From Statistical Polymer Physics to Nonlinear
Elasticity

MARCO CICALESE, ANTOINE GLORIA & MATTHIAS RUF

Abstract

A polymer-chain network is a collection of interconnected polymer-chains,
made themselves of the repetition of a single pattern called a monomer. Our first
main result establishes that, for a class of models for polymer-chain networks, the
thermodynamic limit in the canonical ensemble yields a hyperelastic model in con-
tinuum mechanics. In particular, the discrete Helmholtz free energy of the network
converges to the infimum of a continuum integral functional (of an energy density
depending only on the local deformation gradient) and the discrete Gibbs mea-
sure converges (in the sense of a large deviation principle) to a measure supported
on minimizers of the integral functional. Our second main result establishes the
small temperature limit of the obtained continuum model (provided the discrete
Hamiltonian is itself independent of the temperature), and shows that it coincides
with the I'-limit of the discrete Hamiltonian, thus showing that thermodynamic and
small temperature limits commute. We eventually apply these general results to a
standard model of polymer physics from which we derive nonlinear elasticity. We
moreover show that taking the I'-limit of the Hamiltonian is a good approximation
of the thermodynamic limit at finite temperature in the regime of large number
of monomers per polymer-chain (which turns out to play the role of an effective
inverse temperature in the analysis).
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1. Introduction and Statement of the Main Results

1.1. Polymer Physics and Nonlinear Elasticity

As opposed to (standard) fluids and to crystalline solids, the interesting proper-
ties of rubber stem from statistical physics rather than from quantum or molecular
physics. As Rubinstein and Colby write in the chapter “Networks and gels” of their
reference monograph [43] on polymer physics, Such networks, with either chemi-
cal or strong physical bonds, are important soft solids. (...) The entropic nature of
elasticity in rubbers is the origin of their remarkable mechanical properties.

The aim of the present work is to rigorously relate the “remarkable mechanical
properties” of rubber (best described by hyperelasticity at large deformation in
continuum mechanics) to “the entropic nature of elasticity” (best described at the
level of the statistical physics of polymer-chain networks). This question is a typical
instance of the general program of deriving macroscopic models from microscopic
descriptions in the vein of the sixth Hilbert problem.

Our contribution is twofold:

e On the one hand, we perform a rigorous thermodynamic limit of a general
class of statistical physics models towards nonlinear elasticity, which raises
interesting questions in mathematical analysis and probability.

e On the other hand, we present the state-of-the-art models of polymer-chain
physics, that we rewrite in a form suitable for the analysis, emphasizing the
modeling aspects, the physical aspects, and the relevant orders of magnitude
involved (as needed in asymptotic analysis). This enables us to justify standard
approaches in polymer physics in some relevant regimes, and to establish the
validity of a two-temperature model introduced in [30].

This work rigorously derives nonlinear elasticity from a polymer physics model
at finite temperature for the first time. It constitutes the first interaction between
polymer physics and mathematical analysis at alevel that allows to answer questions
of interest to both communities. In particular, the use of mathematical analysis
allows one to turn qualitative physical insight into quantitative statements, which
is what this contribution is about. We expect further such interactions to develop.

This article is written in such a way that physics and mathematics can be read
separately. In the rest of this introduction, we focus on the mathematical aspects: we
introduce the notation, the mathematical (and statistical) description of the network,
and state the main results of the paper on the thermodynamic limit of the Gibbs
measure and the free energy, and discuss the structure of the proofs. Section 2 is
dedicated to physical aspects, and gives a gentle introduction to the polymer physics
of rubber-like materials. Not only does this allow us to motivate the class of models
considered in the analysis part of this contribution, but it also allows us to apply
these results to specific models of interest in polymer physics.
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1.2. Discrete Free Energies and Gibbs Measures

We start with the definition of admissible Euclidean graphs, and first fix once
and for all constants R, r, Co > 0, and dimensions d, n. For technical reasons
we assume that 6R < Cy. For more details on point processes, we refer to the
monograph [39].

Definition 1.1. Let P C R be a countable set.

(1) P is said to be in general position if there are no k + 1 points contained in a
common k — 1-dimensional affine subspace (1 < k < d) and no d + 2 points
lie on the boundary of the same sphere.

(ii) A Delaunay tessellation T = {7;}; < associated with P is a partition of R into
d-simplices T; whose vertices are in P and such that no point of P is contained
inside the circumsphere of any simplex in T

Recall that Delaunay tessellations are dual to Voronoi tessellations (if the point
set is in general position—otherwise one has to choose a specific representative, as
one would do for Z%). This will only be used to define piecewise affine interpolations
as needed for the volumetric part of the Hamiltonian—this definition does not
restrict generality.

We now introduce our model for the reference configuration of a polymer net-
work.

Definition 1.2. Anextended Euclidean graph G = (£, E, S) € (RH)Nx {0, 1}V*Nx
{0, 1}N is a set of points £ = {x;}ieny C (]Rd)N , an associated connectivity graph

E € {0, I}NXN, and a subset of points £ := Ujj5;=1{x;}. If E;; = 1, we say that

(xi, xj) is an edge of the graph, whereas if S; = 1 we say that x; is a “volumetric

point” (this wording will be clear later). We call B the set of edges of (L, E, S),

and T the Delaunay tessellation of R4 associated with Uils:=1 {xi}.1 We say that

G = (L, E, S) is an admissible extended Euclidean graph (graph in short) if it

satisfies

(i) dist(z, £1) < R forall z € R?;
(i1) dist(x, £\ {x}) = r forall x € L;
(iii) forallx e £L: {y e L: (x,y) € B} C B¢, (x);
(iv) For all x, y € L there exists a path P(x, y) of edges of B connecting x to y
with

P(x,y) C[x, y] 4 Bcy(0),

where [x, y] ={x +t(y —x): t € [0, 1]};
(v) L is in general position.

We denote by G the set of graphs for which (i)—(v) hold.

1 Uniqueness fails when points are not in general position, which we rule out by condition
(v) of this definition.
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In the above definition one can obviously choose £; = L. The wording “vol-
umetric points” is chosen in reference to the volumetric part of the Hamiltonian
which will be defined using points in £;—and not necessarily all the points of L.
This is related to the scale at which one wishes to impose incompressibility in the
physical model, and we refer the reader to Paragraph 2.2.4 for details. In mathemat-
ical terms, considering £ on top of £ adds some degree of freedom to define the
Hamiltonian—it does not yield any additional difficulty in the analysis, and should
be seen as a requirement of physical modeling only. Note that the set of vertices
L also satisfies (i). Point sets with the properties (i) and (ii) are sometimes called
Delone sets. This class of point sets has already been used as a reference config-
uration for atomistic models in elasticity in [4]—albeit at zero temperature. Other
assumptions have also been considered in the literature for different models. In [8],
the authors define random perturbations of periodic lattices and study the limit of
the ground state of the electronic cloud associated with atoms that are placed at
the vertices of this perturbed lattice. In [9], the authors address a similar model
(where electrons interact via a Coulomb potential) at finite temperature. The main
difference between [8,9] and [4] and the present contribution (besides the assump-
tions on the graphs, which is not essential for our analysis) is the type of unknown.
In [8,9] the authors characterize the density of electrons, whereas in [4] and in
the present contribution we characterize the deformation of the lattice points. Note
next that (ii) and (iii) imply that the degree of each vertex is bounded uniformly
(this is one of the physical constants of the model). Assumption (iv) is technical
and ensures a coercivity property (see Lemma 4.3). Assumption (v) is to avoid the
non-uniqueness of Delaunay tessellations—this is not essential but convenient to
simplify measurability issues.

Next we endow G with a probabilistic structure, and consider on G C (RN x
{0, NN 5 10, 13N the o-algebra ¥ given by the trace o-algebra of B iy ®
By, 1y @ By 1y, where each factor denotes the Borel o -algebra given by the
product topology on the factors. We do not distinguish between (L, E, S) and
(L, B, T), which we will both denote by G. We then give ourselves a statistics on
this set of Euclidean graphs described by a measure E on (G, X), and address the
minimal assumptions on this distribution [E. They are related to the operation of the
shift group (Z4, +) on G, that s, for any shift vector z € Z? and any Euclidean graph
G = (L, B, T), the shifted graph G +z = (L+z, B4z, T+7z) is again a Euclidean
graph. The first assumption is stationarity, which means that for any shift z € Z¢
the random Euclidean graphs G and G + z have the same (joint) distribution. The
second assumption is ergodicity, which means that any (integrable) random variable
F (G) (that is a measurable map of the random graph) that is shift invariant, in the
sense that F(G+z) = F(G) forall shift vectors z € Z¢ and almost-every Euclidean
graph G is actually constant, that is ' = E[F] for almost every Euclidean graph
G. Throughout this paper we will tacitly assume stationarity and ergodicity. Our
results (except Remark 2) remain valid under the mere assumption of stationarity,
but all asymptotic quantities may still be random.

We are now in the position to introduce the Hamiltonian and the free energy
at the microscopic level. Let D C R? be an open bounded reference domain with
Lipschitz boundary. Given a small parameter 0 < ¢ < 1 and any U € RY we
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set Uy, = %, and use the short-hand notation Uf := L N Ug,—with this choice
the microscopic scale is set to 1 and the macroscopic scale to % We consider
microscopic deformations u : Df — R, whose internal energy takes the form

He(D,u)y= Y f(x—y, ux)—u®)+ Hpole(D, ), (1.1)

(x,y)EB
x,yeDyg

for some map f and a volumetric term that penalizes large changes of volume and
change of “orientation” (if it is not identically zero we always consider the case
n = d). In order to define such a term we need to introduce some further notation.
Denote by Vi = {C1(x)}ec, the Voronoi tessellation of R? with respect to the
volumetric points £, and recall that

Cix):={zeR: |z—x|<|z—y| Vye L)
We define the interior Voronoi cells by
Vie(D)={Ci(x) € V1 : T C D forall T € T suchthat T N C;(x) # 9}.

The intuition behind these cells is that we want to define Hyo) ¢ (D, -) using only
the volumetric points inside the domain D,. Given u : Df — R? we denote by
uate © Urpc p. T — R the continuous and piecewise affine interpolation with
respect to the triangulation T and the values of {u(x)},cz,. With these quantities
at hand the volumetric term takes the form

Hoe(Dow) = Y [CiG0)|W (dete, o (Vitar)) (1.2)
Ci()eV1 (D)

for some map W and the short-hand notation detc, (x) (Vuagr) 1= fCl @) det(Vuagr) dz.
By definition of the interior Voronoi cells, this sum is well-defined and, since ugr is
piecewise affine, the integrals over the Voronoi cells can be rewritten as finite sums.
The random character of this Hamiltonian H, is encoded by B and T (which is a
more descriptive notation of the actual event—a random graph—than the standard
“w”). We make three assumptions on the discrete energy densities f and W. The
first set of assumptions is used for the general results.

Hypothesis 1. The functions f : RY x R” — R, and W : R — R, are (jointly)
measurable, nonnegative and there exist a constant C > 0 and an exponent p > 1
such that for all z € R?, £,¢ € R", » € R we have the (two-sided) p-growth
condition

%IEI”—CEf(Z,S)EC(HIéI”), 0S W) S CU+IAT). (1.3)

Some of our results require a slightly stronger set of assumptions.
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Hypothesis 2. The function f : R? x R* — R, is jointly measurable, W : R —
R is continuous, and there exist a constant C > 0 and an exponent p > 1 such that
forall z € RY, £,¢ € R", A, ' € R we have the (two-sided) p-growth condition

%Iélp—cif(z,S)éC(1+|$|”), 0S W@ S CA+IMT), (14)

and the local Lipschitz conditions

1f(2,6) = [z O £ ClE = ¢+ [E1P7" + (g7,

1.5
W) — W) < Cla— N[0+ [Ald =+ /[ah. (1)

If W # 0, then we assume in addition that n = d and p > d.

The third set of assumptions is similar to Hypothesis 2, but is tuned for our
applications to polymer physics, and exploits the specific form of the model.

Hypothesis 3. The function f : R? x RY — R, is jointly measurable, W :
R — Ry is continuous, and there exist an exponent p = d and constants 0 <
Cp, Ca, C;,, C}, C, C’ such that for all z € R?, &, ¢ € R, A, 1" € R we have the
(two-sided) p-growth condition

CLEP + CplElP < f(2,6) S CHEP + CIEIP, 0= W) < C(1+ A7),

(1.6)
and the local Lipschitz conditions
If(z.8) = f(z, O S 1 = CICHUEN + 12]) + C,(E1P~ 4+ 121771,
W) = WO S Ch = 2+ e 4 277,
.7

Note that the second condition in (1.7) follows automatically from (1.6) if W
is assumed to be convex.

