulation, we used the (not completely standard) notation B(0, T'; X) for the space
of function [0, T] — X, X a Banach space, that are bounded but not necessarily Lebesgue measurable. Also,
we used the notation

We(v, 1) (zp) = / / W (Alb) dv., (A) dpz, (b),

R3x2 R3
with ¥ a continuous function with at most p-growth.

Remark 6 (Deformation-related energy equality) Note that we omit a deformation-related energy equality
analogous to (34). Since we scale down the rate-independent dissipation due to n|(V,y"|b")]| to zero, such an

equality is a direct consequence of (68) and, hence, becomes redundant. To see this, we may proceed as Step

6 of the proof of Theorem 1 and introduce a partition of the interval [0, T'],0 = 1‘63 < tf ... tlfz(ﬂ) = T and

test (68) att = tiﬂ_l by (y(tl.ﬂ), v(tl.ﬂ), M(tl.ﬁ)); summing and passing to the limit 8 — 0 leads, as in Step 6 of
the proof of Theorem 1, to the inequality

T

&(T) - &(0) = /Qié(t) +(®)(0), A1) dt, (72)
0

where

®(t) = 6(t5 y(t)a U(t), /‘L(t)v )"(t)) = / W.(Uv M) dZ[J + K”)" - Z.(Uv M)“%)Vfll(w;Rbd)
—/f0~ydzp—/g0-dep, (73)
w N

is the deformation-related part of the mesoscopic Gibbs free energy.
The other inequality is then obtained by an analogous procedure. We test the Eq. (68) at r = tf by
( y(tfj 1V (tiﬂ 1 M (tiﬂ _1))- We obtain an “energy-related” inequality because the dissipation component related

to n|(V,y"b")] is not present in (68) anymore.
5.2 Existence of weak solutions

Theorem 2 Let {(y", b", A, w")}, -0 be a family of weak solutions of the thin-film problem (8a)—(8c) as found
in Theorem 1. Then, there exists a quintuple (y, v, i, A, w), satisfying (67), and a sequence n — 04 such that
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AT — A in W0, T; LY (w; RMTY), (74)

and
w! =~ w in L™, T; WY (w)), for every r < Z, (75a)
w? — w inL*(0, T; L*(w)), for every s < g (75b)

Moreover, for eacht € [0, T], there exists a subsequence 0y such that Vyy, , (t) generates a gradient Young

measure v(t), yy,,, () = y(t) in WP (w; R3) and by, () generates a Young measure ji(t).
At least one cluster point found in this way is then a weak solution to (10a)—(10c) in the sense of
Definition 3.

Proof For lucidity, let us divide the proof into several steps. Let us note that the idea of the proof, in particular
the technique of selecting a suitable cluster point, roughly follows [8].

STEP 1: SELECTION OF SUBSEQUENCES AND REFORMULATION OF THE FLOW RULE.Similarly as in Step
1 of the proof of Theorem 1, we choose, owing to the a-priori estimates (24)—(25) (and the Aubin-Lions
theorem), a (not relabeled) subsequence of 7 — 04 and find (A, w) such that

AT in Wha(0, T; LY (w; RMH1Y) (76)

and (75) hold as well as the limit lim, .o, &,(7T) is well defined. Recall that, again as in Step 1 in the proof
of Theorem 1, we have the additional convergences A"7(¢) — A(¢) in LY (w; RM+1) for all r € [0, T] and
OW") — O(w)in LY (2).

Now, let us turn our attention to the flow rule (36), more specifically to the penalty term

T

/2K((K’7(t) — Z(Vpy" O (1)), v — A1) dt (77)
0

involved in fOT (EANES Ay dr, which turns out to be the most troublesome. Indeed, note that since the limit
for (Vy", b") is evaluated pointwise in ¢ € [0, T], the limit of £ (V,y"(¢)|b"(t)) (taken again pointwise) is
not guaranteed to be measurable in time. Moreover, A converges only weakly in L9(2; RM Jr1), and, thus,
convergence of this term for a.a. t € [0, T'] cannot be expected. To handle the latter obstacle, we plug the
energy equality (34) into (36) with s = T to obtain a weaker reformulated flow rule:

o . .
&, (T) + nVar|.|(pr’7|b'7) + r7||Vp)L”(T)HiZ(w;R(MH)Xz) —I-/ 5|)J7|11 + 8§(M) dz,dt
2

T
< 6,0) + /[eﬁ,,];(t, Y1(1)) dr + /(@(w")—etr)a-(ﬁ—)\”) + 20V, MY, 5+ gmq + 85(D) dz pdr
0 0,

2
T

+ / 2 = Ly 1B"). T A + 0l Vpho ]2, mrsen,- (78)
0

Indeed, the term fOT 2k (A1) = ZL(Vpy"(1)|b7(1)), )'»))p dr is no longer present in (78).
Further, inspired by [8,16,24], we define

PBY (1) = limsup 2« (A1) — Z(V,y" () |b" (1)), v(1)), and F (1) =lim sup[&,1;(z, y"(1))
n—0 n—0
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for any v € L9(2; RM+1) and every ¢ € [0, T]; notice that both 3% and .% are measurable. Moreover, by
Fatou’s lemma, we have

n—04

T T
/‘B”(I) dr > 1imsup/2/<(()»"(t) = Z(Vpy" " (1)), v(t))p dt,
0

T T
/ ZF(t)dt > lim sup/[@n];(t, (1)) dt.
n—>04
0 0
Since L9(2; RM+ l) is separable, we consider, for now, the test functions v = vt only from a countable dense
subset of L (2; RM*1) denoted by #. Next, we fix ¢ € [0, T'] and choose a subsequence of 1’s labeled Nt
such that

P (1) = limo 2 (W (1) = LV "t ()| (1)), v () . (79a)
Nt~V

Z (1) = limo (8,1, (2, Y™ (1)). (79b)
Nyt 7Y+

By a diagonal selection, we can find a further subsequence labeled 7, such that (79) holds for all v*. Note that
the chosen subsequence remains to be time-dependent.

Now, owing to the a-priori estimates (23b) and (23c), we choose yet another subsequence of 7y () (not
relabeled) such that {V), y, , (£)}ken generates the gradient Young measure v, , (7) and {by,, (¢)}xen generates
the Young measure . » (1); so,

PB() = limO 2 (WO () — L (Vpy ™0 ) |p™0 (1)), v(t)) p dt = 2k (M(t) — Lo(v, 1), v(1))p,
Nk(t) Y+

F (1) = lim [S,](t, yy, () = &;(t, y(1)).

Nk~ 0+
Thus, when passing to the limit 7 — 04 in (78), using weak lower semicontinuity of the convex terms and

non-negativity of nVary,|(V,y"|b") +n||V,A"(T) ”%V*ll(w;R(M“)XZ) we get, similarly as in Step 3 of the proof

of Theorem 1, the reformulated mesoscopic flow rule

T
B(T) + / LI+ 8500 dzpdt < B(0) + / &, (1, y(0) dr
51 0

T

. o
—i—/(@(w) —bOp)a-(v—A)+ —|v|7 + 8;5(1)) dzpdr + / 2k(A — Leo(v, 1), v) pdt, (80)
2 1 0
where, by density, the test functions can be taken from the whole space L7(Z2; RM Jrl).

STEP 2: MINIMIZATION PRINCIPLE, BACK TO THE ORIGINAL FLOW RULE.First, we notice that (68) is
equivalent to

&, y, v, u, A1) =6, y, v, it, A(1))

for every (3, 1, 1) € WP (w; R?) x 9} (0; R*?) x &P (w; R?) such that y = idev,, fora.a. z, € o.
Thus, thanks to (33), we have

&(t, y, v, u, A1) < liminf &y, (1, y™O (1), ™0 (1), A0 (1))

Nik(r)—> 0+

< liminf &, (Y, b, X0 (1)) +/nk(t)|(vpynk(l) (OIL™O (1)) — (V,51b)| dz,,
Nk(ry— 0+
w

= / W(V,31b) dzp + kA1) = L (VpFIB) 1312ty — / 10 5dz, — / g’ yds,
w w YN
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for every § € W2 (w; R3) and b € W'2(w; R?), such that y = 0 on yp. By density, we have that

&(t,y, v, 1, A1) < / W (V515 dz)p + cllM(0) =L (Vp FIB) 312 et — / £ ydzy— / g’ -yds,
w w YN

even for all § € W'2(w; R?) satisfying y = 0 on yp and all b € L*(w;R%). Take an arbitrary pair of
admissible Young measure (v, i) € %ﬁ) (w; R3*2) x #/P(£2;R3), then we can always find its bounded
generating sequence {(V, 5%, bi)}xen C LP(w; R¥?) x LP(w; R?) such that {|V,5x|P + |bg|” }xen is equi-
integrable [23], the sequence {yi }reny C WP (w; R?) is bounded and yy (z1, z2) = 0 for z € yp forall k € N.
Passing to the limit for k — oo in the previous inequality with y; and by in place of 3 and b we get that
&, y, v, 1, A1) < B(t, y, v, L, A(t)) where y is the weak limit of y;. Hence, Eq. (68) is shown.

Note that as a side product of the above procedure we obtained also that

6(0) := &(0, y(0), v(0), £(0), 1(0)) = nl_i)fg 6, (0), (81a)
&(T) := &(T, y(T), v(T), u(T), MT)) = ;713& &, (T). (81b)

Hence, the reformulated flow rule reads as

T
®(T)+/g|)l|" +8%(h) dzpdr < 05(0)+/®;(z, y(1)) dt
2 1 0
T
+/(@(w) —Op)a-(v — ) + g|v|q + 8% (v) dzpdr + / (A — Lo, 1), v) dt, (82)
2 0

and exploiting the balance of the mesoscopic deformation-related energy equality—cf. Remark 6 and (73)—we
also get the mesoscopic flow rule (69).

STEP 3: STRONG CONVERGENCE OF A.This convergence is obtained from the monotonicity properties of
the dissipation term | - |7 in the reformulated flow rule. Indeed, let us rewrite (78) (relying on the convexity of
-19) as

T
&, (T) + nVar|(V,y"|b") +nIIVpA"(T)IIiz(w;waz) +/8§(2\”)dzpdt < /[Qﬁn]é(t, y(t)) dt
2 0
+&,(0) +/a|x'i|q—2}w.(ﬁ — A1) + (O W) =) a-(D—A") + 85(D) + 20V, A"-V, 0 dz ,dt

9
T

+ / 2 = L (Tpy" b7, D) dt + 0|V pholl 22, mosrseny: (83)
0

similarly, (82) is rewritten as

T T
(’5(T)+/g|i|‘1 +8%(h) dzpdr < 05(0)+/Qs;(z, y(t))dt—l—/ZK((A—.Zo(v,u),v))pdt
2 0 0
+/a|i|‘1—2i.(v — )+ (O W) — Op)a-(v — i) +85(v)dz,dr. (84)

2

Then, having a sequence {Nj}jeN C ¥ NCO,T; WH2(w; RM*1)) such that )Jj — Ain L9(2; RM+1)
for j — oo (recall that ¥ is the dense countable subset of L7(2; R¥*1) used in Step 1), let us test (84) by Al
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and, symmetrically, (83) by N/’ ,as ) does not have the required smoothness to be used as a test function in (83)
and, moreover, we wish to use (79) (as well as the resulting convergences in Step 1) which is only available
for test functions from 7.

Let us add (83) and (84) and apply lim;_, o lim sup,_,, to get

o lim (171 gy =10 gy ) (A7 Do immnsny I Lo o))

< lim sup oe//(|)'»"|q72)l”—|)'\|q72).»)-()'\’7—).») dz,dt

n—0

< 'lim lim sup (6(0)—®(T)+6,,(0)—®,,(T) —n Var|.|(pr'7|b'7) +77/ |VP)L0|2 — |Vp)x’7(T)|2 dzp
j—=00 0 —_—
D (I, @ (1D,

T
+ / ®1(1, y) + (8] (1, y) dr + / o [AT9T2RI0 — R) 4 8500) — 85(h) dzpdr
—
0 (1) 2 Iv)
T
+ / 2V = L (Vpy" b7, M)+ 2O = Lo (v, 1), A7) p di
0 %) (VD)

/(O(w”) — 0) 3y — A7) + (O (w) — B) (A1 — 1) dzdr + 29V, A"V, 1, dz,,dz)

2 (VII) (V)
T

<26(0) — 26(T) + / 26,(1, y) + 4k (O — Lo(v, 1), 1), dr = 0.
0

Here, the first inequality is due to Holder’s inequality. Further, we used that term (I) is not smaller than
®(0)—&(T) by (81) and the non-negativity of (II); and (II);. The convergence of the term between them to
0 is obvious. Term (III) is, owing to Step 1, bounded from above by &/(z, y). Now, as j — oo term (IV)
converges to 0 as A" is bounded uniformly in L9(2; RM+1) The limsup of the term (V), again by Step 1, is
bounded from above by (A — Ze(v, 1), 1)) p; for the terms (VI) and (VII) we proceed analogously as in Step
1, while the term (VIII) converges to O as the limit n — 0 is executed first.

Finally, note that the last equality is due to the balance of the deformation-related energy; cf. Remark
6. Hence, we obtained ||)J7|| L4(2;RM+1y —> Al ra(2:rM+1y and from (76) by the uniform convexity of

L9(2; RM+1y also (74).

STEP 4: ENTHALPY EQUATION. It only remains to prove the enthalpy equation (70); to obtain it, we pass to
the limit  — 04 in (37) following ideas of Step 7 in the proof of Theorem 1. In order to pass to the limit in
the terms expressing the heating due to dissipation, however, we need to show that 7 |, 6% 7 (dzpdt) — 0.

To see this, we actually need only to show that lim,,_,q nVar|. (V,,y"|b") = 0 which we obtain by passing to
the limit in (34). Indeed,

lim sup nVar|,| (V,y"|b")
n—0
T

< lim sup ( —&6,(T) + &,(0) + / (8,1, (1), b7 (1), A1), A7) + [&,1; (1, y" (1)) dt)- (85)
n—
0

To pass to the limit on the right-hand side, we rewrite

([8,1, ("), b7 (1), A7(0)), A7) = (18,1, (" (1), b7 (1), A7 (0)), &) + ([&, 1, (" (1), A7 (1)), A7 — &) . (86)
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Note that for the first term we get by Step 1 (if necessary, we can approximate A by {Ae}een belonging to the
dense countable subset of L9(2; RM*1) ysed in Step 1)

T

(&1, (@), 6" (1), A1), ) < / (6, (), w(0), (1)), &) dr, (87)

0

while the second term converges to 0 in L' ([0, T']) owing to Step 3. Thus, we get

T

0 < limsup nVar|(V,y"[b") < &(0) — &(T) + / (Qi/k(v(t), u(t), A(t)), )'») + &)1, y(1))dr <0, (88)
n—04 o

where the last inequality follows from Remark 6. O
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Modelling of Thin Films of Shape-Memory Alloys

G. Patld

After a brief introduction to the physical and mathematipadblem related—not only—to shape-memory alloys
and a review of different variational models for thin maéit films a numerical approach based on the first
laminate is proposed, followed by computational experiisien

1 Introduction

Shape-memory alloys (SMAs) have been subject to extensaa@¢tical and experimental research since the last
half a century—when the martensitic phase transformationfirst explained in the AuCd alloy in 1951.

This non-diffusive, solid-to-solid phase transformatleads to a change in the crystallographic structure of the
material. The SMAs exist in two phases: at high temperahgatstenite phase (having one crystallographic con-
figuration with high symmetry—usually cubic structure) vehibwer temperatures lead to a low-symmetric grid,
e.g., tetragonal, orthorhombic, monoclinic, which is tleatled martensite phase and may occufindifferent
variants (herel/ = 3,6, 12 for the cases mentioned above).

Shape-memory alloys belong to the group of intelligent malte they do not only have the ability to detect
changes of their environment—stress and temperature, ticgar—but they are also able to react to these
changes. Furthermore, this behaviour being induced by e tnansformation of the crystallographic lattice
of the alloy, the size of an SMA component can be reduced fegggnily—up to the order ot0 pm—without
affecting its functionality.

10'
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Figure 1: Power—weight ratio for different types of actuaf® — piezoelectric transducers, E — electromotors, M —
modeller motors, H — hydraulic motors, B — piston gas-engibe- piston diesel-engines, T — internalcombustion
turbines, SMA - shape-memory alloy actuators (picture toadance with Figure 6 dBittner and No&k (2002))

Due to this delicate feature, miniature components madéapbpes-memory alloys have found numerous appli-
cations in many different areas of science and technologym fmicrorobotics to thin films—particularly the

sputter-deposited NiTi thin films, which are widely used &@srpactuators in the micro-electro-mechanical sys-
tems (MEMS), e.g., cantilevers, diaphragms, micropumpsrawvalves, dumpers (cf. Pan and Cho (2007) for the
demonstration of such a dumper), different grippers, gjgrior mirror actuators. For an extensive overview of the
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moderndecompositiortechniques, key engineering characteristics and apjaicaof NiTi thin films cf. Miyazaki
et al. (2009).

2 Mathematical Model of SMA Static Problemsin 3D

In what follows L? will denote the standard Lebesgue space of measurable nggpphich are integrable with the
p-th power forl < p < 400 or essentially bounded for= +oco. Further,JV* will stand for the Sobolev space
of mappings belonging together with their derivatives ugh®orderk to L?.