Under the above Hypotheses the passage from discrete Hamiltonians to con-
tinuum energies is well-understood at zero temperature (e.g. by I'-convergence in
[3,4,19]; see also [18] for results on local minimizers). In this paper we are inter-
ested in the asymptotic behavior of the free energy (that is, af positive temperature)
when we prescribe boundary conditions. To this end, given ¢ € Lip(D, R") we
define the class of states associated with ¢ at scale % as

Be(D,¢) ={u:D.NL—R" |u(x)— é(p(ex)| < lifdist(x, dD,) < Cop}.
(1.8)

We denote by V := {C(x)},c, the Voronoi tessellation of R? associated with £
(note that this is not necessarily the dual tessellation of T—the latter is given by V;
which could and will be coarser). We shall identify functions of B, (D, ¢) with their
piecewise constant extensions on the union of Voronoi cells C(x) for x € D, N L.
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The partition function Z f p., atinverse temperature § > 0 with boundary condition
¢ € Lip(D, R") is defined as

Zf,D,(p = / exp(—=pH(D, u)) du, (1.9)
Be(D.g)

where the integration is understood in the sense of the product measure du =
I xjeDeNL du(x;), whereas the Helmholtz free energy writes

EF(D, ¢) == —

B
log (Z . 1.10
i, 2 e0) (10
We conclude this section by the definition of the Gibbs measure. For all ¢ > 0
and v € L?(D), we introduce the rescaled version u := ITj/.v of v as

IMyv:De - R, z %v(ez).
We define the Gibbs measure /Lg D, At temperature B associated with the Hamilto-
nian H, (D, -) and the boundary condition ¢ as the probability measure on L? (D, R")
characterized by

P B 1
LP(D)>V /LS,D)(/)(V) =

/ exp(—BH:(D, u)) du,
Iy /e VNB: (D, p)

(1.11)

B
Za,D,w

where we divided by the partition function to ensure that uf’ D. (p(LP (D)) =1 (see
Section 5 for a rigorous definition). The main aim of this article is to study the
thermodynamic limit of Ef (D, ¢) and /,Lfy Do’ that is their asymptotic behavior as
% 1 oo (large-volume limit).

In all the results to come, and in the proofs, quantities of interest are random
variables (or random measures or functionals). As such, they depend on the realiza-
tion of the random graph. We do not make this dependence explicit in the notation,
except when it is strictly necessary (in which case we put an additional argument,
e.g. we write He (D, u, G) instead of H.(D, u)).

1.3. Thermodynamic Limit

The following analysis is essentially an extension to general random graphs
of the inspiring results [34] by Kotecky and Luckhaus on the Z¢ lattice. We start
with the convergence of the Helmholtz free energy for linear boundary conditions
@4 x — Ax and the definition of the limiting (free) energy density of the contin-
uum hyperelastic model.

Theorem 1.3. Assume Hypothesis 1. Then for all B > 0 there exists a determin-
istic quasiconvex function Wﬂ : R™4 — R satisfying the two-sided p-growth
condition

1 _
VA € R . clar—cs WP A) < ca+ (AP,
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and for all bounded Lipschitz domains D C R%, the Helmholtz free energy defined
in (1.10) satisfies almost surely

VA e R ; 16%55(0,@) = W ).

Theorem 1.3 is only an existence result. It is essentially of no use for numerical
purposes. Part of the rest of the present analysis is dedicated to the justification of

approximations of W that are “computable” numerically. This concerns the small
temperature limit (cf. Theorem 1.6 below) and the case of a quadratic Hamiltonian
(cf. Section 6.4 below).

The extension of this result to general boundary conditions ¢ € Lip(D, R") is
as follows, and implies the convergence of the Helmholtz free energy to the infimum

of an energy functional associated with the free energy density Wﬂ—a continuum
hyperelastic model.

Theorem 1.4. Assume Hypothesis 1 and for all B > 0, let Wﬂ be the well-defined
energy density of Theorem 1.3. Then for all bounded Lipschitz domains D C R¢
we have almost surely for all boundary conditions ¢ € Lip(D, R™)

lim£4(D, ¢) = inf{][ WP (Vu)dx : ue g+ W(}”’(D)},
el0 D

where f,, is a short-hand notation for ﬁ Ip-
We conclude the study of the thermodynamic limit by establishing a large-
deviation principle which ensures that the Gibbs measure concentrates as & |,

0 on states that minimize the energy functional associated with Wﬂ in the set
of continuum deformations that satisfy the boundary condition ¢. For a general
introduction to the subject we refer to [24].

Theorem 1.5. Assume Hypothesis 1 and for all B > 0, let Wﬁ be the well-defined
energy density of Theorem 1.3. Then for all bounded Lipschitz domains D C R4,
almost surely, and for all boundary conditions ¢ € Lip(D, R"), the measure ,uf’ Do
satisfies a strong large deviation principle with speed (8| D)~ and good rate
Sfunctional Ig’(p : LP(D,R") — [0, +o00] finite only on ¢ + Wol’p(D, R™) and
characterized by

v+ WOI”’(D, R s u+— Ig,w(”) = ]iWB(Vu(x))dx
- inf WP (Vu(x)) dx.
vep+Wy (DR D

More precisely, for every open and closed setsU C LP(D,R")andV C L?(D,R"),
we have

. B > _ B
D g e ) 2 = T 0
; B inf 7P
1 1 V) < —inf T .
leoupI X 08(ke,p,p(V)) = — Inf T, (u)
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Remark 1. In the scalar case in some regimes the strict convexity of Wﬁ is known
(see, e.g., [1,21,22,25]). Given such a result the large deviation principle immedi-
ately implies that the Gibbs measures converge to the Dirac measure supported on
the unique minimizer of the rate functional. However, in our vectorial setting, in

general we don’t even expect convexity of Wﬂ; see also [34, Lemma 8].

Remark 2. From a continuum mechanics point of view the energy density w?

should be frame-indifferent, that is, Wﬂ (RA) = Wﬁ (A) for all deformation gra-
dients A € R"*? and all rotations R € SO (n). Our model yields a frame-indifferent
energy density whenever the discrete interactions are of the form f(z, §) = f (z, IED
for some function f : R? x R — R. Indeed, in this case one can use the change
of variables ¢ +— R¢ to show that Sf(D, DPrA) = Sf(D,aA), which implies
frame-indifference of the limit. In case of rubber elasticity it is also customary to
assume that Wﬁ is isotropic, that is, Wﬂ (AR) = Wﬂ (A) for all deformation gra-
dients A € R"*4 and all rotations R € SO (d). In order for Wﬁ to be isotropic it is
enough to assume that the discrete interactions are of the form f(z, §) = f(|z|, &)
for some function f: R x R" — R and that in addition the graph G is isotropic in
law (that is, the random variable RG := (RL, RB, RT) has the same (joint) distri-

bution as G for all R € SO (d)). Under this assumptions W’ is isotropic. The proof
of this result, which proceeds as that of [4, Theorem 9] up to minor modifications,
uses a change of variables in probability in the formula

W (AR) = lim BIEL (B1(0). 9]

where B1(0) denotes the unit ball. The following two facts should be stressed. First,
from a modeling point of view the isotropy of the polymer network is a natural
assumption (otherwise no isotropy of the model should be expected). Second, the
assumptions above do not involve the volumetric part (which plays a role in our
models only in the case n = d) since it has the correct invariant structure by
definition.

In the following section we complete the study of the thermodynamic limit by

analyzing the behavior of W’ and Ig 0 when the temperature tends to zero, that
is in the regime 8 1 oo.

1.4. Zero-Temperature Limit

A natural guess for the zero-temperature limit of the Helmholtz free energy

Wﬁ is the large-volume limit of the infimum of the Hamiltonian H, (D, -). The
following result, which is new even for periodic lattices, establishes rigorously
the I'-convergence of the rate functional 7' Lﬁ), towards the I'-limit of the discrete
Hamiltonian studied in [4], and therefore indeed implies the commutation of the
limits 8 1 400 and ¢ | 0. In a nutshell, this relates the large deviation principle to
I"-convergence of the Hamiltonian at vanishing temperature. Note that we require
the stronger Hypothesis 2.
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Theorem 1.6. Assume Hypothesis 2 and for all B > 0, let Wﬁ be the well-defined
energy density of Theorem 1.3 and for all Lipschitz domains D and boundary condi-
tions ¢ € Lip(D,R"), let I’g’(p : LP(D,R") — [0, 400] be the rate functional of

Theorem 1.5. Then, as 8 1 400, I[ﬂ), v almost-surely T'(L?)-converges towards the

integral functional I%O,w : LP(D,R") — [0, 400] finite only on ¢ + Wol’p(D, R™)
and characterized by

¢+ Wy (D.R") 5w > I3, () := ][ W (Vu(x)) dx
D

- inf W (Vo(x)) dx,
vep+W, P (D,R") D

where W™ is an almost-surely well-defined quasiconvex energy density satisfying
the two-sided growth condition

1 —
VA € R¥*" . E|A|” —C<WTA) S CUAIP + 1), (1.12)

and given for all A € R"*? by

WP(A) :=lim inf

He (D', u)
0 ueBe(D',pp) | DL

for any Lipschitz bounded domain D' C RY, where By(D', ¢y) is defined in (1.8).
In addition, for all A € R4,

W) - W) < 28

c(1+1A1P7h). (1.13)

Remark 3. Theorem 1.6 implies in particular that the minimizers of the rate func-
tionals I[ﬁ)y v given by Theorem 1.5 at inverse temperature 8 converge weakly in

WP (D, R") to minimizers of Ig‘f o Moreover, due to equicoercivity of both func-
tionals, from [12, Proposition 1.18] we infer that for every open and closed sets
UcLP(D,R")and V C L?(D,R")

(i) lim supy oo infucy 77, , () < infuct T3, (0):
(ii) lim inf g1 oo infuev TP , (1) 2 infey I35, (1).

Those inequalities allow to pass to the limit § — 400 in the inequalities of the
large deviation principle. For quadratic functionals we shall prove a much stronger
statement in Corollary 2, namely the limit free energy and the density of the I'-limit
differ only by a S-dependent constant (which does not affect minimization). This
provides a rigorous justification of the so-called phantom model (for which the
free energies of polymer-chains are assumed to be Gaussian), an elementary linear
model of polymer physics (see e.g. [43, Section 7.2.2]).



1137

Remark 4. If Hypothesis 2 is replaced by Hypothesis 3, the conclusion (1.13) can
be strengthened to

|W°°(A)—Wﬂ(A)| < 10%’3(c§/|A|z+C§,’|A|P+d), (1.14)

for some C7 and CZ depending on d, p, C,C’, C3, C}, Cp, C;,.

1.5. Relation to the Literature

This contribution belongs to the large body of literature that aims at deriving
macroscopic models from microscopic descriptions of solids. To classify these
works, one needs to distinguish between

e solids: crystals versus disordered solids;

e geometric description: Eulerian (in which case a point set is enough to describe
the Hamiltonian) or Lagrangian (in which case, one needs a graph on top of a
point set to describe the Hamiltonian);

e interactions: long-range interactions (typically via a two-body Lennard—Jones
potential) or short-range;

e temperature: ground-states or Gibbs measures.

For crystalline solids (like metals), typical questions concern crystallization,
the Cauchy—Born rule, phase transitions, etc. Despite many contributions and much
progress, there is still yet no complete picture on how to pass from quantum mechan-
ical descriptions to linear elasticity (and plasticity, etc.). The mathematical tools
developed in this context are completely different from the tools used in the present
contribution, which makes these works and the present work quite unrelated.

Disordered solids—like rubber—have received much less attention from the
mathematical community than crystals (for related contributions from the physics
and engineering literature, we refer the reader to Section 2). The twist for such
models is that the microscopic description is not that of the atoms and of the quan-
tum world, but the statistical physics of random graphs. At zero temperature this
reduces the problem to taking a large-scale limit of a ground state of some graph.
Such problems are reminiscent of the homogenization theory, and their study us-
ing the framework of I'-convergence was pioneered by Braides and collaborators
[14—17], etc. For periodic lattices, the first result treating Hamiltonians of the form
considered here at zero temperature was obtained in [3], whereas the case of pos-
itive temperature was successfully analyzed by Kotecky and Luckhaus in [34], as
we already mentioned. Such Hamiltonians are however not meant to describe crys-
talline solids at the atomic length scale, and are more reminiscent of Hamiltonians
used in polymer physics, which is however the realm of disordered materials rather
than crystals. In this context, the work [3] was extended to stochastic lattices in [4],
whereas the extension of [34] is the aim of the present contribution.

1.6. Structure of the Paper and of the Proofs

Assume momentarily that the volumetric term W = 0 vanishes. Our main two
results are Theorems 1.5 and 1.6.
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The general structure of the proof of Theorem 1.5 follows that of Kotecky and
Luckhaus in [34], and adaptations are mainly technical (due to the randomness and
the general structure of the graph). One of the most important quantities to study
is the localized partition function defined for a Lipschitz domain O  R? and for
subsets of deformations V C {u : 085 — R"} by

zl ) = /V exp(—BH: (0, u)) du.

Forv e L (R?,R") and O € AR(R?) we then define

F=(0,v) = liminf Ly ZF (N, (v, 0, ¢, 1))
= limini —

T N It
FH(O,v) =limsup — :
Lo e0  BlOe|

log(Zf o (N (v, 0, &, 1))

where

Ny, 0,6,k) == {u: OSE — R", Zedlvg(x) —cu(x)|? < Kp|0|l+§}
0f

is a rescaled discrete L”-neighborhood of some discrete approximation of v (see
Section 3.1 for details). Both quantities are decreasing in «, so that we may consider
their limits as « |, 0

F(0,v) = lin%)]:,(_(O, v),
FH(0,v) = lim FF(0,v).
K—

In view of [24, Theorem 4.1.11] these quantities (if equal) are a natural candidate
for the rate functional of a large deviation principle for the Gibbs measures—except
that they do not take into account the boundary values. Incidentally, notice that if
we would replace the integral in the localized partition function by the infimum
of the Hamiltonian over the set V, the quantities F~ (O, v) and F* (O, v) would
coincide with the I'(L?(D))-liminf and I"(L?(D))-limsup, respectively, of the
rescaled Hamiltonian ﬁg : LP(D,R") — [0, +o0c] defined by

|01| 3 f(x—y,—v(”)_”(gy)) ifv e PC..
A, 0)=1{'""" ayes ¢ (1.15)

ex,eye0O

+00 otherwise,

where PC, denotes a suitable class of piecewise constant functions that can be
identified with functions v : ¢£ — R" (see Section 6.1 where we make this
connection rigorous in the small temperature regime).

Let us now describe the main steps of the proof of the main results and the
related flow of lemmas.

Section 3: Preliminary estimates. In this section we extend some auxiliary results
of [34] to the setting of random graphs. More precisely,
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e We first prove a discrete Poincaré inequality on bounded subsets of an admis-
sible graph (£, E) for functions with zero boundary values (Lemma 3.1).

e In Lemmata 3.2 and 3.3 we obtain a control on the localized partition function
Zﬁ o (V) for sets V of deformations satisfying a discrete boundary condition.
This estimate is particularly useful because it scales with the size of the reference
set O. (The only difference with [34, Lemma 12] is that the restriction of the
graph to Of might not be connected in the random setting.)

e Lemma 3.4 (similar to [34, Lemma 1]) shows that one can neglect deformations
with large energy in the computation of the localized partition function. More
precisely, this estimate will imply an exponential tightness on the sublevel sets
of the Hamiltonian and allows to restrict most of the analysis to deformations
with a uniformly bounded discrete p-Dirichlet energy.

e The final technical ingredient, Proposition 1 (similar to [34, Lemma 2]), is
an interpolation inequality which is to large deviation principles what the so-
called ‘fundamental estimate’ is to homogenization of integral functionals by
I"-convergence (cf. [13, Chapter 11], and Proposition 11.7 therein). In a nutshell
this result ensures that one can compute the quantities ]-",f:(O, v) either with or
without an imposed soft boundary condition as long as the (rescaled) boundary
condition is L?-close to the function v. For the reader’s convenience we display
in the appendix a proof of that technical result that we hope to be slightly more
transparent than the original version presented in [34].

Section 4: Definition and properties of the Helmholtz free energy. This section
is dedicated to the analysis of the Helmholtz free energy defined in (1.10) with
linear boundary conditions. This is a necessary step to be able to treat more general
boundary conditions by localizing the partition function via a suitable partition of
the reference set D (that allows to treat deformations locally as affine functions).
More precisely, defining the linear deformation of the boundary as the linear map
X = Ax:

e We first prove the almost sure (with respect to the randomness of the graph)
existence of the limit of the Helmholtz free energy Ef (D,p)) as e — 0, that

this limit Wﬁ (A) is deterministic, and that it does not depend on the reference
set D (cf. Proposition 2). To this end, we replace the classical (deterministic)
subadditivity arguments used in [34] by the subadditive ergodic theorem [2].

e In Lemma 4.1 we give several equivalent formulas for the limit Wﬂ(A) of the
Helmbholtz free energy, that will be convenient in different steps of the proof.
On the one hand, we show that we can restrict the class of deformations to
any discrete L”-ball centered at the linear map x + Aux rather than only
imposing this deformation at the boundary. On the other hand, we prove that

Wﬁ (A) = F(0, @), which provides a formula that only takes into account
deformations that are L”-close to the linear deformation but this time without
imposing boundary conditions. Again the main difference with [34, Lemma 3]
is the use of the ergodic theorem.

e The first significant difference in this random setting comes with Proposition

3, which is related to null sets. Since we want to use the values Wﬂ (A) to
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reconstruct the limit of the free energy for general boundary conditions, we have
to ensure that we do not take an uncountable union of null sets when applying
the ergodic theorem to linear deformations A. This requires to establish some
uniform stability of Ef (D, p,) withrespectto A as ¢ — 0.

e Lemma 4.2 establishes the p-growth of A Wﬂ (A) from above (which
follows again from the subadditive ergodic theorem). Lemma 4.3 deals with
the p-growth from below (and indeed quantifies the statement of [34, Lemma 3
(c)]). This is where the geometric assumptions (i)—(iv) of Definition 1.2 come
into play, which is the price to pay to consider general graphs as we do here.

e Next we show that the functions v — F*(0, v) are L”(0)-lower semicontin-
uous (Lemma 4.4).

e Finally, in Theorem 4.5 we establish the identity

F(D,v) = FH(D,v) = ][ WP (V) dx, (1.16)
D

which then implies the quasiconvexity of the map A +— w’ (A) (that is Theo-
rem 1.3) by the previously proven lower semicontinuity results. For the upper

bound FH(D,v) £ f w’ (Vv) dx we may restrict the analysis to piecewise
affine function by a density argument using the continuity and p-growth condi-

tions of the map A +— Wﬂ(A) as well as the lower semicontinuity of the LHS
established above. At this point it is crucial to put additional soft boundary
conditions on the boundary of each triangle on which the macroscopic defor-
mation is affine to make the partition function almost superadditive. Here we use
the alternative characterization of Wﬁ (A) from Lemma 4.1. The lower bound
F~(D,v) 2 fD Wﬂ(A) dx is achieved via blow-up which allows to treat v
locally as an affine function. Although the basic idea is the same as in [34], the
disorder of the graph introduces nontrivial additional boundary terms. Note that
the equality (1.16) is reminiscent of a I"-convergence result without boundary
conditions.

Section 5: Proof of the large deviation principle. With the identity (1.16) at
hand the large deviation principle for the Gibbs measure is rather standard (cf. [24,
Theorem 4.1.11]) using that the interpolation estimate (Proposition 1) allows one to
remove or impose boundary conditions without changing the value of the logarithm
of the partition function too much. Again, note the similarity with I"-convergence
problems in terms of addition of boundary conditions once the I'-limit is known
and a fundamental estimate is available (e.g. [13, Proposition 11.7]).

e In Lemma 5.1 we show that rescaled sublevel sets of the Hamiltonian are com-
pact in L? (which relies on the discrete Poincaré inequality). Combined with
Lemma 3.4 this yields the exponential tightness of the Gibbs measures (cf.
Lemma 5.2) which allows to show the upper bound of the large deviation prin-
ciple for compact sets.

e We conclude by proving Theorem 1.5 following the standard approach up to
some minor modifications (our topological neighborhoods indeed depend on
€). As a corollary we deduce Theorem 1.4.
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We then turn to Theorem 1.6.

Section 6: The small temperature limit. From the mathematical point of view, this
section contains the main novelty of this contribution. It relates the rate functional of
the large deviation principle to the I'-limit of the rescaled Hamiltonians H, defined
in (1.15) in the small temperature regime. This makes a rigorous connection (for
the models under consideration) between the variational and the statistical physics
approaches (which should not come as a surprise neither from a physical point
of view, nor from the mathematical side in view of the similarities between large
deviation principles and I"-convergence pointed out above in this context).

e In Theorems 6.1 and 6.2 we first briefly recall the variational results on the
Hamiltonian proven in [4].

e in Lemma 6.3 we argue that the density of the I'-limit can be calculated either
with clamped boundary conditions or the softer ones considered for the Gibbs
measures.

e In Lemmata 6.4 and 6.5 we prove upper and lower bounds for the difference
Wﬁ (A) — w™ (A), where WOO(A) denotes the density of the I'-limit of the
rescaled Hamiltonians. From those bounds Theorem 1.6 easily follows.

e We conclude this section by considering the so-called phantom model which
corresponds to a quadratic Hamiltonian. In Corollary 2 we prove that in this

case the density of the I'-limit differs from the limit free energy W’ (A) only
by a temperature-dependent constant. Hence minimizing the rate functional or
the I"-limit yields the same optimal deformation.

Section 7: Volumetric effects In this last section we show how to incorporate the
volumetric term in the analysis, which was not considered in [34] and is crucial for
our applications to polymer physics. More precisely,

e in Lemma 7.1 we prove a local upper bound for the volumetric part in terms
of finite differences on the graph while in Lemma 7.2 we show that also the
volumetric term leads to a stationary Helmholtz free energy when we impose
linear boundary conditions.

e Lemma 7.3 provides the global continuity estimate of the volumetric part of the
Hamiltonian that was needed to obtain the estimates in the small temperature
regime.

2. From Polymer Physics to Rubber Elasticity

2.1. Continuum Mechanics and Phenomenology

Rubber-like materials are the realm of continuum mechanics and constitute the
paradigmatic example of hyperelastic materials at large deformations—that is, their
energy density and stress tensor only depend locally on the gradient of deformation.

2.1.1. Kinematics and Hyperelasticity Consider a piece of material that occu-
pies a domain D at rest, and which is deformed according to some map u : D — R3
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(in Lagrangian coordinates). The energy of the deformed configuration then takes
the form

I(D,u) = /W(Vu(x))dx,
D

where W : R3*3 — [0, +00], A — W(A) is the energy density of the material
(minimal at A = Id), and is referred to as its constitutive law. The associated Piola
stress tensor is given by Dy W (A). A crucial physical requirement on the map W is
frame-indifference, that is, for all rotations R € S O3(R) and deformation gradients
A € R3*3 W(RA) = W(A). Rubber materials are also usually isotropic, which
reads as follows on W: For all rotations R € SO3(R) and deformation gradients
A € R¥3, W(AR) = W(A). Finally, rubber materials are nearly-incompressible,
which typically requires that W (A) gets large when | det A — 1| > 1, and should
not allow interpenetration of matter, which at least imposes that W(A) = +oo0 if
det A < 0. For a given deformation ¢ : 3D — R> of the boundary, the piece of
deformed material (that occupied D in the reference configuration) has now energy

E(p) == inf{/ W(W)|u:D—>R3,u|aDE¢}, 2.1
D

and its deformation is given by the minimizer of this functional (if attained and
unique). We refer to [20] for classical mathematical aspects of nonlinear elastic-
ity. Standard mechanical experiments illustrate the complexity of the nonlinear
response of these materials at large deformations—see Fig. 1 for the Treloar exper-
iments in uniaxial traction [45].