Usually, the formulation of the mathematical minimizatigmoblem related to the static description of bulk shape-
memory alloys at a given temperaturés

Minimize I(y):/cp(Vy(x))dx
Q

subjectto y € A, (2)

wherey is the deformation of the reference configuratidrc R3, Q open bounded domain, furthermore, the set
Ay, = {w € WHP(Q,R?) : det Vw > 0 a.e. inQ2, w|p, = yo} denotes the set of admissible deformations with
1 < p < 400 andy, defining a suitable Dirichlet boundary condition on a primm I’y C 0, measl’y) > 0
such thagl,, # 0.

The Helmholtz free energy densigy: R3*2 — R is a continuous function defined on the set of Beal3 matrices
obliging the physical property of material frame-indité@ce, more precisely

P(QF) = ¢(F)  VQ e S0(3), ()

whereSO(3) = {Q € R**3 . QTQ = QQT = I, detQ = 1} denotes the set of all rotations ahdhe 3 x 3
identity matrix.

Without loss of generality let us consider the energy dgnmsitmalized, so thap > 0. Then different variants of
the particular phases are modelled through the multi-vielcture ofyp, i.e.,

@(F):O:rgrlﬂngo(-) & Fe AUuM, 3)

Yo

whereA := SO(3)Uy, resp.M := SO(3)U;USO(3)UsU- - -USO(3)U,, stands for all the matrices related to the
austenitic phase, resp. the martensitic phase (consisting variants)—bearing in mind the frame-indifference
of the stored energy density, too—the particular matri¢gsesp.Uy, . .. Uy, are then the so called Bain matrices
of the austenite, resp. martensite.
Furthermore, the energy density should satisfy the growtidition

(AP 1) < p(A) S C(1+|AF) VA eR¥™® @
for somec, C € R.
Due to the multi-well character @f—implying its lack of quasiconvexity—(1) may not admit anygabn in the
class of Sobolev spaces as for any minimizing sequenceoiwedl to—and does for certain conditions snand

between/,—develop finer and finer oscillations between the wells.

Let us recall that a functiop: R™*™ — R is quasiconvex if the inequality
1
o(4) < o [ g4+ Vo) (5)
0] Jo

holds valid for anyA € R"™*™ and anyy: O — R™ smooth, wher&) C R is an open domain (in fact, the
property of quasiconvexity is independent of the chosenaioifd).

Two procedures have been proposed to overcome the aforiemehproblem of non-existence of classical Sobo-
lev minimizers to (1). Dacorogna (1989) showed that one senel the functional to a relaxed functiondl
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which defines a minimization problem delicately relatedhe initial one but exhibiting a solution in the related
Sobolev spacecf. the last paragraph, the first equality in (10), in patie Let us recall that the relaxed problem
is connected to the quasiconvexificationgfnamely

Minimize Zg(y /Q@ Vy(z)) dz

subjectto y € 2A,,, (6)
whereQy is the quasiconvex envelope of the energy density, i.e.,
Qe = sup{v: ¥ < ¢, 1 quasiconvex. @)

The other method for introducing a meaningful solutadr{1) stems from extending the notion of solution to the
objects called gradient Young measures, which are wéakbasurable mappings— j,.:  — rcaR3*3)—i.e.,

the mapping? — R:  — (lig,v) = [paxs v(5)pa(ds) is Lebesgue measurable for every continuous function
with compact support € Cy(R3*3)—with values in probability measures generated by sequesfggadients of
Sobolev maps.

Then defining the set of all gradient Young measyiésas
GP(R*%) = {p € Ly (Q;rcaR**?)) : I{yy, }ren bounded il 17 (Q; R?) such thaby,, —u}, (8)

whered,. is the usual delta function with support at the pairdnd the weak convergence is understood in the
dual spacel°(Q;rcaR3*3)) ~ LY(Q; Co(R3*?))*—the subscriptw indicating the above mentioned weak
convergence of measures—, one is led to formulate the relakgchization problem as

Minimize Zy (p / / $) e (ds) da:
]R3><3
subjectto p € GP(;R3*3), 9)

Y € Ay,

wherey,, € W7 (Q; R*)—called the underlying deformation of the measureis the weak limit of the generat-
ing sequencéyy, }ken from definition (8).

It can be shown—among others—that

min (6) = inf (1) = min (9), (20)
whereas any minimizey € 21, of (6) admits a minimizing sequence of (1) converging wealyin W17 (Q; R?)
and every minimizer of (9) is generated by gradients of mining sequences of (1). The advantage of the Young-

measure approach lies in its ability of capturing the mittature beyond the macroscopic deformation as well.
For further details cf. e.g. Dacorogna (1989)iilMr (1999); Pedregal (1997); Roidek (1997).

3 Dimension Reduction
3.1 Limiting Energy Densities

Modelling of thin films of shape-memory alloys relies off-@onvergence procedure when going to zero with the
material thicknesé > 0 of the domairt2;, = w x (—h/2, h/2), w C R? open and bounded. In order to do so one
transforms the total enerdy, (y) to a scaled integral of a reference configuration=w x I, I := (—1/2,1/2),

not depending ot by a scaling factor ol /h; cf. Friesecke et al. (2006) for a hierarchy of different livoear
plate theories arising from different scaling of the freergly and the power of external forces.

More precisely, one is looking for the variational limit

lim I (y) = lim l/XIgp(pr(;L')’%ng(x)) dz, (11)

h—04 h—04
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where the expressiong,y € R**2, resp. Vsy € R? denote the planar gradient of i.e., the gradient of
y = y(zp), x, = (z1,22), resp. the partial derivative @f = y(z) in the directiones perpendicular to the basis
{e1,e2} of the film w; the notation(A|as) for a3 x 2 matrix A with columnsa; anda, means then thg x 3
matrix E?:1 a;  e;.

The first rigorous results were due to Le Dret and Raoult (199 obtained the limit functional

Teprly) = / Qpo(Vy) iy, (12)

which involvedQy, the quasiconvex envelope of the effective energy densitgtefined forF € R3*?2 as

po(F) = min o(Fl2), (13)

capturing well the average macroscale deformation of thieema but with the obvious drawback of losing the
finer scale oscillations of the deformation gradient forgniine structure of laminates.

For this purpose gradient Young measures introduced allaxédsbe taken into account when determining the
I'—limit of the total energy functionals. Freddi and Parorfid2) arrived at the following expression

Zep) = [ [ P e, o, (14

whereu € L°(w;rcaR3*2)). In addition, they have shown a certain uniqueness of thiitigistored energy
density,i.e., that among all continuous integrands withth growth ¢ is the sole function the Young-measure
relaxation of which is equal t6~ for every linear boundary conditioiore precisely, if denoting

WP (w;R?) = {w € WHP(w; R?): w(z) = Az onvyy C dw, meagyo) > 0} (15)

for a real matrixA € R3*2 and let, on one hand)[Z,, A] be the relaxation, i.e., the lower-semicontinuous
envelope, of

T,(y) = / $(V ) dp, (16)

wherey : R3*2 — R is continuous withp-th growth, cf. (4) withA € R3*2, on W} (w; R?) with respect to the
weak topology, and’[Z,,, A] be the relaxation of

0= 5 natms vy
with respect to the wedkopology of L2° (w; rca(R3*2)). Then it can be shown that

Zeor(y) = QZe,, Aly) and Irp(u) =Y[Ly,, Al(p)- (18)
Furthermore, for ald € R3*? it holds that

Y[Zy,Al=Y[T,, 4] = 9= (19)

cf. Freddi and Paroni (2004), Section 7 for more detailste thatan analogueloes not hold in the case 8fpr
as there are infinitely many functions with a quasiconvexetpe equal t@) .

Another approach was chosen by Bhattacharya and Jamesg (#88@onsidered the total energy as the Helmholtz
free energy augmented witdn interfacial energy, a term penalizing the oscillationshe deformation gradient

between different phases (as real materials do not deveifipitely fine-scale lamination either), namely, (y)
of the form

Ih('y):/Q ©(Vy) + K| V?y|* dz, (20)

510



wherex > 0 taken small but fixed. This additional term—yielding a smaugheffect—results in a limit energy
density which needs no relaxation, an interfacial ternhgtédsent, though, namely

%ﬂ%wszwﬂmw+«%w@ﬁ+mmﬂﬁmp (21)

w

Note that the deformation of the thin film is described by tvecter fieldsy: w — R? holding the information
about the mid-plane deformation of the filamdb: w — R3 outlining the behaviour of the cross-section of the
film under loading.

One year later it was Shu (2000) who showed thatig also taken dependent on the material thickmessk (h)
then the limit functional . px may be recovered fdr — 0 andx(h) — 0;—independently of the ratig/h.

More recently, in order to derive rigorously a limiting tHilm theory in the absence of an interfacial term while
still recovering the aforementioned Cosserat vector fi@dcea (2007) introduced the scaled gradient Young mea-

sures, which are Young measures generated by sequenceseof gadients of the forr{1(prk‘ - Vawg)
h” — 0+.

}keN’

When defining the set of all scaled gradient Young measurdswaiderlying deformatioy € Wt»(Q;R3) and
associated Cosserat vectoe LP(2;R?) as

y,b

PR3 = {u € Ly (RY?) | 3y, — 04 Hyn} € WHP(Q;R?) :

1
Yn — Y, van —C, 6(prn

1VWJLM} (22)

For

where the weak convergences are taken subsequently indbessp?(2; R?), LP(Q; R3) and the dual space
L2 (Q; reaR3*3)), respectively, then the following assertion for the asyatiptiimit holds:

I5(y,b) = min dp. 23
5(y,b) #G%(Q;Rgxs)/ﬂw L (23)

This results from the decomposition of the sequence of dgakadients into a-equiintegrable part carrying the os-
cillations and a remainder accounting for the concentnat{but converging to zero in measure), cf. Bocea (2008);
Bocea and Fonseca (2002); Braides and Zeppieri (2007). Howhe set of scaled gradient Young measures still
lacks any effective analytical description analogous ®dhe of gradient Young measures by Kinderlehrer and
Pedregal (1994).

3.2 Compatibility Condition for the Defor mation

In what follows, we will concentrate on the thin-film modebpiosed by Bhattacharya and James (1999) in order
to implement it and make numerical simulations for a NiMnGaya

For a deformation which does not tear the film ap#re Hadamard jump condition ought to be satisfied, which
turns out to be essentially different from the bulk case.sTddndition requires in the thin film theory the exis-
tence of an invariant line interface between two (suitabtated) zero-energy deformation gradients under a given
deformation (the deformation gradient and the Cosserdbretay, however, suffer jumps across the interface).
More precisely, letv = wy Uwsy U L, wherew; andws are two disjoint subsets an@lis a line segment between
them. Then, if

QlU in w1

QQV in wa, (24)

(Y1ly2lb) = {

y denoting the deformatiom, the associated Cosserat vector, wiiilez V' are two Bain matrices, Bhattacharya
and James (1999) showed that the thin-film twinning equatiag be expressed as

QU -V =a®n+c® ez, (25)
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for suitableQ € SO(3), a,n,c € R? such thatn - e3 = 0. Note that this condition is much weaker than the
one required in 3D, i.e., rafQU — V) = 1, which predicts the need of a planar interface between teeggn
wells. As a consequence, there might exist interfaces legtyparticular phases in thin films which do not in the
bulk material. E.g., there are certain materials which mdylst a sharp interface between the austenite and the
martensite, this phenomenon being theoretically impéssibthe 3D setting.

4 Numerical Experiments
4.1 Sequential Laminates
Due to the non-local character of quasiconvexity it is diffian most of the cases to compute the quasiconvex

envelope of a particular function explicitly.

Therefore, one is pursuaded to consider a more general fyqgoagexity, namely, the rank-one convexity which is
defined as the property of a functigh R™*™ — R being convex along rank-one connected matrices, i.e.,

JOAA+ (1 —=NB) <Af(A)+ (1 =N f(B) whenever rankd — B) <land0 <\ <1. (26)
When introducing the rank-one convex envelope, analogdaghye quasiconvex envelope, as

Ry = sup{¢: ¥ < ¢, ¢ rank-one convex 27)
one can easily see that it provides an upper bound for theapumex envelope

Qp < Rp < . (28)
A useful approximation procedure of this envelépproposed by Kohn and Strang (1986), namely

Proposition 1. (see (Kohn and Strang, 1986, 1)) L¢ét R3*3 — R3 be bounded from below, then for every
A € R¥*3 it holds that

Rf(A) = lim Ryf(A), (29)

k— 400

where
Rof(A) = f(4), (30)

then subsequently fdr=1,2,...

Rif(A) = (A,Ao,ixfxllf;eMA (ARk—1f(Ao) + (1 = N)Rp—1f(A1)), (31)

Ry, f calledk-th order laminate, and the set of admissible microstrest 4 C [0, 1] x R3*3 x R3*3 for the
matrix A defined as

MA = {()\,Ao,Al)Z A= )\Ao + (]. — )\)Al and ranKA1 — Ao) < 1} (32)

Hence, utilizing this latter characterization of rank-amavex envelope one can state the minimization problem
fork e Nas

Minimize IRk(y)z/RW(Vy(CC))dI
Q
subjectto y € 2A,,, (33)

and observe that
min (6)= inf (33) = inf (1) (34)

for all £ € N, which follows from the inequalitf)y < Ry < --- < Rop < R1p < ¢ and relation (1Q)
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In our simulations the first order laminate was used to agprate the rank-one convex envelope of the free energy
density (21) while considering the contribution of the nféeial energy negligible, therefore setting the inteidac
parameter = 0.

In order to set the numerical model let us first, by combinimg thin-film twinning equation and the expression
for the first order laminate, i.e.,

(y1ly2]b) = Ao + (1 — V) Ay,
Al —Ay=a®@n+c®es, (35)

for somea, n, c € R3 such that - e3 = 0, express

Ao = (y1ly2lb) — (1= N)(a®@n+c®e3),
A = (Yalyz|b) + AMae@n+cRes). (36)

Furthermore, let us consider the finite element discrétimamore precisely element-wise affine approximation
for the deformatiory and element-wise constant one for the other variables,tbyduacing

Uy = {v e C(w;R%): v|g € Py foreachK € Ty, v = yo onT},
Vy={v:w—R3: 0|k € P, foreachK € Ty}, (37)
Wy ={v:w—[0,1]: v|g € Py foreachK € T4},

whered > 0 is the discretization parameter afiga triangulation of the reference domain
Hence, the numerical minimization problem written in terwhghe variables), b, a, n, c and\ is

Minimize  Jg, (y,b,a,n,¢,A)

subjectto y € Uy,
b,a,n,c € Vg, (38)
n-ez =0,
A€ Wy,

where the total free energy takes the form

/ {PAe((walyelb) = (1 =N(@@n+c@es) + (1 = Ne((yaly2lb) + Ma@n+c®es))}de,  (39)
following from (31) fork = 1.

4.2 Tension and Compression Experiment for a Ni-Mn-Ga Single Crystal

Let us consider the NMnGa alloy and demonstrate using the numerical schemeildedcabove the predicted
austenite-martensite interface.

This alloy exhibits a cubic-to-tetragonal phase transtdram with martensitic wellé/; = diag(vy, v2, 1), Us =
diag(ve, v1,1v0), Us = diag(re, 12, 1) for lattice parameters; = 1.13, o = 0.9512, and is modelled by a St.
Venant—Kirchhoff type free energy density

1 i
i=0,...,3 i=0,...,3 §(F —Ui)-C(F - U) (40)

for all F € R3*3, where the tensors of elastic moddli take—using the Voigt notation—the valu€$, = 13.6
GPa,CY, = 9.2 GPa,CY, = 10.2 GPa for the austenite ari}, = 136 GPa,C}, = 92 GPa,C}, = 102 GPa,
i =1,2,3, equally for all martensitic variants, inspired by the wofk<ruzik and Roultek (2004).

In both the tension and compression experiments as refem@ndigurationy = (0,9) x (0,4) is taken in the

stress-free austenitic phase, cf. Figure 2 prescribing displacement Dirichlet boundary condition Bry. On
I'vre We have prescribed a given elongation.
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Figure 2: Reference configuration of dNMinGa single crystal thin film in stress-free austenite (@)l fixed
boundary segmentk;;,,. boundary segment with prescribed elongation

The first-order laminate is, however, capable only of captutwo phase variants, therefore we had to select the
competing wells with the greatest impact on the behaviothi@&pecimen, in our cases these were the austénite
and the martensitic variaff;, = diag(vy, vo, 12), resp.Us = diag(vs, v1, o) for the tension, resp. compression
test.

The minimization procedureas beemone with the aid of the limited memory L-BFGS-B routine—deped by
Byrd et al. (1995)—which is, howevedesignedor local optimization. Therefore, a successful compotanf
our global minimization problem, being, moreover, nonas@q is a challanging task which requires a good initial
guess of the variables—involving the explicit computatiéthe interface between compatible wells. Afterwards,
the visualization of the different fractions of the martiéns/ariants was completed by evaluating

(K) =" (A[)TAF -~ UT P
VT AT AR — UTUGP + [(AR)T AR — U7 U,

(41)

on each elemenk’ of the triangulation with\o = A and\; = 1 — A, then interpolating on the black—white scale
as seen on Figure 3 and Figure 4 (the austenite is colourdd e martensite black).

Note that as a result of the simplied model we used, the fidgrdaminate and the method of prescribing the
elongation onl',,,., the elements at the fixed boundary parts cannot undergee gressformation. Therefore
Figure 3 exhibits certain unnatural symmetries in the vadraction of the martensite—the austenite—martensite
transformation is known to start in a corner of the specimdowever, our simulation was able to recover the
nonlinear response of the material, specific for SMAs, usthain, cf. the stess—strain plot in Figure 3.

The compression experiment in Figure 4 shows a specificreaitthin films not observed in the bulk. When
compressed, under a small back pressure, they bulge upuwithanging phase, i.e., the material persists in the
austenite. This buckling effect has been proposed in Bttatga and James (1999), here simulated explicitly, and
predicts that some theoretical tools, e.g., the non-bogklype assumption (3.18) in Mielke and Ratdk (2003),
might be natural in the bulk, but are never in the thin-filmatyeand should be avoided.

Another specific type of buckling related to the microadturatharacter of shape-memory alloys has been numer-
ically investigated by Dondl et al. (2007).

5 Conclusion

The aim of this contribution was to draw attention to theati#nce between the modelling of bulk and thin film
shape-memory materials with particular stress on riclracttre of interfaces in some alloys, which first appeared
in Bhattacharya and James (1999).
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Figure 3: Tension experiment for NWInGa single crystal with 1, 2, 4, 6, 8 and 10% elongation initkdirection
and its stress—strain curve
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Figure 4: Side and top view on a 2% compressediGa single crystal sheet with small back pressure exhipiti
buckling with negligible phase transformation

To this behalf, after a brief overview of the different apgecbes to the derivation of a 2D model we have done
some simple numerical calculations on an academic SMA &tigystify the theoretical tools introduced.

As already pointed out before, a gradient-based optinamagigorithm is not the most effective way to treat
the non-convex minimization problem related to SMAs whicually possessemany local minima. Another
interestingconcept is to adopt a global optimization routine, e.g.tiplgrswarm optimizatiofPSO) cf. Bené&ova
(2011) for some promising results in 3Blowever, these metaheuristic algorithms, such as the PE@taer
genetic algorithms, do not guarantee that an optimal swius ever found at all. Cf. Yang (2008) for an extensive
overview of the topic.

Other future work will focus on the evolutionary problemgli@ thin film theory of shape-memory alloys which
lacks an effective description till nowadays, the numenicathod described above could then be easily extended
to the dissipative evolutionary model.

Acknowledgement The author wishes to thank GBR for the support through the grant P105/11/0411 and MFF
UK for the support through the project SVV-2011-263310 (GACR).
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Motivated by variational problems in non-linear elasticity, we explicitly charac-
terize the set of Young measures generated by gradients of a uniformly bounded
sequence in w1-20(Q; R") where the inverted gradients are also bounded in
L°(2; R™*™)_ This extends the original results due to the studies of Kinderlehrer
and Pedregal. Besides, we completely describe Young measures generated by
a sequence of matrix-valued mappings {Yz}reny C LP(2; R**"), such that

{Y k_l beeny C LP(2; R ) isbounded, too, and the generating sequence satisfies
the constraint det Y > O.
Keywords: orientation-preserving mappings; relaxation; Young measures

AMS Subject Classifications: 49J45; 35B05

1. Introduction

In this paper, we investigate a new tool to study minimization problems for integral func-
tionals defined over matrix-valued mappings that take values only in the set of invertible
matrices. Typical examples are found, e.g. in non-linear elasticity where static equilibria
are minimizers of the elastic energy

J(y) ::LW(Vy(x))dx, (1.1)

where 2 C R” denotes the reference configuration of the material, y € wl.p (2; R™) is the
deformation, 1 < p < 400,y = ygpondQ2and W: R**" — Ris the stored energy density,
i.e. the potential of the first Piola—Kirchhoff stress tensor. Further, usually in elasticity, one
demands either det Vy # 0 to assure local invertibility of Vy or even det Vy > 0 in order
to preserve orientation of y.

If W is polyconvex, i.e. A — W(A) can be written as a convex function of all minors
of A, then the existence of minimizers to (1.1) was proved by J.M. Ball in his pioneering

*Corresponding author. Email: kruzik @utia.cas.cz

© 2013 Taylor & Francis
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paper [1]. We refer, for example, to [2,3] for various further results in this direction. Namely,
the existence theory for polyconvex materials can even cope with the important physical
assumption

W(A) — +oowhenever det A — 0. (1.2)

On the other hand, there are many materials that cannot be modelled by polyconvex
stored energies, prominent examples are materials with microstructure, like shape-memory
materials [4,5]. If we give up (1.2) and suppose that W has polynomial growth at infinity,
1.e. there exist ¢, ¢ > 0 such that

c(=1+A]P) = W(A) < (1 + A7), (1.3)

the existence of a solution to (1.1) is guaranteed if W is quasiconvex [6], which means that
for all ¢ € W, °(2; R”) and all A € R"*" it holds that

IQIW(A) 5/ W(A + Vo(x)) dx. (1.4)
Q

However, stored energy densities of materials with microstructure do not possess this
property either. As a result, solutions to (1.1) might not exist. Various relaxation techniques
were developed [3,5,7] and used in numerical approximations [8] to overcome this drawback
for integrands satisfying (1.3). Some relaxation results for the case W(A) — +oo if
det A — 0 but W(A) < 400 even if det A < 0 were recently stated in [9]. In both
situations, one replaces the integrand by its quasiconvex envelope (the pointwise supremum
of all quasiconvex functions not greater than W).

Another approach is to extend the notion of solutions from Sobolev mappings to pa-
rameterized measures called Young measures [7,10-14,30]. The idea is to describe the limit
behaviour of {J(yk)}ren along a minimizing sequence {y}xen. Nevertheless, the growth
condition (1.3) is still a key ingredient in these considerations.

Our goal is to tailor the Young-measure relaxation to functions satisfying (1.2). In order
to reach this, we allow W to depend on the inverse of its argument, more precisely, we
suppose that W is continuous on invertible matrices and that there exist positive constants
¢, ¢ > 0 such that

(=14 AP +1A7HP) < W(A) <1+ AP + |A71P). (1.5)

Notice that (1.5) implies (1.2) and that W has polynomial growth in |A| and |A~!| at
infinity. In the context of non-linear elasticity, A plays the role of a deformation gradient
measuring deformation strain and A~ is just another strain measure. We refer, for example
e.g. to [15,16] for the so-called Seth—Hill family of strain measures or to [17] where the
physical meaning of the Piola tensor and of the Finger tensor depending on A=A~ T and
on A~ T A™!, respectively, is discussed in great detail.

To justify (1.5), we notice that if y : Q@ — R”" is a deformation of the reference
domain Q@ C R” and y~!' : y() — Q is its differentiable inverse then, for x €
(Vy(x))_l = Vy_l(z), z = y(x). Hence, if we exchange the role of the reference
and deformed configurations, our model requires the same integrability for the original
deformation gradient as well as for the deformation gradient of the inverse deformation.
Also, if we consider n = 3, p > 2, g > 1 satisfying r := pqg/(p +2qg) > 1, and a
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polyconvex stored energy density of the form

|F|P +1/(det F)? ifdet F > 0

W(F) = )
+o00 otherwise
then we see that every minimizing sequence {yi}ren C WLP(Q: R") of J from (1.1) is
such that {||(V yk)_1 | 7 (@:Rnxn) }keN 18 bounded by a constant independent of k € N. Hence,
boundedness of the sequences of “inverted gradients” {(Vyk)_l}keN in some Lebesgue
space may appear as a necessary condition on minimizing sequences in non-linear elasticity.
On the other hand, if W satisfies (1.5) then {1/det Vyi}xen is bounded in L7 (€2) for any
minimizing sequence {yi}xen of J.

This all motivates the idea to perform relaxation in terms of gradient Young measures
generated by gradients of functions {yi}reny € WP (Q; R") such that {(Vyr) ™ ren C
LP(€2; R"*") is bounded, too. In order to do so, an explicit characterization of this specific
set of measures is essential. In this work, however, we concentrate merely on parameterized
measures generated by gradients of Lipschitz maps. Therefore, these results should be
understood as a first step in the analysis of more realistic hyperelastic models where p is
finite.

In particular, we completely and explicitly describe Young measures generated by
gradients of functions {yi}ren € WH®(Q; R?) with {(Vyr) ™ ren € L®(2; R ") also
bounded. The main characterization is exposed in Theorem 2.5 following the work [18],
only additional constraints on the support of the measure and a restricted set of test functions
for the Jensen inequality needs to be introduced for which the envelope from (1.10) does
not need to be quasiconvex anymore.

Moreover, we also characterize Young measures generated by matrix-valued mappings
{(Yilken C LP(2; R™™) with {Yk_l}keN C LP(Q2; R*™™") bounded. Namely, we show
that, in this case, the Young measures are necessarily supported on invertible matrices and
satisfy a certain integral condition, cf. (2.1), Theorem 2.2 and Proposition 2.4. Contrary
to the general theory of Young measures generated by L”-maps [7,19], where only the
behaviour of test functions at infinity is important, Young measures supported on invertible
matrices are also sensitive to the asymptotics of test functions as the argument approaches
a singular matrix. The constraint det Y3 > 0 almost everywhere in €2 can be incorporated,
too.

Let us mention that while the matrix case is an extension of the results due to Freddi and
Paroni [20] who considered a related case for vector-valued maps, the results concerning the
curl constraint are the main novelty of the paper. We refer also to [21] for another refinement
of Young measures involving discontinuous integrands.

The plan of the paper is as follows. After introducing Young measures we state our
main results — Theorems 2.1, 2.2 and 2.5 in Section 2. The proofs of our statements are
left, however, to Section 3 for the L”-case and Section 4 for the W!-*°-case. In particular,
Propositions 3.1 and 3.2 are of special interest as they form an L°°-version of our main
Theorems 2.1 and 2.2.

1.1. Notation

Throughout the paper, we use standard notation for Lebesgue L”, Sobolev W7 spaces
and the space C(S) of continuous functions on § C R”. If not said otherwise, 2 C R" is a
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bounded domain with Lipschitz boundary. For p > 0, we define the following subspace of
C(R"™™):

Cp(R"™") := {veC(R"X"); lim M:O}.

Is|—>o0 |s|P

R{" shall denote the set of invertible matrices in R"*" and R{ " denotes the set of
matrices in R”*”" with positive determinant. Further, we define the following subsets of the
set of invertible matrices:

R :={A e R max(|A, [A7']) < o). (1.6)

mv °’

Ry :={A € Ry™"; det A > 0} (1.7)

for 0 < ¢ < oo, while RYT] := R T". Note that both R)*" and Rp1" are compact for
every 1 < o < oo and empty forpo < 1.

When analysing the W12 _case, we shall need, for o € [1; +o0], the following set

Oo) = {v: R"™ — RU {+o0}; v e C(RY"), v(s) = +ooif s € R™"\ Rp™"}.

(1.8)
In the LP-case, we will work with the following subspace of C (R} *")
: v(s)
Cp.—p(RIM") 1= {v e C(RYM; lim _— =0} 1.9
po=pBiny) Rin™) Is|+]s—1|—o0 |S]7 + |s~1|P (19)

and CP~P(R:*") is defined as

CPPRE") = {f € CRIX™; [f()] < C(L+ s +1s7"1P) Vs € RX");

mv mv mv

here and in the sequel |A]| is the spectral norm of the matrix A, i.e. the largest singular value
of A (the largest eigenvalue of v AAT).
Ifv:R"™" — R U {400} is bounded from below and Borel measurable we define

Z%v(A) = inf |Q|_1/U(V<p(x))dx, (1.10)
QeW (RN Q

where W, (Q; R") := (¢ € Who(Q; R?); ¥ (x) = Ax for x € 9Q).

It is well known that the right-hand side of (1.10) is the same if we replace €2 by any
other bounded Lipschitz domain in R”".

Note that v is quasiconvex if v = Z%v. The quasiconvex envelope of v, Qv is defined
as:

Qu(A) :=sup{g(A); g : R"™" — RU {+00}; g < v, gisquasiconvex}.

We say that {u }reny C LY Q) is equi-integrable if we can extract a subsequence weakly

convergingin L' (Q). We refer, e.g. to [11,22] for details about equi-integrability and relative

weak compactness in L!($2). Finally, C denotes a generic positive constant which may
change from place to place.

1.2. Young measures

Young measures on a bounded domain @ C R" are weakly* measurable mappings
X = vy Q — rca(R"™") with values in probability measures; and the adjective
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“weakly* measurable” means that, for any v € Co(R"*"), the mapping 2 — R : x
(ve, V) = fR"X" v(s)vy(ds) is measurable in the usual sense. Let us remind that, by
the Riesz theorem, rca(R"*"), normed by the total variation, is a Banach space which
is isometrically isomorphic with Co(R"*"*)*, where Co(R"*") stands for the space of
all continuous functions R**" — R vanishing at infinity. Let us denote the set of all
Young measures by )(€2; R*>*™). It is known that Y (€2; R"*") is a convex subset of
L3P (€2; rea(R™)) = LY(Q; Co(R™ ™))*, where the subscript “w” indicates the aforemen-
tioned property of weak* measurability. Let § C R"*" be a compact set. A classical result
[12,23] is that for every sequence {Y}xen bounded in L°°(£2; R"*") such that Y (x) € S,
there exists a subsequence (denoted by the same indices for notational simplicity) and a
Young measure v = {vy},eq € YV (2; R**") satisfying

nxn

Yv e C(S) : klim v(Yyp) = / v(s)v, (ds) weakly* in L>°(Q). (1.11)

Moreover, vy is supported on S for almost all x € €2. On the other hand, if © = {uy}req,
Wy 1s supported on S for almost all x € €2 and x — p, is weakly* measurable, then there
exists a sequence {Z;}ren C L(2; R"™"), Zi(x) € S and (1.11) holds with u and Z;
instead of v and Yy, respectively.

Let us denote by Y°°(2; R"*") the set of all Young measures that are created in
this way, i.e. by taking all bounded sequences in L°°(£2; R"*"). Moreover, we denote by
GY™>°(2; R™™ M) the subset of Y*°(£2; R"*") consisting of measures generated by gradients
of {yilreny € WH2(Q; R"),i.e. Y := Vy in (1.11). It is due to Kinderlehrer and Pedregal
[18] that v € Y°(2; R™") is in GY*°(2; R"*™") if and only if

(1) there exists z € W°(Q; R") such that Vz(x) = fR”X" Avy(dA) forae. x € ,
2) ¥ (Vz(x)) < fRnxn Y (A)v,(dA) for a.e. x € Q and for all ¥ quasiconvex, contin-
uous and bounded from below,

(3) supp vy C K for some compact set K C R"*" for a.e. x € Q.

A generalization of the L°-result (1.11) was formulated by Schonbek [19] (cf. also
[10]): if 1 < p < +oo then for every sequence {Yj}ren bounded in L7 (€2; R"*™) there

exists a subsequence (denoted by the same indices) and a Young measure v = {vy}ycq €
Y(2; R**") such that

Yv e Cp(R"™ ") : klim v(Yr) = / v(s)vy (ds) weakly in L1 () . (1.12)

nxn

We say that {Y; }rcn generates v if (1.12) holds. Let us denote by 7 (2; R"*") the set of all
Young measures that are obtained through the latter procedure, i.e. by taking all bounded
sequences in L? (€2; R™*™). It was shown in [24] that if v € Y (2; R"*") satisfies the bound

ff Is|Pvy(ds) dx < +o00 (1.13)
Q nxn

then v € VP (Q2; R"*™M).

2. Main results

Let us, at this point, summarize the main results of the paper.
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2.1. LP-case
We define the following subsets of V7 (£2; R"*"):

Y@ R = [v e Y@ RO, f / (Us1P + 15~ 17)ve (ds) dx < +o0,
o Jr

bR =1 foraa. x € 2, @.1)
YUTPQ RV = {v € YPTP(Q R, veREX") = 1foraa. x e Q). (22)

Our results concerning the L?-case are then summarized in the following theorems.

THEOREM 2.1 Let +00 > p > 1, let @ C R" be open and bounded, and let {Yi}ien,
{Yk_l}keN C LP(Q2; R™™) be bounded. Then there is a subsequence of {Yi}ren (not
relabelled) and v € YP ~P(Q; R**™") such that for every g € L°°(Q) and every v €
Cp,—pRI<") it holds that

lim / v(Yk(x))g(x)dx:// v(s)vy(ds)g(x)dx, (2.3)
k=00 Jg o Jry

Conversely, if v € YP~P(Q; R"™") then there is a bounded sequence {Yi}ren C LP(S2;
R™ ™) such that {Yk_l}keN C LP(2; R*™™) is also bounded and (2.3) holds for all g and
v defined above.

THEOREM 2.2 Let +00 > p > 1, let @ C R" be open and bounded, and let {Yi}ien,
{Yk_l}keN C LP(2; R"™™) be bounded and for every k € N det Yy > 0 almost everywhere
in Q2. Then there is a subsequence of {Yi}ren (not relabelled) and v € yﬁ"”(sz; R2X)
such that for every g € L*(Q) and every v € Cp _,(RI*") (2.3) holds.

Conversely, if v € yﬁ"”(sz; R"*™) then there is a bounded sequence {Yi}reny C
LP(2; R"™™) such that {Yk_l}keN C LP(2;R™") is also bounded, for every k € N

det Yx > 0 almost everywhere in 2, and (2.3) holds for all g and v defined above.

Remark 2.3 We could also define the sets

yp,f()(Q, RI’!XH) = {U e yp(Q’ Rnxn), / / (|s|p —+ f(s_l))])x(dS) dx < 400 P
Q IR

mv

v ((RP"y =1 fora.a. x € SZ}
(2.4)

VLIO@ R = (e @ [ [ (51 46T d < boo,
Q Jryx

mnv-+

v (RP"Y =1 fora.a. x € Q}

inv+

(2.5)

with f(-) > |det (-)|? for some g > 0. Obvious modifications of the proofs below give
that v is in Y7/ O(Q; R”X”)(yf’f(')(ﬂ; R™*™)) if and only if it can be generated by a
sequence of invertible matrices with inverses {Yk_l} bounded in L9(£2; R"*") (and

det Yix(x) > Oforall k € N and a.a. x € €2). Defining tehese sets allows us to relax even a

larger class of functions than C), _, (R ™).
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The next result shows that the weak limit of a sequence of gradients with positive
determinant inherits this property if we control the behaviour of the inverse.