2.1.2. Phenomenological Constitutive Laws and Their Limitations The choice
of the energy density W depends on the actual material considered. The energy
densities used in practice in applied mechanics and in the rubber industry are
phenomenological—see e.g. the survey [6] on constitutive laws for rubber. De-
riving suitable constitutive laws in applied mechanics and engineering remains a
hot topic in the field. A fair statement is that discrepancies between experiments
and numerical simulations are due to the choice of the constitutive laws rather than
the numerical accuracy achieved. Discrepancies are not only quantitative but also
qualitative. An example of such a qualitative discrepancy is the so-called Rivlin
effect. For uniaxial deformations

Ay = diag(x, A7V2, 2712
with A > 0, consider the Mooney plot

o11(A) —o022(A)

b MO) ==

’

where o is the Cauchy stress tensor (that is, VW written in the deformed configu-
ration). A material displays the Rivlin effect if this map is concave around A = 1.
Rubber materials generically exhibit such a Rivlin effect, see for instance Figure 9
in [42]. However, for all of the constitutive laws listed in [6], the map M is convex
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around A = 1, which shows that something is missing in the phenomenological
understanding of rubber in this regime. The common interpretation is that phe-
nomenological models at the continuum level are missing physical insight, which
is however only available at the scale of the polymer-chain network. This raises the
question: How can one upscale polymer physics models to the continuum level in
a quantitative way?

2.1.3. Towards Constitutive Laws Based on Polymer Physics Before we turn
more thoroughly to polymer physics, let us quickly describe some specific ap-
proaches to upscaling. So far, all these approaches take as a “discrete model” a
network of elastic springs (the elasticity of which is reminiscent of that of a poly-
mer chain at a given temperature), and propose a way to upscale it. Some further
assumptions are made to that end. In some works, an additional phenomenological
assumption is made at the discrete level to be able to explicitly upscale the model
(e.g. [5,33,38,44] to cite a few). In some other works [10, 11], a numerical model
is introduced based on finite elements, which imposes that the discrete network
be a Delaunay tessellation, and does not give rise to an effective model (no limit
is taken). From the mathematical point of view, none of these works are satis-
factory: they either shift the phenomenological assumptions from the continuum
scale to the discrete scale, or they remain at a discrete level (finite elements e.g.).
The model which has least phenomenological assumptions is the two-temperature
model introduced, analyzed, and numerically investigated in [4,30]. Asin [10,11],
it is based on a simplified polymer physics model. But as opposed to [10,11], the
“thermodynamic limit” thereof is established (see below for details), and gives rise
to a continuum model. Incidentally, the numerical simulations of the energy den-
sity associated with the two-temperature model display the desired Rivlin effect,
cf. [30].

This state-of-the-art of constitutive laws for rubber-like materials constitutes
the starting point of the series of works [4,26,30,31] in the field. We believe that
rigorous upscaling methods can be of added value to the quantitative and practical
modeling of rubber elasticity. In particular, although the two-temperature model
of [4,30] yields promising results, it does not appear yet as a consistent approx-
imation of a consensual polymer physics model. Our analysis (and in particular
Theorem 1.6) establishes this result in the regime of large number of monomers per
polymer-chain (which will play the role of an effective inverse temperature)—see
details in Section 2.3. In order to draw the link between the analytical results of
this paper and the derivation of actual rubber-like materials from actual polymer
physics models, we need to give some background on polymer physics.

2.2. Polymer Physics

Rubber-like materials are also the realm of the statistical physics of polymer-
chain networks and constitute the paradigmatic example of materials for which
elastic properties are purely entropic—that is, they are only due to thermal fluctu-
ations. The following constitutes a gentle introduction to polymer physics with the
thermodynamic limit in mind.
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Fig. 2. Polymer-chain network (balls represent cross-links, lines represent polymer-chains)

Fig. 3. Polymer-chain: end-to-end vector (red arrow) between two cross-links (large balls)
and monomers (thick edges)

2.2.1. The Network We first start with some vocabulary. A network of cross-
linked polymer-chains is a set of polymer-chains attached to each other through
cross-links, cf. Fig. 2. Polymer-chains can be represented as the edges of a graph,
and cross-links should be thought of as the vertices of a graph.

Each polymer-chain is itself a sequence of monomers. The edges of the graph
only represent the so-called end-to-end vectors of the polymer-chains. In particular,
the state of a polymer-chain is fully described by the end-to-end vector and the
positions of all the physical (or chemical) bonds between monomers, see Fig. 3.

The rest of this section aims at

e introducing the statistical physics of such networks (in the canonical ensemble),
e presenting a coarse-grained version where the effect of the positions of the
monomers are averaged out, and only the positions of the cross-links matter.

Before we turn to the kinematics of polymer-chain networks, let us comment on the
notion of network. As customary in polymer physics, one considers a network to be
given once and for all: the network is obtained through a chemical process of cross-
linking, and the obtained cross-links are permanent (the energy needed to break
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a cross-link is much larger than mechanical forces). This cross-linking process
gives rise to several statistical properties of such networks: their connectivity (how
many chains are attached to the same cross-links), the typical distance between
two neighboring cross-links, the typical length of an end-to-end vector, the typical
number of monomers per polymer-chain. We will come to orders of magnitude later
on. In this contribution we consider the network to be given. In the mathematical
description of a network, we need to have the freedom to choose the above four
geometric properties and we assume stationarity and ergodicity (which are mild
assumptions). In particular, the network cannot be described as the Delaunay graph
of a point set (the connectivity would be forced upon us), whence the larger class of
graphs we consider here. We shall not discuss the cross-linking process further, and
consider the probability measure describing the graph as a choice of the specific
polymer-chain model under investigation—our assumptions are general enough for
this.

Let us now be more specific and describe the network as a set of labels and
relations between these labels. We call 91 a finite network of cross-linked polymer-
chains, described by a (finite) set 2 C N of cross-links 7, a subset £, C & of
boundary cross-links, a (finite) set B C £ x £ of undirected chains cij = (@, ])
(such that £ has one single connected component via 93). Each chain c;; is itself
made of a sequence of N;; € N monomers, characterized by i, j and Mm; i =
{G, j, D, ..., j, Nijj—1)}. Up to this point, the above only describes a graph and
quantities attached to it, that is, how labeled monomers, cross-links, and polymer-
chains are organized together. The next nontrivial step is to define the kinematics
of a network by specifying the position of the monomers, cross-links, and polymer-
chains in the physical space R3. We have to specify the scale of the observer: we
place ourselves at the physical scale of a monomer (the smallest constituent of
matter considered in our description), which has from now on size unity.

2.2.2. The Kinematics and the Helmholtz Free Energy As usual in statistical
physics, one may simplify a model by making the state space discrete—this makes
the notion of partition function easier to grasp. This is what we do now by assuming
that monomers can only be placed on the edges of the canonical graph Z (instead
of anywhere in R>—this is only done for convenience in this presentation, and not
in the rest of the paper). Here comes the kinematics of a network: a deformation
u of the polymer-chain network MNis a map £u U (i.ye M, ; i = 73 with the
following properties. The map u is edge-injective (that is, two distinct monomers
cannot occupy the same edge of Z*) and has unit increments in the sense that for
all i, j) e Bandall 0 < k < N;j — 1 we have with the notation i(; j,0) = #; and
Ui, j,Nij) = Uj:

|t jky — k| = 1. (2.2)

Given a boundary map @ : £, — 73, we denote by Q (N, @p) the cardinality of
the set {iz deformation : £U U(l De® fml, - 73 | u|£b = @p}. The Helmholtz

free energy EF (M, @p) of the network N with boundary deformation ¢, at inverse
temperature f is then given by
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EPON, @p) = —Elogmm, b)), (2.3)

with the understanding that £7 N, ©p) = +oo if Q N, ¢p) = 0. Before we make
further restrictions on £ and %, observe that if the network B is made of one single
polymer-chain (1, 2) with N monomers, then given ¢, : {1, 2} — {u(1),2(2)} €
(Z3)?2, (N, ¢p) is explicit and obviously only depends on N and the length |z (1) —
1(2)]. Indeed, for large N, (2.3) can be explicitly computed (and typically leads to
(2.5), see below).

2.2.3. The Lagrangian Description and the Reference Configuration So far,
we have defined the notion of network, its kinematics, and the Helmholtz free en-
ergy. In order to relate this description to continuum mechanics, it is convenient to
have a Lagrangian description of the network, and thus a reference configuration.
This is usually not presented in monographs on polymer physics [27,43,45]. Al-
though this is elementary and pedestrian, we display this construction in detail since
it is at the very origin of the passage from the network description to the kinematics
of continuum media. A reference configuration for N is a specific deformation,
which we denote by x (see below for the physical interpretation). In particular, for
all (i, j) € %, x; and x; are the reference positions of the cross-links i and j, for

all0 =k < N;jj— 1, (xfj, xf;“l) is the reference position (an edge) of the (k + 1)-th

monomer of the polymer-chain ¢; ; (and with x?j = X;, xgij = x;). We then now
denote by 9 = {M, x} the network and its reference configuration (which we still
abusively call network), and let £, £, B denote the sets of reference positions of
cross-links, boundary cross-links, and end-to-end points of polymer-chains. This
description allows us to view deformations # of the graph as deformations u of
the reference configuration x via the relation u(xlkj) = U, j k- As above, for all

Nij . o .
(xi,xj) € B, uj : {x?j, .. .,x,.j’} — 73 is an admissible deformation of the
polymer-chain (x;, x;) if it is edge-injective and has unit increments in the sense
of (2.2).

2.2.4. The Coarse-Grained Helmholtz Free Energy The next classical step in
polymer physics is to relax to some extent the edge-injectivity condition between
monomers from different chains. Given a deformation u : £ — Z> and a polymer-
chain (x;, x;) € B, we denote by €;;(u) the cardinality of the set of admissible
deformations p;; such that p;; (x;) = u(x;) and u;;j(x;) = u(x;). This accounts
for local injectivity within each chain. Given a boundary map ¢ : £, — 7Z°,
we define U(pp) == {u : £ = Z° | u| g, = @p) the subset of deformations
of cross-links that coincide with the boundary map ¢, on £,. We finally replace
the edge-injectivity assumption between monomers of different chains by some
steric effect between chains (that is, the monomers of a polymer-chain, and thus
the polymer-chain itself, occupy some volume in which the monomers of other
chains, and thus the other polymer-chains themselves, are excluded), that can be
accounted for by restricting admissible deformations to a suitable subset U of
{u : £ — 77} (which does not describe the positions of monomers any longer),
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and define ﬁ(gﬁb) = U(pp) NB. This assumption allows one to coarsen the model
by factorizing the number of admissible deformations in the form

QMo ~ > ] @w.

uell(pp) (xi,xj)eB

Of course, this step is not rigorous in the sense that €2 does not exactly factorize.
It is however considered to be a good approximation in polymer physics. This
procedure has the effect to integrate out the positions of the monomers and to
reduce the characterization of the model to (£, 8) and the definition of the state
space ﬁ(gob) for any boundary deformation ¢}, : £, — Z3. There is quite some
flexibility and arbitrariness in this choice. Since these quantities only depend on
distances (and/or angles) between cross-links, €2 (1, ¢p) does not depend on the
frame of the Lagrangian description.

We now enrich the physics: On top of the non-interpenetrability of matter,
polymer-chains feel the effect of a solvent which yields an internal energy that
penalizes changes of volume with respect to the reference network, which we
model in the form of H (u), an internal energy that only depends locally on u at a
scale larger than that of a polymer-chain (in a frame-indifferent way). Again there
is flexibility and arbitrariness in the choice of that scale (which is accounted for
in Definition 1.1). The Helmholtz free energy of the network 91 with boundary
deformation ¢, at inverse temperature § is then given by the following modified
version of (2.3)

1 A
sﬂm,%):—ﬂlog( > ( [1 Qi,i(”)) exp(—ﬁH(u)))

uell(gp) \(i.xj)€B

) . -1
= _Elog ( Z exp (—ﬂ (H(M) + Z B 1°g(9ij(”))))) ;
MGQ((M}) (X,‘,Xj)EB

which we rewrite as

1 -1
EPON, ) = —glog< > eXp<—/3<H(u)+ > FIog(szi,«u))))),

ueil(pp) (xi,x;)eB
2.4

by setting H(u) = H(u) + H(u) where H(u) = +oc if u ¢ ¥ and H(u) = 0 if
u € 9. The latter rewriting amounts to penalizing that a deformation u : £ — 73
be admissible rather than restricting the set of states. The thermally fluctuating
network with imposed boundary deformation ¢} has then free Helmholtz energy
EP(M, gp), and its configuration is described by a probability measure ugb on the
set of admissible deformations defined as follows: for all V' C $(¢p),

D uev EXP ( —B(H@) + D (xix))eB % log(£2i; (M))>

> uesl(py) EXP ( — B(H W) + Z(x,-,xj)eq; _71 log(€2; (M))) .

W, (V) =
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The above consensual model of polymer physics is of the form studied in the anal-
ysis part of the present contribution. There is however a fundamental difference
between (1.1) and (2.4): In the former the Hamiltonian has no dependence with
respect to B, whereas in the latter the “effective” Hamiltonian of a polymer chain
has a dependence on B and vanishes in the limit of small temperature (this is,
again, not surprising since rubber elasticity is an entropic effect solely due to tem-
perature). This is not an issue for the application of Theorem 1.5 since S is a
parameter there. This is different for Theorem 1.6 since we do not wish to take a
limit 1/8 — 0 at which elasticity disappears. In this respect, let us quickly an-
ticipate on Paragraph 2.3.4, and mention that the two-temperature model analyzed
below introduces two temperatures, the inverse physical temperature 8 (which is
arbitrary yet fixed) and an “effective temperature”, which turns out to be small in
the regime of large number of monomers per polymer-chain. In this context, taking
the small temperature limit means taking the “effective temperature” small (while
keeping the physical temperature unchanged), which is the way Theorem 1.6 will
be used in Paragraph 2.3.4.

To conclude this paragraph, let us emphasize that the only phenomenological
aspect of this model lies in the choice of H and ;;, and in particular on the fact
that they can be chosen not depending on the positions of the monomers inside
a chain. Classical choices are as follows. The Hamiltonian H is often chosen to
reflect incompressibility, albeit at a scale slightly larger than that of a polymer-chain
(because chains can intertwin and extend to distances that are larger than the end-to-
end distance). Evaluating 2;; reduces to counting the number of states of a polymer-
chain given its end-to-end vector (that is, the number of sequences of monomers
that lead from one end to the other) and given some rules (e.g. two monomers cannot
overlap, the monomers must lie in some tube, and so on), which often leads to semi-
explicit formulas, cf. the several choices discussed in [43, Chapter 3]. Establishing
the regime of validity of such an assumption and specific forms for A and Q;;
should definitely be investigated using molecular dynamics. Again, our analysis
makes rather general assumptions on H and ;.

2.2.5. Towards Constitutive Laws Based on Polymer Physics Let us quickly
revisit some classical models and some of the models of Paragraph 2.1.3. For
simplicity, assume that the boundary condition is linear: ¢;,(x) = A - x for some
matrix A.

e Treloar (or affine) model: (2.4) is approximated by evaluating H (u)
+ Y apem 7 108(Q @) atu(x) = A - x;

e Arruda-Boyce model: (2.4) is approximated by replacing the network by a
representative element made of 8 chains which spontaneously align with the
principal directions of A, and use the affine deformation;

e Path-bases, non-affine micro-sphere (etc.) models: (2.4) is approximated by
restricting the class of test-functions u in the average using some form of rep-
resentative element;
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e Two-temperature model: (2.4) is approximated by

. -1
inf Y H@ + ) 5 loa(ij () ¢
(xi,x;)eB

which amounts to replacing the Helmholtz free energy by the ground state
(whence the wording: cross-links are taken at zero temperature, but monomers—
via §;;—are taken at inverse temperature f3).

Let us quickly interpret Treloar’s experiments and the three regimes of Fig. 1
in terms of polymer physics. The linear regime essentially represents the fact that
for ¢, close to the identity map, (2.4) is close to quadratic. The regimes of strain
softening and strain hardening are related to the entropic term, the geometry of the
network, and H. Let us give some intuition on the entropic term by considering a
system of two cross-linked polymer-chains of possibly different length, for which
the deformation of the boundary of the system (that is, the end points of the two
polymer-chains except the cross-link) is fixed. For large boundary deformations,
monomers tend to align so that there are less configurations available and the free
energy of the system gets large and ultimately blows up. For moderately large
boundary deformations, among the possible deformations of the cross-link, the
one with the largest number of configurations is the linear interpolation of the
deformation of the boundary only if the chains have the same length—otherwise
it is advantageous to deform the longer chain more, which yields redistribution of
strain and therefore leads to softening.

2.2.6. Orders of Magnitude We conclude with some orders of magnitude, and a
discussion of the reference configuration. The reference configuration is obtained
after cross-linking (that is, attach together) polymer-chains that were evolving freely
in a solvent, cf. Fig. 4. First, as measured in physical experiments, the connectiv-
ity of such obtained polymer-chain networks is between 3 and 4 (depending on
the polymer). Indeed, the cross-linking process takes place when a cross-linker
meets several polymer-chains together: the probability that more than two polymer-
chains are within range of the cross-linker is small. Second, the end-to-end vector
of a polymer-chain in the reference configuration is a function of the number of
monomers it has. Assume that the polymer-chain is a sequence of N monomers
(recall that monomers have size unity in this discussion). Then the length of the
end-to-end vector of this chain in the reference configuration is random itself and
obeys some distribution which is peaked at +/N. This is not surprising since one
can think of a polymer-chain as a random walk after N steps (in which case the
expectation of the distance to the origin is +/N). In our analysis, although we have
assumed that €2;; is a deterministic function of the network, our arguments can treat
this additional randomness (provided it is chosen as an iid process on each chain).
Finally, N ranges from 25 to 1000 in practical examples.

2.3. Application of the Main Results to Polymer Physics

In this second main part of this contribution, we apply our analysis to the
physical model (2.4) of polymer physics recast in the form of (1.10), which allows
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us to justify the two-temperature model. In this section, we use physical parameters.
In particular, monomers have length £ (a few nanometers at most).

2.3.1. The Precise Hamiltonian We need to make precise the form of the free
energies of isolated polymer-chains in function of the number of monomers in the
chain. The Kuhn and Griin formula (see e.g. [35] and [43, Section 3.4]) for the free
energy of an isolated chain made of N monomers of size £ with end-to-end length
L at temperature S is given by

1 L L G(L)
£ ﬁN<NE (Né>+ OgsinhG(—ie))’

where 6 is the inverse of the Langevin function ¢ +— cotht — % In particular,
L f B (L, N) is a non-negative convex increasing function in the variable L2,
that vanishes at L = 0 and blows up as L 1 N{. This formula is based on a
self-avoiding random bridge. For technical considerations (cf. discussion in [26]
Paragraph 2.3.5), we replace this function by a function with p-growth from above
and below, which yields our starting point

N L
B.(p) - (p)
SPWNL, N) = ﬁf <N£>’ (2.5)
0(1)

where f(P) is a suitable approximation of 1 > f(¢) := 16 (t) + log FYI0) (that
remains convex and increasing). At order p = 10, a Taylor-expansion (cf. [30])
simply yields

N[3/LN 9/L\" 9 /L\°
B Ny= | Z [ = Y (=
f (L. M) B |:2 (NE) +20 (N() +350 (NE)
81 (L\® 243 /L\"
+—\—=) + — .
7000 \ N¢ 673750 \ N¢
Consider now an ergodic random graph G° = (£, B, T), a fixed inverse tem-
perature 8° = 1, and fix p (say, p = 10). Recall that we assume that the length of
an edge b € B of the random graph writes ,/N; ¢, which we use to define the num-
ber N of monomers in the polymer-chain b. We denote by N° := E[N} : b € B]

the average number of monomers per polymer-chain in the graph. We then rewrite
(2.5) in terms of the deformation ratio A =

L as
N;t

o N7 1
B L,NY) := b ¢(p) | ) ;
f7 (L, Ny) 5o f ( \/Nig)

and make the volumetric term more precise by considering for some K > 0
1
W(A) = ?‘/Vvol(det A),

where Wy, : R — Ry is a convex function that is minimal at # = 1 and satisfies
the growth condition

Vi>0: W) < 1414, (2.6)
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For all Lipschitz domains De > 0 and microscopic deformationsu : £LNDe — RY,
the discrete Hamiltonian takes the form

HXDw = Y Ny sy [lue0) —uG)l 1

(x,y)eB p =l vV N;y

x,yeDyg

1
+ Y (o Waa(dete (Vi)
CEV]Yg(D)

which we rewrite in the equivalent form

H?(D,u) = Z—:H;(D, u), 2.7)

where FI;’(D, u) is given by

A= Y £ (M)+ > ICIWey (dete(Vaam),

P
(e e =l CeVrL (D)
X,y

and forallL = 0,1 € R,

. N 1 o g° 1
fx)’r(p)()n) = _x:f(p) A——. Wvol(t) = _o_WVOI(t)'
N Ne, N° K

In terms of scaling, since volumetric and entropic terms compete, we choose 70 ~
1, in which case (1.6) and (1.7) are valid for p = 10 with the constants

1 3 243

C~—.,C~5=,Clo~ ———=, (2.8)
673750/ N°

N° 2N°

where ~ means < ¢x and = %x for some constant ¢ independent of N°. We are
in the position to apply our general results. In what follows, 8° and N° are fixed
physical quantities, whereas 1 and N are dummy variables.

2.3.2. Thermodynamic Limit for H. (D, u) By Theorems 1.3, 1.4, and 1.5, for

all temperatures S there exists a macroscopic energy density W;Vf?' associated
with the Hamiltonian H (D, u) (recall that 8° and N° are fixed parameters) via

log/ exp(—BLH (D, w) du = WL (A).
Be(D,gpp)

2.9)

1
YA e R . lim—
el0  Bi|De|

For the physical choice 1 = B°, this implies that the free energy of the discrete
network of polymer-chains and the associated Gibbs measure are well-described
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at the thermodynamic limit (with given Dirichlet boundary data ¢) by the infimum
of the continuum energy functional

v+ Wol’p(D) Sut—> I Y(u) —][ W° A (Vu(x))dx,

and by the Dirac mass at the set of minimizers. Next we argue that a direct ap-
plication of Theorem 1.6 does not allow to justify the two-temperatures model
which amounts to taking the limit 81 1 oo while keeping ,3° ﬁxed In this setting,
Theorem 1.6 yields the existence of some energy density Wy No o° such that

VA e R lim WP(A) = WIS (A).
Bi11oo
However, the quantitative estimate (1.13) of Theorem 1.6, that takes the form

—o0,B —0,00 g/31

Wiy (A) = Wye (A)] = (d+ —C(1 + A7), (2.10)

B1 B°

is not precise enough for 8; = B° since W,\}o is itself of order FC(I + [A]P).
The rest of this section aims at justifying the two-temperatures model in the regime
N° > 1 rather than 8° > 1.

2.3.3. Thermodynamic Limit for ﬁ;(D, u) We denote by WO’N' the macro-
scopic free energy at temperature “N;” (the number of monomers will indeed play
the role of an inverse physical temperature in what follows) associated with the
Hamiltonian FIE" via Theorem 1.3, that is,

VA € RI¥ . exp(— N H2(D, u))du = WV (A).

lim ——— log/
€0 Np|Dg| Be(D.gn)
In view of (2.7) and (2.9), we have the identity

[Ny =N, - 2.1D

N
Whereas the W N’f is well-suited to take the zero-temperature limit 81 1 oo, woH

is well-suited to take the limit of large number of monomers per chain Ny 1 co. By
Theorem 1.6 (in form of (1.14)), there exists a macroscopic energy density w”
such that for all Ny > 1

—o —o, log N
vA e RO W) — WM () £ 2T (CHIAR + CplAl + ).
1
(2.12)
and so that the integral functional u# +— Z° M= f w> N (Vu(x))dx T'(LP)-

converges towards u +— Z°°(u) := fD (Vu(x))dx on ¢ + Wol‘p(D) as
Np 1 oo. Note that the lower and upper bounds in (1.12) are crude and could be
largely improved if more precise assumptions are made on the random graph—in
particular, we expect the coefficients of the terms of order | A |? to be comparable in
both sides of the two-sided estimate, so that the RHS of (2.12) would indeed scale

like % times the order of magnitude of WO’Nl (A).
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2.3.4. Justification of the Two-Temperatures Model in the Regime N° > 1 and
the Effective Temperature The combination of (2.12) and (2.11) yields

No—o —o0,3°
VA e R WA — W ()
B N
log N°y  N°
< (Ojgvo )x ﬂo( §’|A|2+CZ|A|P+d). 2.13)

In view of the parameters (2.8) and lower bounds for the I'-limit, for deformations
A such that |A| ~ «/N° (that is, in the nonlinear regime), we have

W™ (A) ~ ColA? + (Cp + O)|A|P N° —o.00
> = W (A)
~ CH|AI> + Cj|AlP Be

NO
2 5o (chaP +cpiar +a),

so that (2.13) shows that the relative error between W(j\,ﬁ and its approximation
N"W* is of order 101%1:] <« lintheregime N° > 1 of large number of monomers

per polymer-chain. Combined with the observation that the identity (2.7) also yields

No—o . —o0 —o0
VA € R4 o () = ﬂlgoW,\}f'(A) = W),
1

(2.13) takes the form

—o0 —o0,f3° log N° N°
VA e R W (a) — Wl (a)] < ( ;évo )x ﬁo( AP

+CUIALP +d),

O

_ N°
Al ~ VNT — WS (A) > F(C§’|A|2+c;;|A|"+d),

which improves on (2.10). The above applications of Theorems 1.3, 1.4, 1.5, and
1.6 therefore yield a rigorous justification of the two-temperatures model W(;VOO,
which consists in assuming that the monomers of the polymer-chains fluctuate at
inverse temperature 3°, whereas cross-links are considered at zero temperature
(B1 = +00). In particular, one can interpret “’;c’vﬁ’ " as the effective temperature of
the cross-links. This sets on rigorous ground the approach introduced and analyzed
in [4,30] to derive nonlinear elasticity from polymer physics.