ProposITION 2.4 Let p > n. If yy — vy in WHP(Q; R?) is such that det Vy, > 0 a.e. in
Qforallk € Nand {(Vyr) ™ ren € LP(2; R"™™) is bounded then det Vy > 0 a.e. in Q.
Moreover, every Young measure generated by a subsequence of {V y}ren is supported on
Rn Xn

nv+-

2.2. Wh®_cqge

We now turn to a characterization of gradient Young measures supported on invertible
matrices. We shall see that the characterization is similar to the one obtained by Kinderlehrer
and Pedregal for gradient Young measures [18,25], however, the set of test functions for the
Jensen inequality is restricted to O(p) from (1.8), itis not known if Z*v is still quasiconvex
in this case.

Let us define the following sets of Young measures generated by bounded and invertible
gradients of W1°°(Q; R") maps:

G R = {0 € YRR RM: Fykhen € WU R,
fora.a. x € Q{Vyr(x)}ren C RZX” and {V yx }ren generates v} (2.6)
and GY T T (Q RN 1= U yng GV, T (2 RPN,

THEOREM 2.5 Letv € YX(Q; R™"M). Then v € GY T 7°(Q; R"™") if and only if the
following three conditions hold:

supp vy C Rgxnfor a.a. x €  and some o > 1, (2.7)

Jue WHR(Q: RY) : Vu(x) =/ sy (ds), (2.8)

inv

fora.a. x € 2, all ¢ € (g; +00], and all v € O(p) the following inequality is valid

Z%%v(Vu(x)) < / v(s)vy(ds). (2.9)

R{’lXI

mv

Remark 2.6 1t will follow from the proof of Theorem 2.5 that if |[Vu(x)| < 0 — € for some
€ < o and almost all x € 2 then we can take 0 > o in (2.9). Otherwise o > o seems to be
necessary, similarly as in [18].

If there is a convex compact K C RZX” such that supp v, C K for almostall x € 2 in
Theorem 2.5 then it is sufficient to consider (2.9) only for all v : R"*" — R quasiconvex
and bounded from below; cf. [26, Cor. 3]. In particular, either K C RZ:E" ordetA < 0
for all A € K. Assume that K C RZI", i.e. det A > O for all A € K. Following [26,
Cor. 3] we find a sequence {ui}ren C W12 (Q; R") such that {Vug}ren generates v
and ||dist(Vug, K)||po — 0 as k — oo. Hence, det Vu; > 0 for almost all x € Q if
k > ko € N is large enough. This observation can be used in approximating minimizers of
Vi J(v) = fQ fRf‘nﬁ W(A)vy(dA) dx.
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3. Proofs in the LP-case

This section is devoted to prove Theorems 2.1 and 2.2 when proving the necessity part
of Theorem 2.1 by a combination of Propositions 3.3 and 3.5; the sufficiency part heavily
relies on Proposition 3.6.

ProrosiTion 3.1 Let v € Y(2; R*™™™") and suppose that there is 0 > 0 such that for
almost all x € Q supp v, C RSX”. Then there exists {Yi}ren C L°(2; R™*™) such that
{Yr(xX)}ken C RZX” for almost all x € Q2 and {Yy }ren generates v. The same result holds
if we replace R)*" with Rp:".

Proof  This is a classical result mentioned in (1.11). See e.g. [12, Th. 1] for details. [J

ProposiTioN 3.2 Let o > 0 and let {Yi}ren C L°°(2; R™), {YVilken C RZX” for

almost all x € Q and all k € N. If {Yi }ren generates v € Y°(Q2; R"™") and if{Yk_l}keN
generates . € Y°°(2; R then for almost all x € Q2 and every continuous f : RZX" —
R it holds

/ J($)px(ds) = / S Hve(ds). (3.1)
RZX}’I szn

Moreover, supp vy C Rp™" for almost all x € 2. The same result holds for Rgi" instead

of Rp™".

Proof  First of all, recall that [27,28] for almost all x € 2 v, is supported on the set
N2 {Yk(x); k > 1},i.e. vy is supported on RSX”. Further, notice that {Yk_1 (X)}ken C RZX”
foraa.x € Q. If f : RZX” — IR is continuous, so is F : Rgx” — R, F(s) := f(s_l).
Then we have for any g € LY(Q)

lim f FO g dx = f / F($)px(ds)g(x) dx.
k—o00 Jq Q Rgxn
At the same time,

lim / F(Yk(x))g(x)dxz// F(s)vy(ds)g(x)dx
k— 00 Q Q an
= / fs™Hu(ds)g(x) do.
Q RZX"

Note that the above procedure stays valid for R, instead of R)*". 0

ProrosiTioNn 3.3  Let {Yi}ren C LP(2; R™™) generate v € YP(Q2; R"™™) and let
fQ |det Yk_1 |dx < C for some C > 0 and some g > 0. Then

Ve (RVP\ R =0 for almost all x € Q. (3.2)

mv

Moreover, if det Yy > 0 a.e. in  then v, (R"" \ R ) = 0.

inv4+/ T
Proof  Define v : R**" — [0; 400]

-1 . X
o(¥) = [det Y~='|9 ifY € R?nvn,
+00 otherwise.
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Then v is lower semicontinuous and by a fundamental result on Young measures (see e.g.
[11, Th. 8.61]) we have that

/ f v(s)ve(ds)dx < liminf/ v(Yr(x))dx = liminf/ |det Yk_1|q dx < C,
Q JRnxn k—oo Jo k—oo Jo

which means that v, (R"*" \ RZ*") = 0 for almost all x € Q. To prove the second claim,

we argue the same way with a re-defined function v : R"*" — [0; +00]

|det Y~1|9 ifdetY > 0,
v(Y) =

+o00 otherwise.
U
LEmMa 3.4 Letv € YV P(QRVM), u € YP7P(Q;RVM). Let f € CP7P(RI™).
Let also,
f / JO(s)py(ds) dx =/ f £ Ny (ds)dx (3.3)
o Jry o Jry
forall f€ € {h € Co(R"™"); supph C R™"}, for any ¢ > 0. Then
| [ romanar= [ | pe s (34
QIR Q JR
Proof  The proof is a simple application of suitable cut-off functions and of Lebesgue’s
dominated convergence theorem. 0

ProrosiTioNn 3.5 Let p € [1,00) and {Yi}reny C LP(2; R™*M), {Yk_l}keN C LP(;
R™™) be bounded. Then there is a (not relabelled) subsequence of {Y;}ren generating a
Young measure v € YP 7P (Q; R"™M),

Moreover, if we denoted  the Young measure generated by (a further subsequence of)
{Yk_1 Jxen then (3.4) holds for all f € CP-—P(R!'*™).

mv

Proof 1Tt follows from (1.12) that a (not relabelled) subsequence of {Y;}recn generates
a Young measure v € YP(Q;R"™ ") and {Yk_l}keN generates a Young measure @ €
VP (2 R™M). As [, |det (Y, 1)[P/"dx < C [, ¥, '|Pdx < 400, we know from Proposi-
tion 3.3 that vy and w, are both supported on R;’nf," for almost all x € Q. We have for all
g € L°°(2) and all v € Co(R**")

lim v(Yk_l(x))g(x)dxzf/ v(s_l)vx(ds)g(x)dx,
k—o00 Jq Q R?n);n

lim / v(Yk_l(x))g(x)dx:// v(s)uy(ds)g(x)dx.
k=00 2 Q Rinn>\</n

This means that for all g € L°°(Q2) and all v € Co(R"*")

// v(s_l)vx(dS)g(X)dX=f/ v(s) e (ds)g(x) dx; (3.5)
Q ?H>\</” Q R?ﬂf’”

in particular, the equality holds for all v supported on R;*".
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It remains only to prove that [, Jpnxn (Is1P + Is~1P)vy (ds)dx is bounded. This can be shown
by an application of [11, Th. 8.61], siE{ilarly as in the proof of Proposition 3.3, when setting

s~! = 400 in singular matrices. Note that, since v, is supported on invertible matrices,
this extension will not play a role.
Therefore, by Lemma 3.4, (3.4) holds for all f € CP-~P(RI*"). ]

ProprosiTiON 3.6 Letv € YP~P(Q; R"™"). Then there is a generating sequence {Yi }xeN
C LP (S R™M) such that {Y; ' ren C LP (2 R"™ ") is bounded. Moreover, {|Y; ' |P}xen
as well as {| Y|P }ren are equi-integrable.

Proof Notice that inevitably supp v, C R'*" for a.a. x € Q (cf. (2.1)). Therefore,

mv

we define smooth cut-off functions ®, which are 1 on RZX" and 0 on Rf‘nin \ Rgﬁ‘, note

that ®, can be found as follows: construct ©®, a smooth function which is 1 inside the
ball B(0, 0) € R™ " and equals 0 on R**"* \ B(O, o + 1). Now, we may set ®,(s) :=
O, (5)®, (s~1). Then, we define

vy = Dyuy + (/ (1= ®y(s)) vx(ds)> 81, (3.6)
]Rnxn

inv
where §; denotes the Dirac measure supported at the identity matrix. It is a simple obser-

vation that {1V} eq =: v € V(Q; R"*") such that supp ve Rgfl’ fora.e. x € Q.
Due to Propositions 3.1 and 3.2, there exists {Ykg}keN C R”j:'f with {(Yk Nreny C

RZi? for a.e. x € Q2 generating v€ and @, respectively, that satisfy for all v € Co(R"**")

/ v(s~Hl(ds) = /R v(s)us (ds). (3.7)

inv inv
Now, for any g € L°°(£2) we can write

lim g(x)/ v(s)v? (ds)dx

0—> 00

0—> 00 Q

= lim /g(x)/ v(s) Dy (s)vy(ds)dx
R

+ lim v(I)/ g(x)/ (I = @y (s))vy(ds)dx.
Q—)OO Q R(lxn

As v®, converges strongly in the Cp-norm to v and fRnxn(l D, (s))vy(ds) converges
to 0 for a.e. x € €, thanks to Lebesgue’s dominated convergence theorem, we are in the
situation that
lim lim v(Y) = / v(s)vy (ds) weakly in L' ().
@0 k=00 RE"
Further, we verify that {Ykg}keN as well as {(Ykg)_l}keN are bounded in L7 (2; R"*")
independently of o. Indeed, for every o > 1 fixed we have that,

lim f |Y,§|de=// Is|? V9 (ds) dx
k— 00 Q nxn

/ / Is|Pvy(ds) dx < f / [s|” ve(ds)dx < C; (3.8)
B(0,0+1) nxn

inv



Downloaded by [Czech Academy of Sciences] at 02:38 05 March 2014

Applicable Analysis 115

an analogous calculation could be carried out for {(Y kg )y Dien.

Applying the diagonalization argument (as L'(Q; Co(R"*")) is separable) we get a
sequence {Yi }ren C LP(2; R™*™) generating v that is, thanks to (3.8), also equi-integrable;
the same holds for the inverse.

Moreover, if we defined p as the weak™ limit of u,, then © would be generated by
{Yk_l}keN C LP(2; R™™") as, due to its definition,

lim lim u((Y,f)—l):/ v(s) iy (ds) weakly in L1(€) .
0—> 0 k—00 Rnnin

Also, by applying o — oo in (3.7), it holds that

/ v(s e (ds) = / v(s)uy(ds), (3.9)
Ry Riy"
for all v € Co(R"*") and hence, by Lemma 3.4, also for all v € C?>~P (R "), ]

Proof of Theorem 2.1.  The necessity part follows from Propositions 3.3 and 3.5 while
the sufficiency part follows from Proposition 3.6.

It thus remains to prove relation (2.3), which can be proven analogously to [11, Th. 8.6];
however, we need to show that if f(x,s) = g(x)v(s) for some g € L®(Q) and v €
Cp,—pRI ") then { f (x, Yi(x))}ren is equi-integrable. To see this, we use [30, Lemma 6.1]
zndihow only thatforevery ¢ > Othereexists K > 0 such that f{xeg; (Y ) [=K) [v(Yr(x))]

x <e.

Notice that there exists C > 0 such that vy(s) := |[v(s)|/(|s|? + |s~1|?) < C for every

s € RI". Moreover, limyg pyjs—11p— 00 V0(s) = 0. Let (||Yk||€p + ||Yk_1 ||€p) < M and take

e > 0and K > 0 large enough so that |vg(s)| < /M if |s|” + |s~'|? > K/C. Then for
all k

V() dx < / (Y ()] dx

ﬁxGQ; lv(Yk (x))[=K} {xeQs [Ye)IPH X ()~ P=K/C}

<

/ 1 oo (ViGN (1Yi ()P + 1Y, (0)]7)dx
e (0P +HY (0)P=K/C)

= 8/M‘?/ V()P + 1Y, (x)|Pdx < e.
Q

U
Proof of Theorem 2.2. It is analogous to the proof of Theorem 2.1. Notice that v
is supported on matrices with positive determinant due to Proposition 3.3. The converse
implication follows from Proposition 3.1. U

Proof of Proposition 2.4. By the Mazur lemma det Vy > 0. Suppose, by contradiction,
there existed a set  C €2 of non-zero Lebesgue measure such that det Vy = 0 on w. We
have by the sequential weak continuity of y — det Vy from WLP(Q: R") to LP/™ () [2]
that

/ |det Vyg(x)|dx = / det Vyx(x)dx — O as k — oo,
w w



Downloaded by [Czech Academy of Sciences] at 02:38 05 March 2014

116 B. Benesovd et al.

so, it holds for a subsequence (not relabelled) that 0 < det Vy, — 0 a.e. in . By the Fatou
lemma, we have

d d

/ liminf —— < liminf/ - Climinf/ (Vye ()~ " d,
w k—oo det Vyg(x) k—oo J, det Vyi(x) k—oo J,

however, the left-hand side tends to +00. This contradicts the boundedness of {(V yk)_1 teeN

in LP(Q2; R"™™") because p > n and Q2 is bounded. Hence, det Vy > 0 a.e. in Q2. The

assertion about the support follows from Proposition 3.3. U

4. Proofs in the W1 _case

We shall heavily rely on the following convex integration result which can be found in
[29, p. 199 and Remark 2.4]; recall that O (n) will standardly denote the set of orthogonal
matrices in R?*", i.e. O(n) := {A € R™"; ATA = AAT =1I).

LemMMa 4.1 Let w C R" be open and Lipschitz. Let ¢ € W1 (w: R") be such that there
is® > 0,s0that0 < |[Vg| < 1—10 a.e. inw. Then there exist mappings u € W (w; R")
forwhichVu € O(n)a.e.inwandu = ¢ on dw. Moreover, the set of such mappings is dense
(in the L°°-norm) in the set {y ==z + ¢; z € WOI’OO(a); R"), |VY| <1 =19 ae. in w}.

Before proving Theorem 2.5, let us elaborate more on the connection of the envelope
Z*°v from (1.10) and the standard quasi-convex envelope. If v € O(p) with o < oo it is
not clear whether Z*v is quasiconvex. However, this holds in the case when p = 400 as
the following proposition shows.

ProrosiTioN 4.2 Letv: R"™" — R U {400} be in O(400). Then Z*°v = Qv.

Proof  Letus establish that Z*®v(A) < +ooforall A € R"*". Thisis clearif A € R!'*"

nv °

otherwise we use Lemma 4.1 to construct ¢ € WILI"OO(Q; R™) and Vi € (JA] +€)O(n)
for some ¢ > 0. Thus, |R2|Z®v(A) < fQ v(VY(A))dx < 4o0.

Due to the finiteness of Z°°v, we know by [31, Thm. 2.4] that Z*°v = Quv, i.e. Z®v is
quasiconvex and continuous. 0

4.1. Proof of Theorem 2.5 — necessity
Conditions (2.7) and (2.8) are standard we only need to prove (2.9).

ProrosiTioN 4.3 Let F € RV up(x) := Fxifx € Q, y A up in Wh(Q:; R") and
let for some o > 0 Vyi(x) € R} " for all k > 0 and almost all x € Q. Then for every
e > Othere is {urlreny C WH(Q; R") such that Vug(x) € Ry forall k > 0 and almost

all x € Q, uy —ur € WOI’OO(Q; R™) and |Vyy — Vuy| — 0 in measure. In particular,
{Vyilren and {Vuy}ren generate the same Young measure.

Proof  Define for £ > 0, sufficiently large, 2, := {x € Q; dist(x, 0R2) > 1/€}sen and
smooth cut-off functions ny : Q2 — [0, 1]

1 if x e Qy

=00 ifx e 90



Downloaded by [Czech Academy of Sciences] at 02:38 05 March 2014

Applicable Analysis 117

such that |Vny| < C¢ for some C > 0. Set zx¢ := neyr + (1 — ng)ur. Then zz, €
Whoo(Q: R?) and 7 = vi in ¢ and zxy = up on 2. We see that Vzig = neVyr + (1 —
ne)F+ (yx —ur) ® V. Hence, in view of the facts that | F/| < liminfz_  [|[Vykllze < &
and that y; — wup uniformly in ©, we can extract for every ¢ > 0 a (not relabelled)
subsequence k = k(£) such that

€
Vzk@yellLe < a+ 7
Consequently, {zx(¢)¢}een 18 uniformly bounded in W20 (Q; R"). Moreover,

< Wawdlee &
o+e - 2(x +¢)

Vzkwye(x)
a—+¢

Let us denote wy := 2\ Q¢, then wi )¢ := k)¢ w, /(@ +¢€) is such that [Vwg )| < 1 -0
for ¢ := ¢/2(a + ¢). We use Lemma 4.1 for w := wy and ¢ := wy )¢ to obtain ¢y )¢ €
W]’Oo(a)g; R™) such that Pk(t)e = Wi(p)¢ ON dwy and V¢k(€)£ € O(n). Define

Vk if x € Q
u =
kOt (o + €)breye if x € Q\ Q.

Notice that {uy)eeen C W1(Q: R") and that urye(x) = Fx for x € 9. Further,
Vugwe(x) € RyY.. Moreover, the Lebesgue measure of {x € Q; Vug)e(x) # Vyr(x)}
vanishes if &k — oo and £ — oo sufficiently fast, therefore both sequences generate the

same Young measure by [30, Lemma 8.3]. L]

Remark 4.4

(i) It follows from the above proof that if | F| < « then we can take & = 0 in Proposition 4.3.
(i) If {u}xen defined in the proof of Proposition 4.3 are homeomorphic and n = 2 then
either det Vuy > 0 or det Vuy < 0 in €2 for all k. The reason is that homeomorphisms in
two dimensions are either orientation preserving or reversing.

LEmma 4.5 Letv € ngoo’_oo(Q; R™™), Then pu := {vg}xeq € ngoo’_oo(ﬂ; R™*m)
fora.e. a e Q.

Proof  Note that the construction in the proof of [30, Th. 7.2] does not affect invertibility.
0

PROPOSITION 4.6 Letv € GY 1T ~(Q; RV, suppv C RZX" be such that for almost
allx € Q Vy(x) = ngxn svy(ds), where y € Whoo(Q: RM). Then for all o € (o; +00],
almost all x € Q2 and all v € O(0) we have

/ v(s)vy(ds) = Z¥v(Vy(x)). 4.1)
RE

Proof ~ We know from Lemma 4.5 that = {va}req € GV (R R"") for ae.
a € 2, so there exits its generating sequence {Vuy }ren such that {u }reny C whoo(Q; R

and for almost all x € Q and all k € N Vu(x) € RZX”. Moreover, {uy}ren weakly™
converges to the map x — (Vy(a))x.
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Using Proposition 4.3, we can, without loss of generality, suppose that Vuy € Rg *" for
all k € Nand ur(x) = Vy(a)x if x € 0Q2. Therefore, we have

|Q|f v(s)v,(ds) = klim / v(Vur(x))dx > |Q|Z%v(Vy(a)).
R ~o Jo

4.2. Proof of Theorem 2.5 — sufficiency
We need to show that conditions (2.7),(2.8), and (2.9) are also sufficient for v € rca(R?ﬂf/")
to be in GY T~ (Q; R™¥™). Put

US = {y e Wy™ (2 R"); Vy € R (4.2)
Consider for A € R"*" the set

MC = {8vy; y eUS), (4.3)

where 8y, € rca(R"*") is defined as (Svy, v) := |2|™! [ v(Vy(x)) dx; M will denote
its weak™ closure.
We have the following lemma:

LEmma 4.7 Let A € R™" [fo > |A| then the set ./\/li is nonempty and convex.

Proof  First we show that ./\/li is non-empty. This is clear when A is invertible. Otherwise,
note that |A|/o = 1 — (0 — |Al])/e- Thus, we can apply Lemma 4.1 with ¢(x) := Ax/o,
x € Qand ¥ := (0 — |A])/oto getu € WLo0(Q; R") such that Vu € O(n) a.e. in 2 and
u(x) = Ax/o if x € 9Q. Therefore, y := ou € Z/If‘. Consequently, Mi # 0.

The rest of proof is analogous to the proof of [30, Lemma 8.5]. We take yi, y» € Z/{ﬁ
and, for a given A € (0, 1), we find a subset D C €2 such that |D| = 1|€2|. There are two
countable families of subsets of D and 2 \ D of the form

{ai +€ X2, a; € D, ¢ >0, a; +€¢,Q2 C D}

and
{bi +€; b € 2\ D, pi >0, b + p;2 C Q\ D}

such that
D = U;(a; +€;2) U Ny, Q\ D =U;b; + p;i2) U Ny,

where the Lebesgue measure of No and N is zero. We define

€i V1 (x—al-) + Aa; ifx € a; + €,

€i

y(x) = PiV2 (x;ib,-) + Ab; ifx € b; + p;2,

Ax otherwise,

yielding
Vi (ﬂ ifx € a + ¢,
Vyx) = Vi (x_.b" if x € bj + p;i 2,

A otherwise.
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In particular, y € L{i and H = Advy, + (1 — A)vy,. O

The following homogenization lemma can be proved the same way as [30, Th. 7.1].

LEmma 4.8 Let{ug}reny C W}"oo(SZ; R"™) be a bounded sequence such that {Vuy}cn are
invertible and {(Vur) Yreny C L®(2; R™™) bounded. Let v € GY 1T =2°(Q; R ™) be
generated by {Vuy}ren. Then there is a bounded sequence {wy }ren C W/ll’oo(Q; R™) with
{(Vwiken invertible and {(Vwi) Yren C© L®(Q; R bounded such that {Vwg}ren
generates v € GY T~ (Q: R™™") defined through

/ v(s)V,(ds) = Lf / v(s)vy(ds) dx, 4.4)
Rnxn |S2| Q nxn

for any v € Co(R™™) and almost all x € .

ProrosiTioN 4.9 Let ju be a probability measure supported on a compact set K C R},*"
for some a > 1 and let A := fK su(ds). Let o > a and let

Z%v(A) < / v(s)u(ds), (4.5)
K

for all v € O(p). Then € GYT°~°(Q; R ") and it is generated by gradients of

mappings from Mﬁ.

Proof  The proof standardly uses the Hahn—Banach theorem and Lemma 4.8 and it is
similar to [30, Proposition 8.17]. First, notice that |A| < o« < ¢ < 400. Then, since /\/lf\ is
non-empty and convex due to Lemma 4.7, we can, by the Hahn—Banach theorem, assume
that there is v € C(RSX") such that

0<(v,v) =/ v(s)v(ds) = IQI_I/ 0(Vy(x)) dx,
Ry Q

forallv € ./\/li, and hence all y € U8, and 0 > (D, D) if D € rca(R™*™) \Mi.
Now, the function

— {ﬁ(F) if F e R,
+oo else,

is in O(p). Notice that it follows from (4.5) that Z*°v(A) is finite. Thus, Z®v(A) =
infuﬁ |S2|_1 fQ v(Vy(x))dx and hence Z*v(A) > 0 and, by (4.5), 0 < ngxn v(s)u(ds).

Thus, u € ./\/li .As C(R;™") is separable, the weak™ topology on bounded sets inrca (R, ")

is metrizable. Hence, there is a sequence {u }reny C Z/{i such thatforallv € C (RSX") (and
all v € O(p))

k— o0

lim v(Vug(x))dx = |S2|/ v(s)u(ds),
Q Ry

and {uy }xen is bounded in W1-%°(Q; R"*") due to the Poincaré inequality. As ug (x) = Ax
for x € 92 we use the homogenization procedure from Lemma 4.8 to show that y is the
homogeneous Young measure generated by {Vuy }ren- L]

We will need the following auxiliary result.
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LEmma 4.10 (see [18, Lemma 6.1]) Let 2 C R”" be an open domain with 02| = 0
and let N C 2 be of the zero Lebesgue measure. For riy : Q@ \ N — (0,400) and
{fjljen C LY(Q) there exists a set of points {ajr}ien C 2\ N and positive numbers
{€ir)ien, €ix < ri(aix) such that {ajx + €ixQ)ien are pairwise disjoint for each k € N,
Q = Ui{air + €ix 2} U Ny with |N¢| =0 and for any j € N

Jim Zf,-(a,-k)|e,-ksz| = /Q fi(x)dx.

Proof of Theorem 2.5 — sufficiency. ~ Some parts of the proof follow [18, Proof of Th. 6.1].
We are looking for a sequence {ug}ren C Whoo(Q; R") with {Vug)rey invertible and
{(Vur) Nren C L®(Q; R™ ™) satisfying

lim v(Vurp(x))gx)dx = / / v(s)vye(ds)g(x)dx
k—o00 Jo Q nxn
forall g € I" and any v € §, where I and S are countable dense subsets of C () and
Co(R™"™), respectively.

First of all notice that, as u € W1*°(Q:; R") from (2.8) is differentiable in  outside a
set of measure zero called N, we may find for everya € Q\ N andevery k > Oarg(a) > 0
such that for any 0 < € < r¢(a) we have

1 1
Elu(a +€y) —u(a) — eVu(a)y| < c (4.6)

Furthermore, as g is continuous, we choose r¢(a) > 0 smaller if necessary to assure that
for any 0 < € < ri(a)

! 47
<k. 4.7)

/ g(x)dx — g(a)e
a+e2

From Lemma 4.10 we can find a;x € Q \ N, €;x < ri(a;jx) such that for all v € S and all
gel

Jim D Vi@ng @)l = /Q V(x)go) dx, (4.8)

where

V(x) = f v(s)vy(ds).
R(ZXH

mv

In view of Lemma 4.9, let us assume that {v,, }xecq € GYTO=X(Q: R ™) is a homoge-
neous gradient Young measure and call {Vu’jk }jen its generating sequence. We know that

we can consider {u;.k}jeN C U@u(a_k) for arbitrary +00 > ¢ > p. Hence

lim U(Vuj-k(x))g(x) dx = V(a,-k)/ g(x)dx 4.9)
Q Q

j—o00

and, in addition, ui.k weakly™ converges to the map x — Vu(a;x)x for j — o0 in

wlee(Q; R).
Let Qp = {x € @; dist(x, 02) > Z_l}. We define a sequence of smooth cut-off

functions {n¢}ren
( ) L O in QZ’
X "=11 onaQ
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such that |Vn| < C¥ for some C > 0. Further, take a sequence {ui}k,geN c Whoo(Q; R?)

defined by
e [u(aik) + €iku;~k (—X;Zik)] (1 — 1y (—X;Zik>)
uk(X) = Fu(x)ne (%) if x € ajp + €12,
u(x) otherwise,
where j = j(i, k, £) will be chosen later. Note that for every k we have u,‘; —u €
Wy (R, R").

We calculate for x € a;; + €12

o (X — ajk X — ajx
Vu,i(x) = Vu’jk (—ekl > (1 — e ( e-kl ))
l 1

X — 4k
+ Vu(x)ny ( )

€ik

1 X — ajk X — dijk
+ — |u(x) —ulair) — €k Vu(air) ® Ve
€ik €ik €ik
n [Vu(aik) (x - a”‘) — ulf (x - a“‘)] ® Vi (x — a”‘) . (4.10)
€ik €ik €ik

Notice that the moduli of all four terms can be made together uniformly bounded by o > o.
Namely, notice that the sum of the first two terms is not greater then ¢ and the other two
terms can be made arbitrarily small if & is sufficiently large compared to £ by exploiting (4.6)
and the strong convergence in L (a;j; + €;x2; R") of uj.k (x) to the map x — Vu(ajx)x
for j — oo.

Take the set (a;x + €ix2) \ (aix + €ixS2¢) and solve the inclusion Vﬁi € O(n) with the
boundary conditions fti = u,‘;/é if x € 0((ajx +&ix2) \ (aix + €ixS2¢)). This inclusion has
a solution due to Lemma 4.1. Set

uf(x) ifx € aix + €,
Ze(x) = ab(x)  ifx € (i + e\ (@i + €ix),
u(x) otherwise.

Observe, that the Lebesgue measure of the set {x € ; V(ui(x) — z,f (x)) # 0} vanishes as
{ — oo. Further, {zi}k,geN c Who(Q; R")is abounded sequence as well as {Vz,f}k_zeN C
L®°(Q; R, ’

Let us fix k, i, £ (with k sufficiently large such that |Vz,€| is uniformly bounded by )
and consider the sets { Ex }ken, Ex C Ex41 such that ' x S = |, Ex . We can eventually
enlarge each j = j(i, k, £) so that additionally for any (g, vg) € Ex

1
< —, 4.11
<37 1D

E?k/ g(air + e y)(Vu'l () dy — V(air) g(x) dx
2 aik+€ixk

We have, by the smallness of |2 \ €2, and boundedness of g and v, that for some C > 0

. C
fg g)v(Vup(x))dx = Y ey fQ g(aik + ey (ViF (y) dy + .
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Consequently, in view of (4.8), (4.7) and (4.11) for all (g,v) € ' x §

£— 00 k—00

lim lim g(x)v(Vuﬁ(x))dxz/f v(s)vy(ds)g(x)dx.
Q Q JR*"

Hence, we can pick a subsequence {Vui © }een generating v. The measure v is also generated
by {Vz,f ( g)} ¢eN because the difference of both sequences vanishes in measure. Finally, we
see from the construction that {zﬁ © }een can be chosen to have the same boundary conditions

as u. [l
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A-quasiconvexity at the boundary and
weak lower semicontinuity of integral
functionals

Abstract: We state necessary and sufficient conditions for weak lower semicon-
tinuity of u — [, h(z,u(z)) dz where |h(z,s)| < C(1 + |s[P) is continuous and
possesses a recession function, and v € LP(2;R™), p > 1, lives in the kernel
of a constant-rank first-order differential operator A which admits an extension
property. In the special case A = curl, the recession function’s quasiconvexity at
the boundary in the sense of J.M. Ball and J. Marsden is known to play a crucial
role. Our newly defined notions of A-quasiconvexity at the boundary, generalize
this. Moreover, we give an equivalent condition for weak lower semicontinuity
of the above functional along sequences weakly converging in LP({2;R™) and
approaching the kernel of A even if A does not have the extension property.

Keywords: A-quasiconvexity, concentrations, oscillations

MSC: 49J45, 35B05

1 Introduction

In this paper, we investigate the influence of concentration effects generated by
sequences {ug} C LP(2;R™), 1 < p < 400, which satisfy a linear differential
constraint Auy, = 0 (A-free sequence), or Auy — 0 in W~5P(Q; RY) (asymptot-
ically A-free sequence), on weak lower semicontinuity of integral functionals in
the form

I(u) :== /h(m,u(:c))dsc . (1.1)

Here A is a first-order linear differential operator. To the best of our knowl-
edge, the first such result was proved in [15] for nonnegative integrands. In
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this case, the crucial necessary and sufficient condition ensuring this property is
the so-called A-quasiconvexity; cf. Definition 2.5 below. However, if we refrain
from considering only nonnegative integrands, this condition is not necessarily
sufficient. A prominent example is A=curl, i.e., when u has a potential. It is
well knovvn that besides (Morrey’s) quasiconvexity weak lower semicontinuity
of I(u) := [ h( )) dx for |h(z,s)| < C(1+ |s|P) (i.e. possibly negative and
noncoerc1ve) also Strongly depends on the behavior of A(-, s) on the boundary of
Q. This was first observed by N. Meyers [24] and then elaborated more explicitly
in [20]. Moreover, it turns out that for the special case where h(x,-) possesses
a recession function the precise condition is the so-called quasiconvexity at the
boundary [3, 22]. Namely, if {ux} C LP(2;R™) is a weakly converging sequence,
concentrations of {|ug|P} C L'(£2;R™) at the boundary of 2 can destroy weak
lower semicontinuity. We refer to [6, 13] for general background and [17, 18]
for a thorough analysis of oscillation and concentration effects in the gradient
(curl-free) case.

The situation is considerably more complicated in case of more general op-
erators A. Some observations can be found in [21], but the focus there is on the
behavior of minimizing sequences and in particular, no local conditions on the
integrand in the spirit of quasiconvexity at the boundary are derived. In order to
see the problem we are facing here, let us isolate a necessary condition for weak
lower semicontinuity of I in a simple prototypical situation, a possible candidate
to replace quasiconvexity at the boundary for general A.

Example 1.1. Consider a unit half-ball Q := B(zo,1)N{z | (x—x0) vz, <0} C
R"™, with some fixed unit vector v,,. We are mainly interested in the behavior
near xg, where the boundary of € is locally flat with normal v,, (a boundary
of class C! actually suffices for the argument below, with some additional tech-
nicalities). In addition, we assume for simplicity that the integrand h : R™ — R
is smooth and positively p-homogeneous, i.e., for any £ > 0 and s € R™,
h(¢s) = fPh(s). Given any u € LP(R™;R™) N ker A such that u is compactly
supported in B(0, 1), lower semicontinuity along {ux} C LP(R™;R™) N ker A,
ug(x) = k™Pu(k(z — x0)), then implies liminfy_,o0 I(ug) > I(0) = 0, be-
cause up — 0 in LP. Since I(uy) fQ u)dz for all k by a change of vari-

ables, shifting x¢ to the origin we get a necessary condition on h: for all v €
LP(B(0,1); R™) Nnker A such that v vanishes near the boundary of B(0, 1)

h(u(z))dz >0 = / h(0) dx
B(0,1)N{z -1y, <0} B(0,1)N{z -1, <0} (1.2)

for all uw € LP(B(0,1); R™) N ker A with u = 0 near 9B(0,1).
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It is clear that for the positively p-homogeneous function h, (1.2) generalizes
quasiconvexity at the boundary at the zero matrix (for gradients, i.e., curl-free
fields) to more general differential constraints given by .A. Hence, in case A =curl
and together with quasiconvexity, (1.2) (at every xg € 012, for a smooth domain
Q) is also sufficient for weak lower semicontinuity. However, as the example
below shows, this is no longer true for general A, which also means that (1.2) is
too weak to act as the correct generalization of quasiconvexity at the boundary
for our purposes:

Example 1.2. Let n = m = 2, p = 2. We take A to be the differential operator
of the Cauchy-Riemann system, i.e., Au = 0 if and only if 0yju; — dous =
0 = Oouj + Ojug (which in turn means that w; + iug is holomorphic on its
domain as a function of z = z; + ize € C). Then (1.2) is trivially satisfied
for any function h with h(0) = 0, because the only admissible u is the zero
function. Similarly, any h is A-quasiconvex: as A-quasiconvexity is tested with
periodic functions in ker A with zero mean, due to the Liouville theorem the
only allowed test function is the zero function. Nevertheless, for h(z, s) := —|s|?
and any bounded domain Q C R? 2 C with smooth boundary, I is not weakly
m, where {z} € C\ Q

is a sequence defined in such a way that [, |uj(z)[* dz = 1 (there always exists

lower semicontinuous in LP N ker A: Let ug(z) =

such a z; by continuity, because for fixed k, fQ lup|?dz — 0 as |z;| — oo
and [ [ug|*dz — +oo as dist(z; Q) — 0). In particular, zj, approaches the
boundary of  from the outside as k increases. Then uy — 0 in L?(Q;R?) but
liminfy o0 I(ur) = =1 < 1(0) = 0.