2.3.5. Extensions and Comments We conclude this section on the derivation of
rubber elasticity from statistical polymer physics with a list of possible extensions
and open problems.

e The process of vulcanization of rubber generates metallic inclusions (zinc ox-
ides) in the matrix phase, which modifies the elastic behavior of rubber-like
materials at large deformation since the former are more rigid than the polymer-
chains. This can be included in the discrete model as follows. Enrich the prob-
ability space by adding a state Z € {0, 1}, and say that a vertex i is in the
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set of zinc oxides if Z(i) = 1. If an edge b = (x;,x;) € B is such that
Z(i) + Z(j) = 1, then the free energy of the polymer-chain f;; is multiplied
by some large constant K > 1 (which encodes the larger rigidity of the zinc
oxides). We may then perform the same analysis as above.

e We now comment on the two main analytical simplifications of this work,
namely that f;; and W have p-growth from above. We believe that at least parts
of the results should survive if we let f;; blow up at finite deformation. For the
homogenization of multiple integrals, such a result was recently obtained by
Duerinckx and the second author in [26]. Whereas I"-convergence focuses on
minimizers, large-deviation principles focus on neighborhoods of minimizers,
so that one needs finer quantitative control for the latter. Since such quantitative
control is already quite subtle in [26], the extension of our analysis to this
setting might hold, but not without additional and substantial work. In contrast,
the growth condition on W is crucial for our arguments to work. Relaxing this
assumption constitutes the major open problem of homogenization of integral
functionals with quasiconvex integrands. For first results in that direction (with
small data) we refer to [41].

e Both in (2.1) and in (2.4), the setting is time-independent. Although this is
correct at first approximation, rubber-like materials also display some visco-
elastic effects in practice, which find their origin in a feature of the discrete
network we have not touched upon: when a polymer-chain gets extended, it
needs to “un-entangle”, and there is some friction at that level. This could
be included in the two-temperature model following the recent work [37] by
Lequeux and collaborators.

e The model (2.4) also neglects one feature of polymer-chain networks: topo-
logical constraints. Indeed, chains can be prevented from extending too much
because they cannot pass through other chains. Such topological constraints are
not taken into account, and partly contribute to the strain hardening of Fig. 1.
It is not yet clear to us how to enrich the model in that direction.

e Last there is yet no satisfactory explanation of the origin of the volumetric term
H, which, according to polymer-physicists, comes from a smaller scale than
that of the monomer. Not unrelated to this, one could hope to better understand
cavitation phenomena at the scale of the polymer-chain network. This is not
clear, even for polymer-physicists. However, let us emphasize that the growth
condition on the €2;;’s (which are expected to blow up at finite deformation)
rules out the classical results of cavitation a la Miiller [40]. It would be worth
investigating possible relations to the recent interpretation of cavitation as a
healing process, cf. [29,36].

Next to the analysis side of this work, our results also raise interesting questions at
the level of physical experiments and numerical simulations.

o As already mentioned, some explicit form for €2;; and H could be obtained by
direct molecular simulations of a polymer-chain network of moderate size.

e For applications to polymer physics, one needs input on the polymer-chain
network, such as the connectivity, the typical number of monomers per polymer-
chains, the typical distance between cross-links, etc.
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e The question of the experimental validation of the models is of particular in-
terest. Next to standard mechanical experiments at the level of W, one can also
“validate” the model at the discrete level. Indeed, small-angle diffraction ex-
periments give access to local deformation at the scale of polymer-chains [7].
These could be compared to the output of a direct numerical simulation of the
two-temperature model. This can be done at the qualitative level—for instance
regarding the so-called butterfly effect, and at the quantitative level (which
would require a close collaboration with physicists). The butterfly effect for the
two-temperature model is currently under investigation [31].

3. Notation and Preliminary Geometric Estimates

Let us fix some notation. Given a measurable set B C R we denote by |B|
its d-dimensional Lebesgue measure. The same notation is used to denote the
cardinality of B whenever it is a finite set. More generally we denote by H*(B)
the k-dimensional Hausdorff measure of B. Given x € R¢ we let |x| denote its
Euclidean norm and we let B, (x) be the open ball with center x and radius r.
Moreover, Q(x, r) = x+(—r/2, r/2)% denotes the open cube with center x and side
length . We set dist(x, B) = infyep [x — y|. Given an open set U C R? we define
AR(U) to be the family of open, bounded subsets of U with Lipschitz boundary.
We denote by L?(U,R"), WL-P(U, R") the usual vector-valued Lebesgue and
Sobolev spaces. We use the short-hand notation L” (U) or WLP(U) when we refer
to convergence in these spaces and no confusion about the co-domain is possible.
In the proofs C denotes a generic constant (depending only on the dimension or
other fixed parameters) that may change every time it appears.

3.1. Geometric Considerations

In this subsection we establish some geometric properties of admissible ex-
tended Euclidean graphs that will be useful throughout this article. Recall that
given G = (L, E, S), we denote by V = {C(x)},c, the Voronoi tessellation as-
sociated to the vertices L. Note that if the vertices fulfill conditions (i) and (ii) of
Definition 1.2, then the Voronoi cells satisfy B% (x) C C(x) C Br(x)forallx € L.
In particular it holds that

1
VxeLl: E§|C(x)|§C (3.1)
and, for fixed O € AR (D) and ¢ small enough, we have the estimate
1 —d < L: < —d 3 2
EIOIS S 107 = ClOJe™ . (3.2)

In some geometric constructions we will also need a bound on the cardinality of
sets of the form

{(x € £: dist(x, 90,) < Co).
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For x in this set the rescaled Voronoi cells C(x) are contained in the (Cy + R)e-
tubular neighbourhood of 9 O. Since for Lipschitz boundaries, the Minkowski con-
tent agrees (up to a dimensional constant) with H?=1(30), we deduce that for &
small enough we have

l{x € £ dist(x, d0,) < Co}| £ Ce'*H1(H0). (3.3)

Similar estimates hold for finite unions or intersections of Lipschitz sets.
We shall identify functions « : £ — R" with their piecewise constant interpola-
tions on the Voronoi tessellation V' associated with £. Conversely, given a function

u e L{;c (R?, R") we define a (random) discrete approximation u, : £ — R" via

ug(x) := u(z) dz. 3.4

[eC)| Jecx)

Remark 5. The rescaled (piecewise constant) functions i, (¢x) := u.(x) converge
to u in sz)c(Rd, R™). Indeed, given any bounded set B C R? we choose another
bounded, open set U C R? such that B CC U and redefine u = 0 on R/\U.
This does not affect the values of ii, and u on B, but now u € LP(R? R").
Assume that n = 1. From (3.1) and Lebesgue’s differentiation Theorem we infer
that i1, — u almost everywhere in B. Moreover, again by definition (3.4), we have
litg| £ C Mu, where Mu denotes the Hardy-Littlewood maximal function. Hence
i, — uin LP(B,RY9) by dominated convergence. The general case n = 1 follows
by treating each component separately.

For notational convenience we also define discrete £7 norms as follows: for all
g>0andu: L — R"

=

”u”gg(o) = Z ()P s ||VIBM||gé’(O) = Z lu(x) — u(y)lp ,
xeOf (x,y)eB
x,yeOf

where Vg denotes the gradient on the graph, which maps functions on vertices to
functions on edges (and is convenient to estimate the Hamiltonian).

As we show now, admissible graphs enjoy discrete Poincaré-type inequalities
with respect to these norms. Recall that for any set O c R and ¢ € Lip(0, R")
we let

Be(0,9) = {u: 0, NL— R, Ju(x) — Lo(ex)| < 1ifdist(x, dD;) < Co).

Lemma 3.1. Let G € G and let O € ARR?). Then there exists a constant C =
Co,p such that for all ¢ small enough and all u € B:(0, 0) we have

C
p < p 1-d
11 gy = = (IVBuIZ 5 + ')
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Proof of Lemma 3.1. We extend u setting u(x) = 0 for x € £\ 05. Take any cube
0 c R¥suchthat O cc Q.Forx € 05, define the ray Ry := {x +1te; : t = 0}.
Then there exists a smallest number z, > 0 such that x + t,.e; € C(z) for some z €
L\ Of. We let z, € L be (one of) such point(s). Then zy € Q. for ¢ small enough
and moreover |x — z,| < e~ !diam O +2R. As G is admissible, there exists a path
P (x) connecting x and z, such that P(x) C [x, zx]+ B¢, (0). By (3.1) the number
of edges in such a path is bounded by #{(x’, x”) € P(x)} £ Ce~'diam O and
moreover we may assume that P(x) C O, for ¢ small enough. Jensen’s inequality
then yields

p
()P = u(x) —u(zo)|? < Z lu(x") — u(x")]
(x’,x")eP(x)
diam 0 \”~!
éc( fam ) S ) —u G, (3.5)
€ (x’,x")eP(x)

where we used that u(z,) = 0. Next, for any edge (x/, x”") € B we set
Ko(x',x"):={x € 0F: (x'.x") € P(x)}.

We need to bound the cardinality of this set. If x € K (x’, x”), then there exists
A € [0, 1] such that the point x; = x + A(z, — x) satisfies |x; — x’| £ Cy. Hence
we infer

x=x—x+x" 4+, —x)
= —Azx —x) + 1"+ (2 —x) € (-R_y + Bryc,(0) Ne~' 0.

By (3.1) we conclude that #R, (x’, x”/) < Ce~'diam O, so that summing (3.5) over
X € 05 yields

diam 0 \”
||M||Zp(0)§c< - ) ||V1B3M||5E(Q)- (3.6)

Due to the constant extension and the soft boundary conditions, for small ¢ the
contributions on the large cube Q can be bounded via the estimate

P < p _ 14
IVBully o S I1VBUl o+ D lu) —u()]
(x,y)€B
[x,y1N3 O #0

< IVeuly o + Ce' ™R @0),

where we used (3.3). Inserting this estimate in (3.6) concludes the proof. O

Remark 6. In the discrete setting there is also a trivial reverse Poincaré inequal-
ity. Indeed, as the degree of every vertex in £ is equibounded due to (3.1), there
exists C = C), such that for all 0 € ARRY) and u : £ — R", |Vgu|?, ==

(o) =
Cllully -
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Next we prove a technical Lemma which is the analogue of Lemma 12 in [34]
for non-periodic graphs.

Lemma 3.2. Let G' = (L', B) be a finite connected subgraph of G and x € L'.
Then there exists a dimensional constant C1 such that, forall z € R" and o, y > 0,

: , nf —n N
L Lu—apexp |~ Y ) —uml” | du S Ciyt(air)
R")

(x,y)eB’

Proof of Lemma 3.2. As G’ is connected, there exists a rooted spanning tree Tz =
(L', Bz) with root X (note that here we exceptionally consider a directed graph).
‘We now prove inductively that we can integrate out all the vertices except the root.
Since T has less edges than G, it holds that

Do ) —uIPZ Y fulx) —u()|P.
(x,y)eB’ (x,y)€Bs

Consider any leaf xy € £/, that means xo has no outgoing edges and only one
incoming edge (x1, xo) € Bz. Then, by Fubini’s Theorem and a change of variables,
we deduce that

/(]R”)L, Ljuw)—zl<y) exp (—Ol D lutx) - u(y)lp) du

(x,y)eB’

A

/(]R o Tju)—z1<yy exp (—Ol Z lu(x) — u(y)l”) du

(x,y)eBs

IIA

(x,y)eBs
(x,y)#(x1,%0)

—u(y|? /Rn exp(—alu(xy) — u(xo)|”) du(xo) du

= (a7 exp(—|¢|P)d Liu)—z exp | —
<a /Rn p(=1¢17) §> /(RH)U\AO Mo —zl<yyexp | —a > ulx)

(x,y)€Bs
(x,y)#(x1,x0)

—u(” | du.