The example shows that test functions in the operator kernel and with zero
“boundary conditions” do not suffice to analyze concentration effects on the
boundary like that of our holomorphic sequence u; in the example, where a
singularity is approaching the boundary from the outside. Replacing the class of
test functions in (1.2) by periodic functions with zero mean as in the definition
of A-quasiconvexity does not help either, because (1.2) would still be trivially
satisfied in the example, now due to the Liouville theorem. Altogether, we see
that the problem of weak lower semicontinuity for a generic A is considerably
more involved, once negative integrands are allowed.

Nevertheless, sequences of functions with smaller and smaller support are
certainly natural to test weak lower semicontinuity along “point concentrations”.
The only question is how that should be reflected in an appropriate stronger ver-
sion of (1.2). This dilemma is resolved below in Definitions 3.2 and 3.1 by allow-
ing test functions to depart (in a controlled way) from the kernel of A. We show
that this approach naturally gives a new necessary and sufficient condition for
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weak lower semicontinuity of I along asymptotically A-free sequences (Auy — 0)
called here strong A-quasiconvexity at the boundary; cf. Def. 3.2, even for quite
rough domains. Obviously, strong .A-quasiconvexity at the boundary also suffices
for wlsc of I along sequences in the kernel of A. We also derive a necessary and
sufficient condition for the latter situation, called A-quasiconvexity at the bound-
ary; cf. Def. 3.1. As the name suggests, strong .A-quasiconvexity at the boundary
implies A-quasiconvexity at the boundary, but in general, these notions are not
equivalent as outlined in Section 5, where we also discuss a sufficient condition
on the operator A and the domain ensuring equivalence (Def. 5.1). The picture is
therefore more complicated than in the case of nonnegative integrands h, where
weak A-quasiconvexity (see Def. 2.5) of h(x,-) is known to be a necessary and
sufficient condition for weak lower semicontinuity of / [15, Thm 3.6, 3.7] in both
cases, i.e. if Auy, = 0 or if Auy — 0 in W—1P(Q;R?).

Let us emphasize that variational problems with differential constraints nat-
urally appear in hyperelasticity, electromagnetism, or in micromagnetics [7, 26,
27] and are closely related to the theory of compensated compactness [25, 29, 30].
The concept of A-quasiconvexity goes back to [5] and has been proved to be use-
ful as a unified approach to variational problems with differential constraints,
including results on homogenization [4, 11], dimension reduction [19] and char-
acterization of generalized Young measures [2] in the A-free setting. Moreover,
first results on A-quasiaffine functions and weak continuity appeared in [16]. As
to weak lower semicontinuity, the theory was first developed for nonnegative in-
tegrands in [15] as mentioned before, with extensions to nonnegative functionals
with nonstandard growth [14] and the case of an operator A with nonconstant
coefficients [28]. The recent work [1] analyzes lower semicontinuity of function-
als with linearly growing integrands, including negative integrands but excluding
concentrations at the domain boundary.

The plan of the paper is as follows. We first recall some needed definitions
and results in Section 2. Our newly derived conditions which, together with A-
quasiconvexity precisely characterize weak lower semicontinuity are studied in
Section 3. The main results are summarized in Theorem 4.2 and Theorem 4.5.
After the concluding remarks in the final section, some auxiliary material is
provided in the appendix.

2 Preliminaries

Unless explicitly stated otherwise, we always work with a bounded domain €2 C
R™ such that £"(0€2) = 0, equipped with the Euclidean topology and the n-
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dimensional Lebesgue measure £". LP(Q,R™), 1 < p < 400, is the standard
Lebesgue space. Furthermore, WP (Q; R™), 1 < p < +o0, stands for the usual
space of measurable mappings which together with their first (distributional)
derivatives are integrable with the p-th power. The subspace of mappings in
WLP(Q; R™) with zero traces is standardly denoted WOLP(Q;Rm). Ifl<p<

+00 then W~1P(Q2;R™) denotes the dual space of Wol’p/ (€;R™), where p'~1 +
p~ ! = 1. A sequence {uy} converges to zero in measure if L*({zx € Q: |ug(z)| >
0}) = 0 as k — oo, for every § > 0.

We say that v € YTP(R™) if there exists a continuous and positively p-

homogeneous function vs : R™ — R such that

o 2(8) = ()

|s|—o00 |s|P

=0. (2.1)

Such a function is called the recession function of v. It is well-known that
v/| - |P with v € TYP(R™) can be continuously extended on the compactification
of R™ by the sphere, denoted here SsR™.

2.1 The operator A and A-quasiconvexity

Following [15], we consider linear operators A®) : R™ — R? i =1,...,n, and
define A : LP(Q;R™) — W12 (Q; RY) by

n

Au ::ZA(i)gu ,where u:Q — R™ ,

T
i=1 ¢

i.e., for all w € Wol’p/(Q;]Rd)

(Au, w) = — Z/A(i)u(:r) : 875;(5) dz .
Q

=1

For w € R™ we define the linear map
n
A(w) := ZwiA(l) . R™ - R? .
i=1

Throughout this article, we assume that there is » € NU {0} such that
rank A(w) =r for all w e R" | |w| =1, (2.2)

i.e., A has the so-called constant-rank property.
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Below we use ker A to denote the set of all locally integrable functions u
such that Au = 0 in the sense of distributions, i.e., fu - A*wdz = 0 for all
w € C'*° compactly supported in the domain, where A* = — Z?:l (A(i)>Tg—gZ
is the formal adjoint of A. Of course, ker A depends on the domain considered,
which always should be clear from the context below. In particular, a periodic
function u in the space

Lg; (R™;R™) :={ue LV (R™;R™): uis Q-periodic}

loc

is in ker A if and only if Au = 0. Here and in the following, ) denotes the unit
cube (—1/2,1/2)™ in R™, and we say that u : R™ — R™ is Q-periodic if for all
r € R"™ and all z € Z"
u(z +2) = u(z) .
We will use the following lemmas proved in [15, Lemma 2.14] and [15,
Lemma 2.15], respectively.

Lemma 2.1 (projection onto .A-free fields in the periodic setting). There is a lin-
ear bounded operator T : LZE (R™;R™) — Lgﬁ (R™; R™) that vanishes on constant
functions, T (Tu) = Tu for all u € L%(R”;]Rm), and Tu € ker A. Moreover,
for all u € L;(R";Rm) with fQ u(x)dx = 0 it holds that

lu— TUHL;(Rn;Rm) < CHAU”W;&LP(R";Rd) ’

where C' > 0 is a constant independent of u and W#l’p denotes the dual space
of W#p/ (1% +% = 1), the Q-periodic functions in le’f/ (R™;R™) equipped with
the norm of wir' (Q;R™).

Remark 2.2. For every w € W;él’p(R”), we have [[w|y-1.0(q) < ||w||W;1,p(Rn).
The converse inequality does not hold, not even up to a constant. However,
Lemma 2.1 is often applied to (a sequence of) functions supported in a fixed

set G CC @ (up to periodicity, of course). One can always find a constant

C = C(,p,G) such that
Mullyy 10 @ngay < ClAulw 10 (Q:ma)

for every u € LP(Q;R™) with u =0 a.e. on Q \ G.
To achieve this, the Q-periodic test functions used in the definition of the
norm in W#_El’p can be multiplied with a fixed cut-off function n € C§°(Q; [0, 1])

with 7 = 1 on G to make them admissible (i.e., elements of Wol’pl(Q)) for the
supremum defining the norm in W ~1P. This enlarges their norm in W' at
most by a constant factor which only depends on p and [[Vn| () (and thus
the distance of G to 0Q)).
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Lemma 2.3 (Decomposition Lemma). Let Q@ C R™ be bounded and open, 1 <
p < +oo, and let {ur} C LP(Q;R™) be bounded and such that Aup — 0 in
W=LP(Q; RY) strongly and up,—u in LP(; R™) weakly. Then there is a sequence
{21} C LP(Q;R™) Nker A such that {|zx|P} is equiintegrable in L1 (Q) and uy, —
zr. — 0 in measure in 2.

We also point out the following simple observation made in the proof of Lemma
2.15 in [15], which is useful if we need to truncate A-free or “asymptotically”
A-free sequences:

Lemma 2.4. Let Q C R™ be open and bounded, and let {ur} C LP(Q;R™) be
a bounded sequence such that Auy — 0 in W~1P(Q;R?) strongly and up—0 in
LP($;R™) weakly. Then for every n € C(R™), A(nug) — 0 in W—LP(Q; R?).

Proof. A(nuy) = nAug + > 1, ukA(i)% — 0 in WP the second term due
to the compact embedding of LP into W 1P, O

Definition 2.5. [see [15, Def. 3.1, 3.2]] We say that a continuous function v :
R™ — R, |v] < C(1+|-|P) for some C > 0, is A-quasiconvez if for all sg € R™
and all € L%, (Q;R™) Nker A with fQ @(x)dz = 0 it holds

v(sg) < /v(so + p(x))de .
Q

Besides curl-free fields, admissible examples of A-free mappings include solenoi-
dal fields where A = div and higher-order gradients where Au = 0 if and only
if u= V" for some p € W*P(Q;RY), and some s € N (for more details see
Subsection 5.3, where k = 2).

2.2 Weak lower semicontinuity

Let I : LP(2;R™) — R be defined as

I(u) := /h(x,u(x))dx . (2.3)

Analogously, we define I : LP(2;R™) — R

Io(u) := /hoo(x,u(:v))dx , (2.4)

Q

where hoo (1, -) is the recession function of h(z,-) for h : 2 x R™ — R continuous
such that h(x,-) € YP(R™) for all x € Q.
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Definition 2.6.
(i) We say that a sequence {up} € LP(Q;R™) is asymptotically A-free if
[ Aug|lw 1.0 (Qrm) — 0 as k — oo.
(ii) A functional I as in (2.3) is called weakly sequentially lower semicontin-
uous (wslsc) along asymptotically A-free sequences in LP(2;R™) if there is
liminfy oo I(ug) > I(u) for all such sequences that weakly converge to some
limit w in LP.
(iii) Analogously, we say that a functional I is weakly sequentially lower semi-
continuous (wslsc) along A-free sequences in LP(2; R™) if

likn_1>ior<1)f I(ug) > I(u) for all {ug} C LP(;R™) Nker A.
We have the following result which was proved in [12, Theorem 2.4] in a slightly
less general version. However, its original proof directly extends to this setting.

Theorem 2.7. Let h: Q x R™ — R be continuous such that h(zx,-) € TP(R™)
for all x € Q and h(zx,-) is A-quasiconvex for almost every z € Q, 1 < p < +00.
Then I is sequentially weakly lower semicontinuous in LP(Q; R™) Nker A if and

only if

liminf Ioo (wg) > Isc(0) =0 (2.5)

k—o0
for every bounded sequence {wy} C LP(Q2;R™)Nker A with wi — 0 in measure.

The statement of Theorem 2.7 remains valid if we replace the sequences in ker A
with asymptotically A-free sequences.

Theorem 2.8. With h and p as in Theorem 2.7, I is wslsc along asymptoti-
cally A-free sequences in LP(;R™) if and only if (2.5) holds for any bounded,
asymptotically A-free sequence {wy} C LP(Q; R™) such that wy, — 0 in measure.

Proof. Let {ux} C LP(Q;R™) be asymptotically A-free and let {2z} and {wy}
be defined by the Lemma 2.3. In particular, {z;} C LP(2; R™)Nker A. Consider
suitable subsequences so that liminf = lim. Using [12, Formula (A.10)] and the

fact that the linear hull of {g ® v/| - |P : g € C(R2), v € YP(R™)} is dense in
C(Q x BsR™) we have

lim | h(x,ug(z))de = lim [ h(x,zix(z))dz + lim /hoo(:c,wk(x)) dz ,
k— o0 k— o0 k—o0
Q Q Q

(2.6)

As {|zx|P} as well as {h(z,zx(z))} are equiintegrable and zp—u we get
limg oo [(2) > I(u) in view of [12, Thm. 2.3(i)] (or one can use [15,
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Thm. 4.1.]). Thus, limy_co I(ug) > I(u) + limg_ o0 Ioo(wy). This means that
limy s o0 Too(wg) > 0 = I5(0) is a sufficient condition for sequential weak lower
semicontinuity of I.
On the other hand, assume that z, = 0 for all k¥ € N, so that u; = w; and
ur—0. Consequently, by (2.6)

lim I(ug)=1(0)+ lim I (wg)

k—o00 k—o0
and limy_, o I(ug) > 1(0) only if limg_, oo Ioo(wy) > 0 = I56(0), i.e., this condi-
tion is also necessary.

O

Remark 2.9. In fact, since A-quasiconvex effectively prevents negative energy
contributions of oscillations, weak lower semicontinuity for such integrands can
only fail due to sequences concentrating large values on small sets. Concentra-
tions in the interior cannot play a role either, only sequences {uy} which tend
to zero in measure and concentrate at the boundary in the sense that {|ug|P}
converges weakly* to a measure o € M(Q) with o(9Q) > 0.

3 Notions of A-quasiconvexity at the boundary

The two conditions introduced below play a crucial role in our characterization
of weak lower semicontinuity of integral functionals. They are typically applied
to the recession function h., of an integrand h with p-growth.

Before we state them, we fix some additional notation frequently used in
what follows:

LE(Q;R™) := {u € LP(;R™); suppu C 0},
Cp

hom

(R™) := {v € C(R™); v is positively p-homogeneous}.

A norm in 01]1) om 18 given by the supremum norm taken on the unit sphere in R™.
Moreover, whenever a larger domain comes into play, functions in L (€; R™) are
understood to be extended by zero to R™ \ 2 without changing notation.

The definitions given below are stated in a form which is the most natural in
the proofs of our main results, and also suitable for rather general domains. For
domains with a boundary of class C!, equivalent, simpler variants more closely
resembling the original notion of quasiconvexity at the boundary in the sense of
Ball and Marsden are presented in Proposition 3.8-Proposition 3.10.
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Definition 3.1. We say that hoe € C(Q;CF (R™)) is A-quasiconvex at the
boundary (A-qcb) at xg € 99 if for every € > 0 there are § > 0 and a > 0 such
that

/ hoo(z,u(x)) + ¢|lu(z)|Pdz > 0 (3.1)
B(z0,6)NQ

for every u € L{(B(zo,0); R™) with || Aullyy 1.0 rn;re) < allull e (B(zg,s)n0mm)-

The next notion is intimately related to weak lower semicontinuity along asymp-
totically A-free sequences. Notice that the only but crucial difference between
Definitions 3.1 and 3.2 is the norm used to measure Au.

Definition 3.2. We say that ho, € C(; CP (R™)) is strongly A-quasiconvex
at the boundary (strongly-.A-qcb) at xg € 99 if for every € > 0 there are § > 0

and a > 0 such that

/ hoo(z,u(x)) + |lu(z)|Pdz > 0 (3.2)
B(xz0,0)N$2

for every u € L(B(zo,0); R™) with || Aullyw 1.0 (ura) < allt]|Le(B(zo.6)n0mm)-

As we will show below, strong A-qcb is natural in the characterization for weak
lower semicontinuity along asymptotically A-free sequences, while A-qcb plays
the same role for weak lower semicontinuity along precisely A-free sequences.
While strong A-qcb always implies A-qcb, they are not equivalent in general
(see Section 5).

Remark 3.3. Due to the fact that Au in Definition 3.1 is required to be small
on B(xg,d), a set which is not fully contained in €2, A-qcb as defined above can
only be natural if there is an 4-free extension operator on LP(€2; R™), cf. Defini-
tion 4.3 below. However, the existence of such an extension operator may require
sufficient smoothness of 92 and, worse, it strongly depends on A (it fails for the
Cauchy-Riemann system, e.g.). The strong variant of .A-qcb does not have this
unpleasant implicit dependence on A-free extension properties.

Remark 3.4. In Definition 3.1, Au is measured in the norm of W ~1P(R™; R9),
but instead of R"™, other domains for this space can be used as well. More
precisely, R™ can be replaced by any domain Ss compactly containing B(zq,d),
because Au is a distributions supported on B(zg,d). For this class of dis-
tributions, the norms of W~LP(R™;R%) and W~1P(Ss5;R?) are equivalent
(with constants depending on § that can be absorbed by «). In particular,
A-qcb can also be defined using the class of all u € L}(B(wo, g);Rm) with
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[ Aullw 1.5 (B(zo,6)Re) < vl Lr(B(x0,5)n0;rm)- Similarly, the class of test func-
tions in Definition 3.2 can be replaced by the set of all v € Lf(B(zo, g);Rm)

such that [|Aully 1.0 QnB(x0,6):r%) < @llullLr(@nB(x0,5);rm)-

Remark 3.5. In Definition 3.1 as well as in Definition 3.2, if for a given ¢ > 0
the estimate holds for some ¢ > 0, then it also holds for any § < ¢ in place of
0, provided that u € Lg(B(.ro,g);Rm). Hence, both A-qcb and strong A-qcb
are local properties of ho in the z variable, since it suffices to study arbitrarily

small neighborhoods of z.

It is possible to formulate several equivalent variants of the definitions of A-
quasiconvexity at the boundary. In particular, the following proposition shows
that the first variable of h can be “frozen” in Definition 3.2.

Proposition 3.6. A function (z,5) — heo(z,5), heo € C(Q;CP (R™)), is

hom

strongly A-qcb at xo € 0Q if and only if s — hoo(x0,s) is strongly A-qcb at
xg € 0f).

Proof. Let € > 0 and recall that if (3.1) holds for some § > 0 then it holds also
for any 0 < & < 6 in the place of 5. We have

/ [h“’ ( |ZE3|> e ( ﬁ)] u(@)]? dr

(0.6)NQ2 (3.3)
< / e — o) u(x) P de < M(5) / u(@)|? da

B(xzo,0)N$2 B(xz0,0)NQ

where © : R — R is a continuous modulus of continuity of the contin-
uous function heo restricted to the compact set Q x S™~1 and M(5) :=
max, Er-saa w(|x —xzo|). In particular, M(6) — 0 as 6 — 0. Due to (3.3) and
the p-homogeneity of hoo in its second variable, (3.1) implies that

/ heo (0, u(x)) + (M(8) + €)lu(z)|” dz
B(z0,6)N2

> / oo, u()) + elu(@)|? dz > 0.
B(xo,(S)ﬁQ
whence (z,s) — hoo(zo,s) is strongly A-qcb at zg. Here, note that M(0) + ¢

can be made arbitrarily small if § is small enough. The converse implication is
proved analogously. O
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Exactly as in the case of Definition 3.2, the first variable of ho, can be “frozen”
in Definition 3.1:

Proposition 3.7. A function (x,8) — heo(x,5), hoo € C(Q;CY (R™)), is A-

hom

qcb at xg € O if and only if (x,s) — h(xg,s) is A-qcb at xg € 9.

By itself, “freezing” the first variable of h does not help to really simplify Defi-
nition 3.1 or Definition 3.2, because the possibly complicated local shape of the
domain can still prevent passing to the limit as § — 0 in a meaningful way.
However, this is the best we can do without imposing further restrictions on
the smoothness of 9€). Even for Lipschitz domains, the general form of the Def-
initions typically cannot be avoided (see [20, Remark 1.8] for a more detailed
discussion of this in the gradient case corresponding to A=curl).

So far it is not clear to what extent the notion of (strong) A-qcb depends
on the local shape of 92 near the boundary point xg under consideration. The
propositions below show that at least for domains with smooth boundary we
can in some sense pass to the limit as § — 0 in Definition 3.1 and Definition 3.2,
and the definitions do not depend on any other properties of the domain apart
from the outer normal.

Proposition 3.8. Assume that Q C R™ has a C'-boundary in a neighborhood of
xo € 0N). Let vy, be the outer unit normal to 02 at xo and

Dy, :={x € B(0,1)| z-vy, <O0}.

Then v € C¥ _(R™) is strongly-A-qcb at zo if and only if

hom

for every e > 0 there exists f > 0 such that

[ vlete) + ot as = 0 -

Dy,

Vo € Ly(B(0, 5);R™): [|Aellw-10(p, ;ray < BllellLe(p,, mm)-

Qo Qoo

Proof. Without loss of generality let us assume xzy = 0. We adapt the proof
which appeared already in [20] for the gradient case.

“only if”: Suppose that v is strongly-A-qcb at 0. Take ¢ > 0 and get a;, § > 0
such that

/ v(u(x)) + elu(z)|Pdz >0 (3.5)
B(0,5)NQ

for every u € LE(B(0,3);R™) such that there is | Aullw—1.0(B(0,6)n0srY) <

allull e (B(0,5)n0;rm) - Introducing the scaling ®5: B(0,0) 3 z — 6 'z € B(0,1),
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the inequality (3.5) can be rewritten as

/ v(y(a')) +ely(a’)|P dz’ > 0, where y := d"/Puo®ds  (3.6)
5-1(QNB(0,5))

Due to the smoothness of the boundary near zero, there exists a transforma-
tion Ws: B(0,1) — B(0,1) such that ¥s(0) = 0, ¥s(B(0,3)) = B(0,3) and
Us(Dg) = 612N B(0,6)), while both U5 and its inverse \115_1 converge to the
identity in C1(B(0,1); R™) as § — 0. We refer to [20, p. 400] or [3, p. 257] for a
similar construction. Hence, (3.6) leads to

/@W@Hﬂﬂmm®mﬂAM®20, (3.7)
Dy

where ¢ 1= y o ¥s and [D,Vs)i; := 0Vs;/0%; for i, j = 1,...,n. Due to the
boundedness of v +¢| - [P and the (uniform) continuity of the transformation W
on the unit sphere, we have the estimate

|(v(p(2)) + ele(2)[P)(|detD. W5 (2)] — 1)| < elp(2)[” (3.8)

for § > 0 sufficiently small. Incorporating (3.8) into (3.7), we see that

/wwu»+%wwwnuzo.

Dy

It remains to find some 8 = f((g,d,a) > 0, such that for any admissible ¢
in (3.4), the associated function v = 6 # ¢ o \115_1 o @5 is admissible as a test
function in (3.5), i.e., we need that || Ap|ly—1.0(py;ray < BllellLr(Dy;rm) implies

that [|Aullyw-1.0(B(0,6)n0:re) < allullLr(B(0,6)nR™)-
We calculate

| Ap ||W*17P(D0;]Rd)

= : ow(z)
= su A(Z) zZ) - dz
b q}j/ o) ot

||w||Wé’p,(D0;Rd)_ ’L:]_DO

i _ ow ,_ _ _
:”sﬂglz / A<>¢(\p51)-@(\1161(3:’))ydetD\Ifél(x’)|dx’
WIS =1 5(D0)
n d _
s Q/ AD (w51 ("))
||w||s1;1 Z( )J
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Denoting ws := w o \1’5_1, using the function y as in (3.6) and the convergence
of 1115_1 to the identity in C1(B(0,1);R™), we get

| Ap HW*l’P(DO;Rd)

n /
> 1 sup Z / AWy (") aug—;x)dx'

2 )| w
sl
1p (T (Do)Rd) i= 16(3(0’5)09)

sup 3 / AOy(51) 28 (5-14) 4y
lesli<t iy Oz;
B(0,6)N2

N | —

1 O(ws (6~ 1))
= — sup AW 5n/pu ) 0 ————dx
2 ||w(s||<1Z / o O
B(0,6)N2
for sufficiently small 6. With ns(z) := 51_ﬁw5(5_1x) and due to
| Dns ||LP’(B(0,6)ﬂQ;Rd) = || Dws HLP’(%(B(O,é)mQ;Rd)

it follows that

| Ap HW-LP(DO;Rd)

> 1 sup Z / Ay, 62;; )5"d

2 d (@)
|| ns “ 1 ,p’ (B(0,8)NR ) B(O 5)ﬂ
— n —1,p ;R4

By a similar procedure as above, we compute

a0 pnnzm = [l do

B(0,6)NQ
= / u(@5 " (2')[P|detDy @5 (2)| da’ = / ly(2")[” da’
5—1(B(0,8)NQ) 5—1(B(0,8)NQ)
1 1
= / [5(5(2))|P|detD. Ws(2)| dz > 3 / ()P dz = 510115 oy ey -
DO DO

In summary,

[Aullw-1.0(B(0,6)n2re) < 207" APl -1 (DR
< 267" BllellLe(Dosrmy < 407" BllullLe (B (0,5)n0:R™)>

and we therefore choose § = %5”04.
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“if”: The sufficiency of (3.4) for v to be A-qcb at 0 can be shown by analogous
computations, instead of the (uniform) convergence of ¥4 one uses the (uniform)
convergence of \Ifgl as o — 0. O

Following the proof of Proposition 3.8, we are also able to give an equivalent
variant of A-qcb in the limit as § — 0.

Proposition 3.9. Assume that Q C R™ has a boundary of class C' in a neigh-
borhood of xo € OS). Let vy, be the outer unit normal to OS2 at xo and

Dy, :={x € B(0,1) | - vy, <O0}.

Then v € C¥ _(R™) is A-qcb at xo if and only if

hom

for every € > 0 there exists > 0 such that

[ vtota +lptairds 20 (39)

Dy,

Vo € Lg(B(O, %);Rm)i ||A90||W—17P(B(0,1);Rd) < 5||90||LP(D sR™)-

Qo

Unlike for strong A-qcb, it is possible to derive another version of A-qcb with
periodic, precisely A-free test functions and a much more obvious relationship
to A-quasiconvexity. Note however that instead of admitting test functions that
are only “almost” A-free, we are then forced to work with a class that only

“almost” has compact support (since v can be chosen arbitrarily small in (3.10)
below).

Proposition 3.10. Let zo € 09, assume that O is of class C' in a neighborhood
of xo, and define Q = Q(zo) '={y € R" | ly-¢ej| <1 forj=1,...,n} and

Q- ={yeQ|y-er <0}, whereey,...,en of R™ is an orthonormal basis of
R™ such that e1 = vy, the unit outer normal to 9 at xg. Then v € C},(R™)

is A-qcb at xq if and only if
for every € > 0, there exists v > 0 such that
[ et + clot@p da 20 510
o-
Vo € LZ&(Q;Rm)? Ap =0, ||90||LP(Q\%Q;RW) < ’Y||90||LP(Q;Rm)-
Proof. “if”: We claim that (3.10) implies (3.9). By p-homogeneity, it suffices

to show the integral inequality in (3.9) for every ¢ € L(B(0,3);R™) with
lellLr = 1 and || Ap|lw-1.0 < B, where 8 = () is yet to be chosen. Below, the
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average of ¢ is denoted by

ap = %Q/gp(:ﬂ) dz.

By Lemma 2.1 and Remark 2.2, ¢ — a, — T¢l||1r(Q;rm) becomes arbitrarily
small, provided that || Ap||y-1.» < B is small enough. In view of Lemma A.3
(uniform continuity of w ~ v(u) and u + |u|P, LP — L', on bounded sets in
LP), this means that for every € > 0, there exists a § > 0 such that

€
[ et +clet@iPdo > [ vlag + Tota)) + o, + Tl da.
Q- Q-
and due to the inequality in (3.10) with a, 4+ T¢ instead of ¢, the right-hand
side above is non-negative. Hence,

/wwwnﬂw@%nz/ﬁwwme@wmzo

D, Q~

“only if”: Suppose that (3.9) holds. Let ¢ > 0, and let ¢ denote an ad-
missible test function for (3.10), ie., ¢ € L%(Qwo;Rm) with Ap = 0 and
lellLr@\2qirmy < YlI@llLe(@mrm), With some 7 still to be chosen. We may
also assume that ||¢|[zr(g) = 1. Let n € C§°(Q;[0,1]) be a fixed function such
that n = 1 on %Q and n = 0 on Q \ %Q. Observe that [¢ — 0ol LeQrm) <
2llell e\ 2irm) < 2Yll@llLr(Q;rm), Whence

2y
o — USOHLP(Q;Rm) < 27“90“L1’(Q;Rm) < 1 27”77WHLP(Q;]RW)

In addition, there is a constant C' > 0 depending on 7 and A such that

HA(UW)HW*LP(Q;Rd) < CHQOHLP(%Q\%Q;]Rm)

Cy

< Cyllellnr@irm) <

Hence, for 7 sufficiently small, n¢ is an admissible test function for (3.9) (which
we apply with /2 instead of ), up to the fact that the support of np, which
is contained in %Q, might be larger than B(0, %) This, however, can be easily
corrected by a change of variables, rescaling by a fixed factor. Consequently,

[ vt@ota + S )@ do >0,
Qz,
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and due to the uniform continuity shown in Lemma A.3, we conclude that for
~ small enough,

/ v((@)) + elp(@)P dz > 0.
Qzg
O

We now focus on the link between (strong) A-quasiconvexity at the bound-
ary and weak lower semicontinuity along (asymptotically) A-free sequences.

4 Link to weak lower semicontinuity

4.1 Asymptotically A-free sequences

Proposition 4.1. Let hoo € C(Q;CF,(R™)). Then Ing(u) == [, hoo ) da
is weakly sequentially lower semicontinuous along asymptotzcally .A free se-
quences in LP(Q; R™) if and only if

(i) hoo is strongly-A-qcb at every xo € 02 and

(ii) hoo(z, ) is A-quasiconvex at almost every x € €.

Proof. “only if”: We show that strongly-A-qcb at zg € 02 is a necessary condi-
tion; the necessity of (ii) is well known. Suppose that h, is not strongly-.A-qcb
at xg € 0. This means that there is € > 0 such that for every k € N there
exists uy, € L (B(zo, +); R™) with [ Aullp 1.0 (;ray < #llukll Lr(o;rm) and

/ hoo(z,ug(x)) + elug(x)|P dx < 0.
B(wo,%)ﬁﬁ

In particular, ug cannot be the zero function. Denote

g = uk/l[ukll Lo (B (o, ynamrm) = Uk/llukll Lr(@rm).-

Then @y, € Li(R™) with [[ag||rr = 1 and [|Adgllyw-1.0(o;rey < 1/k. In addi-
tion, 4 vanishes outside of B(x, %), so that @ — 0 in measure and weakly in
LP(B(zp,1); R™). However,

k—o0
Q Q

liminf/hoo(as,ﬁk(a:))dx <—e<0= /hoo(x, 0)dx

This means that u — [, hoo (2, u(z)) dz is not lower semicontinuous along {4y }.
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“if”: Let us now prove the sufficiency. By Theorem 2.8 and because of (ii), it
is enough to show that I is lower semicontinuous along asymptotically A-free
bounded sequences in LP(§2;R™) which converge to zero in measure. Let {wy}
be such sequence and let (m,\) € DME(Q;R™) be a DiPerna-Majda measure
describing lim infy_, o Ioo(wy). Take xg € 02 and 6 > 0 small enough such that
(0B (z0,6) N Q) = 0. By (A.4)

lim / hoo (2, w (2)) dz

k— o0
mo,&)ﬂQ

/ / 1+de>\()d7r(:c).

B(zo,0)NQ BsR™\R™

(4.1)

Let {n¢} C C§°(B(x0,0)) such that 0 < ny < 1 and 7y — XB(ay,s) @S £ — 0.
Here, X B(z,,s) is the characteristic function of B(zo,d) in R™ and xg € 0. By
Lemma 2.4, A(neug) — 0 in W—LP(Q;R?) as k — oo, for fixed £. Take ¢ > 0,
@, > 0 as in Definition 3.2 and set Wy := 7y)wk, where £(k) tends to oo
sufficiently slowly as k — oo so that Ay, — 0 in W52 (Q; RY). Reasoning as in
[12, Appendix], using that m(0B(xq,d)NQ) = 0, we see that {1} also generates
(m, A), at least on B(zq,d) N . If @y strongly converges to zero in LP(2; R™),

we have

0= lim / hoo (2, Wi (x)) + &l (z)|” dz . (4.2)

k—o0
B(wo,(S)ﬁQ

Otherwise, a subsequence of {||wg||»} (not relabeled) is bounded away from
zero, and since Awy, — 0 in WP this implies that ||Awg|yw-1.» < ||k Le,
at least for k large enough. Hence, Wy, is admissible as a test function in (3.2),
and we end up again with (4.2). The right-hand side of (4.2) is nonnegative due
to Definition 3.2 and can be expressed using (A.4):

0 < lim / hoo(x, Wk (2)) + €|y (x)|P dz

k— o0
B(wo,

/ / fi |;‘rp8’s| d) (s)dm(z) .

B(zo,0)nQ BrRR™\R™

Hence,

(z,s) +¢|s|P
0 < m(B(z0,6) N Q / / 1—1—|3|P i d\z(s)dn(z) .

B(zo,0)NQ BRR™\R™
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Therefore, by the Lebesgue-Besicovitch differentiation theorem (see [10], for ex-
ample) and by taking into account that € > 0 is arbitrary we get that for
m-almost every xg € 02

hoo(Zo, S
e [ ety
BrR™A\R™

This together with Theorem A.2 and (A.4) implies that the inner integral on
the right-hand side of (4.1) is nonnegative for m-almost every zo € . As a
consequence, I is lower semicontinuous along {ug}. By Theorem 2.8, we con-
clude that u — [, h(x,u(x)) dz is weakly lower semicontinuous along arbitrary
asymptotically A-free sequences.

O

In view of Theorem 2.8, our results obtained so far can be summarized as
follows.