The (directed) graph (£'\{xo}, Bz\(x1, x0)) is still a rooted tree for the set of edges
L\ {xo} with root x. By iteration we thus obtain the claim upon setting

Ci =max{/ dC,/ eXp(—|§|p)d§}v
B1(0) "
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where the volume of the unit ball is the remaining term when we integrated out the
contributions of all the edges in Bs. O

Remark 7. Given a set U € AR(RY), the graph Gy = (UN L, {(x,y) € B :
x,y € U}) is in general not connected but can be decomposed into its connected
components. If Ny denotes the number of such components, then it follows that

Ny < #{x € £: dist(x, dU) < Co).

Indeed, for any component G; = (V;,B;) take x € V; and y € L\U. As G is
connected we find a path in G connecting x and y. Starting at x, let y; be the
first vertex of the path such that y; ¢ U. Then its preceding vertex x; satisfies
dist(x;, dU) < C¢ because G is admissible. By construction x; € V;.

Combining Remark 7, Lemma 3.2, and Fubini’s theorem, we immediately ob-
tain the following bound for possibly disconnected subgraphs.

Lemma3.3. Let ¢ > 0. Given O € ARR?), we define the graph Go: =
(05, {x,y) eB: x,y € Of}). Consider a set V such that there exist y > 0
and {zx}(ce: disi(x,00.)<cop C R" with

Vciu: 08[’ — R": |u(x) — zy| < y forall x € L such that dist(x, d0,) < Cp}.
Then there exists C1 > 0 such that for all o« > 0

» W\Nowe (1 \IOFI=No
exp(—a|[Vaull) ) du < (") " (a5 Cy)
V €

’

where No ¢ denotes the number of connected components of the graph G o .

3.2. Estimates on the Partition Function

For the analysis, we need to introduce further functional spaces. Given O €
AR(Rd), v e Ll[:)C(Rd, R"), w: Of — R* andx, M > 0, we define the following
three sets:

Ny, 0,6.6) = {u: OF - R", 3 el ue(x) — eu()|? < k?|0|'+1},
Of
Now, 0,8) :={u: 0F - R": |w—ulo < 1},
Su(0.¢):={u:0F - R": H,(0,u) < M|OF)).

(3.7)

The first two sets define neighborhoods of ¢, (defined via (3.4)) and v, respectively,
in a suitable topology. The third set contains deformations of uniformly finite energy.

Next, we introduce a localized version of the partition function (1.9), and define
forall sets V C {u : 065 — R"}

200V i= [ exp(=pH.(0.)dn
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and two (B-dependent) quantities that play a major role in the analysis: For v €
Ll (R, R") and O € ARR?) we set

F (0, v) = liminf — log(ZF (N, (v, 0, ¢, 0))),
! ,

BlO¢|

1
FF(0,v) = limsup —
“ e0 BlOg|

Since both quantities are decreasing in x, we can consider their limits as « | 0 and
define

log(Zﬁo(Np(v, 0,¢,k))).

F(O,v) = linb]-',(_(O, v) =supF, (0, v),
K—

k>0

FT(O,v) = lin})}',j(O, v) = sup F (0, v).

k>0

We conclude this section with two results. The first one rules out concentration
on high energy configurations, and the second is an interpolation result, which will
both be crucial to prove the exponential tightness at the origin of the large deviation
principle for the Gibbs measure.

Lemma 3.4. Assume Hypothesis 1 and let G € G. Fix O € ARR?), v e L?

loc

(R4, R™) and ¢ € Lip(O, R"). Then there exists a constant C s > 0 such that for
allk > 0, ¢ = e(k) > 0 small enough, all B > 0 and M = Cg,

M
7! (N, (v, 0.6, )\Su (0. £)) < exp (—7ﬂ|0£|> exp(C4|0F)),

M
Z! ,(Be(0, 9)\Su (0. £)) < exp (—7ﬁ|0£|) exp(Cy|OF ).
The constant Cg can be chosen as
C ifg =1
Cp = ¥h2 s 1
—Clog(B) 0<B <.

Proof of Lemma 3.4. Note that by Hypothesis 1, for any u ¢ Sy (O, ¢) it holds
that

3M 1 3M 1 C
> 2 0L - > 27 0L - p _ 2L
He(u, 0) 2 == |0F | + T He(w. 0) 2 = |0F |+ 7ol Vaully ) = 710,

Hence we obtain that

Zl s, (v, 0,6, )\Su (0. )

< ( Mﬂ|0£|)/ ( B Vsul? )d
Sexp|—— exp | —B—=|Vpu u,
2 ¢ Np(v,O,s,K) Cc €(0)

up to redefining C. In order to bound the last integral, first note that for every
u e /\/p(v, 0, &, k) the definition (3.7) implies that for all x € Of we have

u(x) — e e (x)] < k(|0 T,
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Therefore we may apply Lemma 3.3 with the family z, = ¢~ !v. (x) and obtain the
estimate

1
exp(—B—=IIVgull?, ~)du
/J\fp(v,O,s,K) C ek o)

< (cK" (|0|g—d)7’+;>N0'€ (Cﬁf%)logﬁl_No’g, (3.8)

where the graph G  is defined as in Lemma 3.3. By Remark 7 and (3.3), taking
¢ small enough (depending on O) the number of connected components of G ¢
can be bounded via

No.e < CHITN90)e! .

Set Cg as in the statement. Up to further decreasing ¢ = (0O, k), we deduce from
(3.8) the estimate

! L
exp | —=[I'Vaully, )du < exp(CplOF)).
/Np(v,O,s,:c) < C 24(9)) Bl

This proves the first estimate. The second one is easier as we have a better control
for Lemma 3.3 using the boundary conditions. We leave the details to the reader. O

Remark 8. Observe that in Lemma 3.4 the condition on ¢ is independent of M, so
that the estimate holds uniformly with respect to M = C.

The last result we state in this section is one of the main tools in [34] to prove
large deviation principles for the Gibbs measures associated with elastic energies
on periodic lattices. It is an interpolation inequality that allows to impose additional
boundary conditions. We extend the validity of this inequality to admissible graphs.
Although there are only minor changes in the argument, we display the proof with
our notation in the appendix. Since it is a technical tool, we don’t quantify the
dependence on B here. However, we stress that we have to keep track of how the
estimate depends on the set O after letting ¢ | 0 (see Remark 14 in the appendix).

Proposition 1. Assume Hypothesis 1 and let G € G. Fix O € AR(D) and p > 0.
Letv € LY (R, R"). For § > 0 weset 0° = {x € O : dist(x,d0) < 28}.
Then for all 5 > 0 small enough, N € N and k > 0 there exists &9 > 0 and
C = Cg < +oo such that for all 0 < & < g9 and all ¢ € Np(v, 0, g, k) we have

N-C

(zﬁo(/\f,,(u,o,s,x))) T < aNZP J (N, 0.6,30) N B0, 9)

1
e
X exp (c(l(o‘sm + (% + ﬁ> |0~

+H:(0°, w))) .
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4. Thermodynamic Limit of the Free Energy: Proof of Theorem 1.3

As made clear in the statements of the main result, linear boundary conditions
are the basic ingredients to define the continuum free energy density. Let A € R"*¢,
and D be a Lipschitz subset of R?. We denote by ¢ : £ — R” the function de-
fined by A (x) = Ax and by @, : R? — R” its continuum version x > Ax (this
distinction will be needed when we identify ¢ with its piecewise constant interpo-
lation on the Voronoi tessellation; see below). In this section we better characterize
the asymptotic behavior of the functionals Ef (D, @ ). We first show that for sta-
tionary graphs there exists a limit of the free energy when ¢ — 0 and, following
the approach of [34], we give some useful equivalent characterizations. Then we
show that the limit inherits the p-growth conditions of Hypothesis 1. Finally, we
prove its quasiconvexity and conclude with Theorem 1.3.

4.1. Existence of Wﬁ and Equivalent Definitions

We shall prove the almost sure existence of the limit limg o & (D, @) using
the subadditive ergodic theorem, cf. [2, Theorem 2.7]. We set Z = {[a, b) : a, b €
R?, a # b}, where [a, b) := {x e R? : a; < x; < b; Vi}.

Proposition 2. Assume Hypothesis 1. Fix A € R"*?. Then there exists a deter-

ministic constant Wﬁ (A) such that for all Lipschitz domains D we have almost
surely

W’ (A) = 1im E8(D. B p).
el0 ~

Remark 9. In the above statement the exceptional set may depend on A (and B).
Later on we shall prove that W is continuous, which implies that the set can be
taken independent of A (and B).

Proof of Proposition 2. We drop the superscript 8, and start with defining a suitable
stochastic process (that is, a measurable function on the set of graphs G). Given
I €7, set

o(I) := —log </ exp (— Hi(1, u)) du) +CaHNOBD, @)
Bi(Loa)

where C will be chosen later to make the process subadditive. In order to apply
the subadditive ergodic Theorem it is enough to prove:

(a) that |o (I, G)| is bounded uniformly with respect to G,
(b) that G — o (I, G) is a stationary process,
(c) that I — o (I, G) is subadditive.

We split the rest of the proof into four steps, prove (a), (b), and (c) separately, and
then conclude.
Step 1. Proof of (a).
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In order to show that o (1, -) is integrable, we use Hypothesis 1, (3.1), and Remark 6
in the form

< p < _ p p
Hy(L,u) £ CVeullfy )+ CUIE CIVEG =@l ;) + CIVEgAll ;) +CIII

= Cllu = ¢allgp ,, + CUAAIP + DI,

Since B1 (I, pp)—@a = B1(1, 0), we obtain by a change of variables, monotonicity,
Fubini’s theorem, and (3.1) again,

o(I) £ C(AP + D] —log (/B 0 eXp(— C||u||2,(1)) du) + CAHd_l(BI)
1,

< CUAP + DI —#{x e LN T : dist(x, d])

Co} log (/RICXP(—CICI”)d{)

—#{x e LN dist(x,dl) < Cp}log (/
B1(0)

\%

exp(—C|§‘|P)d§)

+ CAH D)
< CUAIP + DI+ ClI|[log C| + CH @ D)|log C| + CAHI=1(@1).
4.2)

From Hypothesis 1 and Lemma 3.3 applied with V = By (I, pp), zx = Ax,y =1
and ¢ = %, we also deduce that

1
Z1,1,0n §/ exp (——||V13u||£,, / +C|I|> du < exp(C|I|)C|Eﬂll < cll
Bi(Lga) C 1

Taking minus the logarithm we obtain that
o(l) = —|I|logC. (4.3)

The desired estimate (a) follows from the combination of (4.2) and (4.3).
Step 2. Proof of (b).
Let z € Z¢. By definition of a graph and of By, we have the equivalence

uebBi(l,pp,G+2) < w()=u(-+2)—Az€Bi(I—-1z¢a,G)

and Hi({,u, G+z) = Hi(I — z, w, G). This implies stationarity of o in the form
ol,z+G)=0( —z,G).

Step 3. Proof of (c).

In order to prove subadditivity, let / € 7 and consider a finite partition / = |, I;
with [; € 7. By definition,

Bil,on) D {u: LOT — R : uny, € Bl oa)} = [ [ Bi(li, ga).

1

(4.4)



1166

Moreover, for any u € ]—L- Bi(1;, pA) the monotonicity of Hj (-, u) with respect to
set inclusion yields the (almost) subadditivity estimate

Hi(lu) Y Hi(ucnp))+Y ., Y, CUAIP+1)

i (x,y)eB
[x,y]NAI;\0 1Y

S Y HiUiucop) +CAAP + 1) Y HT'QLND.  (45)

From (4.4) and (4.5) we conclude by Fubini’s Theorem that for C, = C(|A|P +1)
we have

o(I) > (o) — CAHT @L)) + CUAIP + 1) Y HIT @1\D D)

1 1

+ CAHI @1
<Y o)+ (CUAP +1) = Cp) Y HIT'@INOD) £ ) o (h),

l l
that is, the desired subadditivity.
Step 4. Conclusion.
By the subadditive ergodic Theorem (combined with an elementary approximation
argument to pass from integer rectangles to general rectangles and Lipschitz do-
mains, see for instance Step 4 of the proof of Theorem 3.1 in [32]), we obtain the
existence of the deterministic field W (A) satisfying almost surely for all Lipschitz
domains D

_ 1
W(A) = zlﬁflo t—d&(tD,wA).