Theorem 4.2. Suppose that  C R™ be a bounded domain with L™(02) = 0.
Let 1 < p < 400, and let h : Q x R™ — R be continuous and such that
h(z,:) € YP(R™) for all x € Q, with recession function hee € C(CY_ ).
Then I is weakly lower semicontinuous along asymptotically A-free sequences if
and only if

(i) h(z,-) is A-quasiconvex for almost all x € Q;

(ii) hoo is strongly A-quasiconvez at the boundary for all o € O0S).

4.2 Genuinely A-free sequences

We now focus on weak lower semicontinuity along sequences {uy} that satisfy
Aug = 0 for each k£ € N. Since a substantial part of the arguments in this
context is analogous to the ones in the preceding subsection, we do not always
give full proofs. The main difference is that for the link to .A-quasiconvexity
at the boundary (A-qcb) as introduced in Definition 3.1, more precisely, for its
sufficiency, we rely on an extension property:

Definition 4.3 (A-free extension domain). We say that Q is an A-free extension
domain if there exists a larger domain ' with Q cC Q' and an associated A-

free extension operator, i.e., a bounded linear operator F : LP(Q2; R™)Nker A —
LP(Q;R™) Nker A such that Fu = u on .

As mentioned before, the existence of an A-free extension operator not only
depends on the smoothness of 9€2, but also on A itself. On the one hand, if 92 is
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Lipschitz, extension operators are available for A = curl and A = div (essentially
using a partition of unity and an extension by a suitable reflection), but on the
other hand, if we choose A to be the differential operator of the Cauchy—Riemann
system (n = m = 2, identifying C with R?), no such extension operator exists
even for very smooth domains, since holomorphic functions with singularities at
the boundary of €2 can never be extended to holomorphic functions on a larger
set including the singular point!.

With the help of the extension property and the projection 7 of Lemma 2.1,
Proposition 4.1 can be adapted to the setting of genuinely A-free sequences:

Proposition 4.4. Suppose that 2 is an A-free extension domain and let hoo €
C(Q;CF (R™)). Then Ino(u) := Jq Too (2, u(x)) daz is weakly sequentially lower
semicontinuous along A-free sequences in LP(Q;R™) if and only if

(1) hoo is A-qcb at every xo € 02 and

(7i) hoo(,-) is A-quasiconvex at almost every x € §).

Proof. “only if”: Again, necessity of (ii) is well known. If ho is not A-qcb at
a point xg € 012, as in the proof of Proposition 4.1 we obtain an ¢ > 0 and a
sequence {ay} C LE(B(zo, ); R™) with k] r (@rmy = 1 such that

k— o0
Q Q

lim inf/hoo(x,ﬁk(x)) dz < —e<0= /hoo(x,O) dz,

and || Aty -1.p@®nre) < 1/k. Each @y can be interpreted as a Q-periodic

function ﬁk# with respect to a cube @ compactly containing Q U B(xg, 1), by

first extending 4y by zero to the rest of () and then periodically to R". We

1
ap = — | U dx.
‘ QQ/ g

By Remark 2.2, we infer that ||A€LZ£||W7;

denote its cell average by

Lp (RnRY) < C/k with a constant
C > 0 independent of k. The projection of Lemma 2.1 now yields the sequence
{Taf} € L%,(R™R™) Nker A, which satisfies ||aj, + T} — i po(qmm) — 0
as k — oo. Consequently, ax + ’Tﬁk# — 0 weakly in LP? just like 4, and due to

1 In terms of integrability, the weakest possible point singularity of an elsewhere holo-
morphic function locally behaves like z — 1/z (z € C\ {0}), which is not in LP(Q2) if p > 2,
0 € 92 and 0f2 is smooth in a neighborhood, but using an appropriately weighted series
of singular terms, each with a singularity slightly outside 2, accumulating at a boundary
point, examples in LP are possible for arbitrary 1 < p < oco.
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Lemma A.3 (uniform continuity on bounded subsets of L),

lim inf/hoo(x,ak + Tﬁk#(x)) de < —e<0= /hoo(x,()) dz.

k— o0
Q Q
Hence, I is not lower semicontinuous along the A-free sequence {ay + Tﬁk#}
“if”. The argument is completely analogous to that of Proposition 4.1, using
Theorem 2.7 instead of Theorem 2.8. Observe that due to the extension operator,
any given sequence {ug} along which we want to show lower semicontinuity is
defined and A-free on some set 2’ DD ). Hence, after the truncation argument of
Proposition 4.1, we now end up with an admissible test function for Definition 3.1
(see also Remark 3.4). O

We arrive at the analogous main result:

Theorem 4.5. Suppose that 2 C R™ be a bounded A-free extension domain with
LM(ON) =0. Let 1 < p < +00, and let h: Q x R™ — R be continuous and such
that h(z,-) € TP(R™) for all x € Q, with recession function ho € C(Q;CY ).
Then I is sequentially weakly lower semicontinuous along A-free sequences if
and only if

(i) h(z,-) is A-quasiconvex for almost all x € Q;

(7i) hoo is A-quasiconvex at the boundary for all zo € 0S).

Remark 4.6. In general, the continuity of ho, in & cannot be dropped in The-
orem 4.5. For a counterexample in the gradient case (A =curl) see [20, Section
4].

5 Concluding remarks

5.1 A-free versus asymptotically A-free sequences

It is obvious that weak lower semicontinuity along asymptotically A-free se-
quences implies weak sequential lower semicontinuity for the functional re-
stricted to ker. A. We do not know whether or not the converse is true in
general. However, it holds at least in some special cases. More precisely, it
suffices to have an extension property in the following sense. It trivially implies
the A-free extension property mentioned in Definition 4.3 (but the converse is
not clear there, either):

Definition 5.1 (asymptotically A-free extensions). We say that  has the A-
(LP,W—1P) extension property if there exists a domain A with Q@ CC A and a
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linear operator E : LP(Q; R™) — LP(A; R™) such that for every u € LP(2;R™),
EFu=wuon ,

||Eu||LP(A;Rm) < C||U||LP(Q;Rm) and ||~AE“HW—1’P(A;R‘1) < C”AUHW—LP(Q;Rd)a

where C > 0 is a suitable constant.

If this holds, we can always reduce asymptotically A-free sequences to gen-
uinely A-free sequences with arbitrarily small error in LP. The argument can be
sketched as follows: For a given approximately A-free sequence uyp — u along
which we want to show lower semicontinuity, it is possible to truncate the ex-
tension of uz — u, multiplying with a cut-off function which is 1 on €2 and makes
a transition down to zero in A\ © (this cannot be done inside, because uj might
concentrate a lot of mass near the boundary, and cutting off inside could then
significantly alter the limit of the functional along the sequence). The modified
sequence is still asymptotically A-free due to Lemma 2.4, and since it is com-
pactly supported in A by construction, we can further extend it periodically
to R", with a sufficiently large fundamental cell of periodicity containing the
support of the cut-off function. We thus end up in the periodic setting where we
can project onto A-free fields with controllable error, using Lemma 2.1.
Clearly, the A-(LP,W~1P) extension property implies the standard A-free
extension property introduced in Def 4.3, and if the former holds, then A-
quasiconvexity at the boundary and strong A-quasiconvexity at the boundary
are equivalent. Even for smooth domains, the A-(LP,W ~1P) extension property
depends on A (and possibly on p). For instance, it holds for A = div on do-
mains of class C' using local maps and extension by an appropriate reflection
for flat pieces of the boundary, but not for all A. In particular, it fails for the
Cauchy-Riemann system, just like the weaker A-free extension property intro-
duced in Def 4.3. Interestingly, the case A =curl seems to be nontrivial: the
A-(LP W ~1P) extension property for A =curl does hold for n = 2 (the 2d-curl
and the 2d-divergence are the same operators up to a fixed rotation), but if
n > 3, we do not know. For a flat piece of the boundary, the natural extension
for almost curl-free fields would of course also be by reflection, i.e., the one corre-
sponding to an even extension of the scalar potential across the boundary (even
in direction of the normal), but in this case the required estimate in W~ for
the curl seems to be nontrivial, if true at all. The problem appears for those
components of the curl that contain only partial derivatives in the tangential
directions, precisely the ones that “naturally” get extended to even functions,
say, Jous — O3uzg, if the normal to the boundary (locally) is the first unit vector.
The situation for smooth domains is summarized in the table below:
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| A strong A-qcb < A-qcb | Extension property of Def. 5.1 |
div (n € N) true true
Cauchy-Riemann (n = 2) | false false
curl (n = 2) true true
curl (n > 2) open open

Although the second and the third column in the table coincide we do not know
whether the existence of the extension in the sense of Def. 5.1 is really equivalent
to A-qcb = strong A-qcb. In view of the constant rank condition (2.2) which
makes it hard to characterize the class of the admissible operators A beyond a
few examples, a systematic analysis for all A seems to be out of reach.

5.2 The gradient case and classical quasiconvexity at the
boundary

If ¢ € ker A then (3.4) as well as (3.9) implies that fD% v(p(x))dx > 0. For
A = curl, the differential constraint can also be encoded using potentials: If
¢ € LP and curl p = 0 on the simply connected domain D, then there exists
a potential vector field ® € WP with ¢ = V®, and if ¢ = 0 on Dy, \ B(0, 3),
then ® inherits this property up to an appropriate choice of the constants of
integration. Hence, we get that

/ v(V®(x))dx >0 for every ® € Wol’p(B(O, 1) R™).

Dg

(5.1)

0

Taking into account that for p-homogeneous v, v(0) = 0 and Dwv(0) = 0, the
latter condition is the so-called quasiconvexity at the boundary [3] (at the zero
matrix).

The converse, that is, going back from (5.1) to either (3.4) or (3.9), is not
so obvious, however, because (5.1) does not admit test fields with small but
non-zero curl. Nevertheless, in case of (3.9) and for quasiconvex v, this is true
as a consequence of known characterizations of weak lower semicontinuity, on
the one hand our Proposition 4.4 and the other hand Theorem 1.6 in [20]. (A
proof directly working with (5.1) and (3.9), projection and error estimates is
also possible, although slightly more technical.)
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5.3 Examples for the case of higher order derivatives

The following example shows that I(u) := [, det V?u(z) dz is not weakly lower
semicontinuous on W?22(Q). Consequently, the determinant is not A-qcb for
suitably defined A. As to the definition of A, we recall [15]: The functional
I fits into our framework, if instead of VZu, we define I on fields v = (v);;,
1 <i < j <mn,in L? satisfying Av := curl v = 0, with the understanding
that for each x, v(x) (the upper triangular part of a matrix) is identified with a
symmetric matrix in R™*" still denoted v, both for the application of the (row-
wise) curl and the evaluation of I, where V2u is replaced by v. One can check
that Av = 0 if and only if there exists a scalar-valued u € W?2?2 with v = V2,
at least as long as the domain is simply connected.

Example 5.2. Consider ) := (—1,1)? and for F' € R?*? the function ve (F) :=
det F and the operator A such that Aw = 0 if and only if for some u € W22(),
w is the upper (or lower) triangular part of V2u, which takes values in the
symmetric matrices; cf. [15, Example 3.10(d)]. Here V2u denotes the Hessian
matrix of u. Then v is not A-qcb. Indeed, take u € W(? 2(0) extended by zero
to the whole R2. Define uy(x) := k~'u(kz). Then uz, — 0 in W22(Q2). We have
that

lim / det V2uy(z) dz = / det V2u(y) dy . (5.2)

k—oo
(071)X(_1’1) (071)X(_1?1)
Hence, it remains to find u for which the integral on the right-hand side is
negative which is certainly possible.

In the next example, we isolate a function which is A-quasiconvex at the bound-
ary.

Example 5.3. Consider 2 := B(0,1) C R3 and A such that Aw = 0 if and
only if w = V?u for some u € W22(Q), and the mapping h(z, F) := a(x) -
(Cof F)v(z), where a € C(Q;R3) is arbitrary and v(x) € C(Q) coincides with
the outer unit normal to 0f2 for x € 9€). Notice that by definition of the Cofactor
matrix ((CofF);; is (—1)**J times the determinant of the 2 x 2 submatrix of F
obtained by erasing the i-th row and j-th column), (CofVu(zx))v(z) effectively
only depends on directional derivatives of u in directions perpendicular to v(x).
For this h,

/h(x,v2uk(x))dx — /h(x,VQuo(x))dx
Q

Q

whenever ug, — ug in W22(Q).



DE GRUYTER.4-quasiconvexity at the boundary and weak lower semicontinuity =— 25

To see that consider z;, := Vuy, for k € NU{0}. Then {2} € W12(Q; R3)
and the result follows from [17].

A Appendix

A.1 DiPerna-Majda measures

DiPerna-Majda measures are generalizations of Young measures; see [13, 23,
26, 27] for their modern treatment and applications. In what follows, M (Q)
denotes the space of Radon measures on Q. Let R be a complete (i.e. containing
constants, separating points from closed subsets and closed with respect to the
supremum norm), separable (i.e. containing a dense countable subset) ring of
continuous bounded functions from R" into R. It is known that there is a
one-to-one correspondence R +— BrR™ between such rings and (metrizable)

compactifications SrR"™ of R [9]. We only need the special case R = S with

S = {UO - C(Rm) ‘ dee R » V0,0 € OO(Rm)7 V0,1 € C(Sm—l) s.t.

s s|lP
vo(s) = ¢+ vo,0(8) + vo,1 (m) : —||—||3|P if s #£ 0 and vp(0) = c+vo,0(0)},
(A.1)

where S™~1 denotes the (m — 1)-dimensional unit sphere in R™. In this case,
BsR™ is obtained by adding a sphere to R™ at infinity. More precisely, BsR"™ is

homeomorphic to the closed unit ball B(0,1) C R™ via the mapping f : R™ —
B(0,1), f(s) :=s/(1+|s|) for all s € R™. Note that f(R") is dense in B(0,1).
For simplicity, we will not distinguish between R and its image in SgR™.

DiPerna and Majda [8] proved the following theorem:

Theorem A.1. Let 2 be an open domain in R™ with L™(92) = 0, and let {yr} C
LP(;R™), with 1 < p < 400, be bounded. Then there exists a subsequence (not
relabeled), a positive Radon measure m € M(Q) and a family of probability
measures on BsR™ X :={\;},cq such that for all hy € C( x BsR™) it holds

that

lim /ho(x,yk(x))(l—{—|yk(a:)|p)dx :/ / ho(z, s)dA\;(s)dm(x) . (A.2)

k— o0
Q Q BsR™

If (A.2) holds we say that {y} generates (7, A) and we denote the set of all such
pairs of measures generated by some sequence in LP(Q;R™) by DM (;R™).
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For any h(x,s) := ho(z,s)(1 + |s|P) with hg € C(Q x BsR™) there exists
a continuous and positively p-homogeneous function he : Q x R™ — R, i.e.,
hoo(,ts) = tPhoo (2, 5) for all t > 0, all 2 € Q, and s € R™, such that

lim h(l‘, 8) - hoo(x7 S)

|s|—o0 |8|p

=0 forall z € Q. (A.3)

It is already mentioned in [12, Formula (A.13)] that if {yx} C LP(Q;R™) is
bounded and L™ ({zx € Q; yr(x) # 0}) — 0 as k — oo then it is enough to test
(A.2) with recession functions only, i.e., is then equivalent to

lim /hoo(:v,yk(x))dx :/ / %md)\m(s)dﬂ(x), (A4)

k—oo
Q2 Q BsR™\R™
where (z, ) = ho(x,8) := hoo(1,5)/(1 4 |s|P) belongs to C(Q x BsR™) which
is the closure (in the maximum norm) of the linear hull of {g @ v/|-|P : g €

C(Q), v € TP(R™)}.

The following theorem is a direct consequence of [12, Thm. 2.2].

Theorem A.2. Let h € C(Q;CY (R™)) such that h(z,-) is A-quasiconvex for

- hom
all x € Q (whence h coincides with its A-quasiconvex envelope Qah, and in

particular, Q4h(0) = h(0) = 0), and suppose that {yr} < LP(;R™) Nker A
generates (w,\) € DML (Q;R™). Then for m-almost every x € ,

h(x, s)
0< / T+ [s)P dAz(s) . (A.5)

BSRm \Rm

A.2 Uniform continuity properties of the functional

The following lemma essentially allows us to modify sequences inside I as long
as the modified sequences approaches the original one in the norm of LP.

Lemma A.3. Let hoo € C(Q;CP (R™)). Then for any pair {ug}, {vi} of

hom
bounded sequences in LP(Q;R™) such that up — vy — 0 strongly in LP,

Poo (5 k() — Poo (-, vg(+)) — O strongly in L1.
Proof. For > 0 let

Ap(0) = Az € Q@ up(z) — v (2)] = 3(up(z)] + |vk(2)| + 1)}
Since ugx — v — 0 in LP, we see that

/ (Jlug(x)| + |vg(z)| + 1)P dx — 0 as k — oo, for every 4. (A.6)
Ak (8)
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In addition, hso is uniformly continuous on the compact set 2 x B(0,1) C
R™ x R™, with a modulus of continuity u, whence

|hoo (2, u) — hoo(x,v)| dz
Q\Ak(5)

[ (o)
g gj,
N Jug| 4 o] + 1

Q\ Ak ()

— hoo(x

(A7)

Vg
gk + vkl +1

< / p(0)(Jur ()] + [ox (z)] + 1)P dz

Q\ Ak (9)

)‘ (Juk ()] + |vg(x)] + 1)P dz

< u(6)C — 0 uniformly in k,
6—0

where we also used that {ui} and {vg} are bounded in LP. Combining (A.6)
and (A.7), ||hoo(-sug(+)) — hoo(+,vk(+))]| L1 can be made arbitrarily small, first
choosing ¢ small enough and then k large, depending on . O
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