Following [34] we next prove two equivalent characterizations of w’.

Lemma 4.1. Assume Hypothesis 1. Fix A € R"*?_Then Wﬂ (A) defined in Propo-
sition 2 almost surely satisfies: For all k > 0 and all O € AR(R?),

- . _
W) = lim— o log (2 Wy @a, 0.6, N B0, 04)) D

el

= F(0,%yp). (D)

Proof of Lemma 4.1. We split the proof into 4 steps. Again we drop the superscript
B.

Step 1. Existence of the limit.

We first prove that the right hand side of (I) is well-defined. Again we use the
subadditive ergodic theorem. To this end, note that due to (3.1) and the definition of
the sets \V}, in (3.7) there exists a deterministic length of the form 7, = [C{(|A| +
1)/k] € N such that, forany I € Z,

K
on € Ny (Fac bl 1, 5) N Bl oa). (46)
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We fix such C; from now on and define the stochastic process oy : Z — LY(©) by

0c(I) = —1og (Z1, 1 (N @, L1 1,6) N Billie I, 9a))) + Co, HH@ U D),
4.7

where C,, will be chosen later to obtain subadditivity. To show integrability, we
first note that o (1) = o (I, I) — (Cp — C(,K)l,ﬂ-[d_1 (0I), where o is the process
defined in the proof of Proposition 2. In order to prove an upper bound, observe
that there exists a constant ¢ > 0 such that

oA + {u L INL =R |u(x)
< min{l,c(|A| + 1)|1|$]} C Ny @a bl 1,6) N Byl gn).

Indeed, the set on the left hand side clearly satisfies the boundary conditions and
is thus contained in B (/, I, ¢ ). The remaining inclusion follows by the triangle
inequality since (3.1) and (4.6) yield

K 1,1 1 K 1,1
1@n) 1 = oa = ullpry < 51778+ Cllid [P llulloo < S1E TP

1
+ Cll |7 e(|A] + D|I|7

< S TIP  CU |7 ielle1E S il 1174,
2 Cq
provided that ¢ < 2C—C1 Having in mind the established set-inclusion, the argument
for (4.2) also yields a deterministic upper bound, the proof of which we omit.
Concerning stationarity, we recall that the interpolation in (3.4) is random as it
depends on the Voronoi cells. By stationarity of G, which is inherited by the Voronoi
tessellation, for every z € 74 we have (ea)1(x+2z,G+2) = (pa)1(x, G) + Az.
Hence, with a slight abuse of notation,

(Np@p. L —2), 1,6, G) N By (I — 2), A, G)) + L Az
= p(aAvl/{I, I, K7G+IKZ)HBI(ZKI5 (PA»G+ZKZ)~

where we used that /, € N. By a change of variables we obtain the /, Z¢-stationarity
condition

ol —lcz,G) =0,(, G+ L 2).

From now on the proof is very similar to the one of Proposition 2. Just note that for
proving subadditivity, given a partition I = _J; J; it holds that

Np@n- bl 1,6) N Billied, 9p) O [ [Np @ belin 1.6) N Billiedi, ).
i

(4.8)

This is clear for the boundary conditions, while for the discrete neighbourhoods
it follows from the inequality 3" ; |Ij|1+§ < |1)17, which is due to the fact that
the discrete ¢”-norms are maximal for p = 1. With (4.8) at hand and choosing a
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suitable C,, , we conclude, as we did for Proposition 2, that with probability one
the following limit exists

. 1 _
Wie(A) = lim — T 10g (Ze,0 N @, 0, 6,6) N Be(0, ¢4))),

el
and is independent of the Lipschitz domain O (note that (3.4) and the definition of
the sets NV, (@, O, €, «) in (3.7) are compatible with rescaling in the sense that
(@A)e = (@)1 and therefore u € N, (@, O, ¢, k) N B (O, gp) if and only if
u € Ny@p, 0/e, 1,) N B1(0/e, pp)).

Step 2. Independence with respect to «.

Let us prove that the limit is independent of x which turns out to be useful for
proving (I) in the next step. We may assume that the limit of Step 1 exists almost
surely for all positive k € Q. As in [34] we compute the energy on a half-open cube
0 = [0, 1)¢ which we subdivide again into 24 smaller half-open cubes {Oi}izi1 of
equal size. In this case we can improve the rescaled version (4.8) in the sense that

K
Np(aA’ 0,e¢, 5) mBé‘(Ov (pA) D) HNP(¢A1 0[,8,/() mB&‘(Oiv (PA)

1

Indeed, the boundary conditions on the large cube hold by the boundary conditions
on the smaller cubes and, for each function u belonging to the right hand side set,
the discrete norms in the definition (3.7) can be estimated via

Y e @a)e(x) — eu(x)|? < 29710y

xeOf
= (5)" enhonti = (3) 1014,

A rescaled version of the almost subadditivity estimate (4.5) and Fubini’s Theo-
rem then yield

2(1
3 (C(|A|” + DHH(D0))e

i=1

1 _ . [(Oi)el
—mlog(Zs,oi(Np(st,01,8,K)ﬂBs(01,<pA))) 0. | )

1 K
> ——1 Z O, 0,8, =)NBA(O, .
2 =100 og( 6,0 Np (@4 3 2) e ( (PA)))

Passing to the limit when ¢ — 0 we obtain by definition
We(A) 2 Wieja(A),

where used that the limit is indeed also given by half-open cubes because the
contributions at the boundary are negligible. Since the reverse inequality is obvious
this proves that the two terms actually agree. In particular, by a sandwich argument
we deduce that for a set of full probability the limit exists for all ¥ > 0 and is
independent of «.
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Step 3. Proof of (I).

We argue by letting k — +00. Since we shall use this equality to show that the

exceptional set can be taken independent of A, we only use deterministic arguments.
On the one hand, by Hypothesis 1, for any u € B.(O, ¢5) and ¢ small enough

we have by the discrete Poincaré inequality of Lemma 3.1

1 1
> 2 p _ Ly> 1 _ r _ p L
He(, 0) 2 ZIIVBullgp o = ClOF1 2 SlIVB@ = @)l o) = CUAIT + DIOF]
1 c
2 Slleu=e@nllyp o = CUAIP + DIOZ ],

On the other hand, if u ¢ N, »(@4, O, &, k) then from the definition in (3.4) and
(3.1) we infer that

KP|0|1+§ <cC Z & (|8u(x) —eAx|P + IAIPEP) < Cellleu — £<pA||;,,(0)
xe0f l

+C|A[PePT|0F).

Combining these inequalities, we infer that, given M > 0 there exists kg > 0
such that for all k > g it holds that B, (O, 9a)\N, (@4, O, &, k) C B (O, pa)\
Sy (0, ). Now we choose

_ 1
M2 <c+1og(2)|o£|—‘ +or

&

log (Z:.0(B:(0. m)))) L @9

where C denotes the constant from Lemma 3.4. Note that due to (4.3), such M can
be chosen independent of 0 < ¢ < g for some g9 = £9(O) which depends not on
the graph G. The second estimate of Lemma 3.4 yields for « large enough and this
choice of M

Ze,0(Be(0, 0A)\Np(@n, 0. 8,6)) = Ze,0(Be (0, 9aA)\Sm (0, €))

M _
exp (—7|0£|> exp(C|OF))

A

A

1
§Z8,0(68(03 ®¥A))

or equivalently

1
Ze,0(Be(0,90)) Z Ze,0(Be (0, 90) N Np(@4, O, ,k)) 2 525,0(5’5(0, @n))-

Taking logarithms and dividing by —| O.| we obtain the claim letting ¢ — 0 and
using Step 2.

Step 4. Proof of (II).
We apply the interpolation inequality in Proposition 1 with ¢ = @, and ¢ = @,.
Note that for € small enough it holds that oo € N,(@,, O, ¢, «). Taking logarithms
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in the interpolation inequality and dividing by —|O¢|, we obtain by Steps 2 and 3,
and Hypothesis 1

1
N-C_ _ ow (Nelo[D)? 1 b 100
v T (080 2 W(A) C(<—3P +N)+(|A| +Doo7 )

The claim now follows taking first the limit k — 0 and then N — 4ooand§ — 0.
On the other hand the reverse inequality follows by Step 3 and a monotonicity
argument based on set inclusion. 0O

Remark 10. The estimates of Step 3 in the proof of Lemma 4.1 show that the limit

defining Wﬂ (A) exists whenever G is admissible and the limit defining W, (A)
exists.

Using the observation of the previous remark, we now show that the exceptional
set where convergence of the free energy may fail can be taken independent of the
macroscopic boundary condition A. As a byproduct we obtain the continuity of the

maps A — Wﬁ (AN).

Proposition 3. Assume Hypothesis 1. Then for almost all G € G, all A € R,
all B > 0 and all bounded Lipschitz domains D C R? there exists the limit

W (A) = lim E8(D. B,)
e—0
and the further statements of Proposition 2 and the equivalent characterizations of
Lemma 4.1 remain true. In addition the map A +— Wﬁ (A) is continuous.

Proof of Proposition 3. In view of Remark 10, the first claim proven once we show
that there exists a common set G’ C G of full probability such that the limit

1
We(A) = lim —
i« (A) gg% 0

| O |

log (Ze,0 N (@, O,6,) NB(0,94)))  (4.10)

exists forall G € ¢, allk > 0,all A € R"*4 and all O € AR(Rd). By Step 3 of
the proof of Lemma 4.1 we know that for any A € Q"4 we find aset G C G of
full probability such that the limit in (4.10) exists for all « > 0, all G € G and all
0 € ARRY). Letusset G = Macgixd Ga- We fix G € G’ and set

_ . 1 _
W (A, O) = limsup — 0 log (Ze,oNp(@4, O, 6,K) N B.(0, 94))),

e—0 8|

.. 1
W (A, 0) = llgl_)l(l)lf— 0

10|

10g (Ze,0(Np(@a, O, 8,6) N B (0, 1))

We first argue by rational approximation that these two terms actually agree. To this
end fix A, A’ € R"*? and O € AR(R?). For § > 0 we define the set 0% = {x €
O : dist(x, d0) > 8}. Taking § small enough, we may assume that O»5 € AR (D)
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(see, for instance, [32, Lemma 2.2]). We now define suitable interpolations. Let
0s : O — [0, 1] be the Lipschitz-continuous cut-off function

1
05(z) = min {max {gdist(z, d0) — 1, O} , l} .

By construction we have 85 = 1 on 025,05 = 0on 0\0‘S and the Lipschitz constant
is bounded by Lip(6s) < L. Given ¢ : OF — R" and ¥ : (0\O25), — R" we
define the interpolation T; s(¢, V) : Of — R” setting

Te5(p, ¥)(x) = Os(ex)p(x) + (1 — Os(ex)) ¢ (x).

Assume in addition that ¢ € B: (025, 9a) X Noo(@a, O\O2s, &) and ¥ € Noo(ga/,
0\ O35, €). Then Hypothesis 1 implies that

H: (O, Ts,8(§07 ) é H: (025, ¢)
+C Y (Tes( 90 = Tes(e, IDIP + 1)

(x,y)eB
ex€0\025,6y€0
4.11)
To bound the last term we use the algebraic formula

Tes(p, ¥)(x) — T s(@, ¥)(y) = Os () (@(x) — () + (1 — Os(ey)) (¥ (x) — ¥ ()
+ (O5(ex) — 05 (ey)) (@(x) — ¥ (x)).

For all (x, y) € E such that ex € O\ O35 and €y € O, the boundary values of ¢
and the L*°-restrictions on ¢, ¥ combined with the bound on Lip(0s) yield

I Te.5(0, ¥)(x) = Te s(0, )W) < CA + |A]+ |A])
Ce C
+T|A —ANlx| SCA+ A+ A+ ElA — Al

where we used that ex € O has equibounded norm for fixed O. Taking the p'"
power in this inequality, we can further estimate (4.11) by

Ho(0, o9, 9) < He(O25,9) + (C(1+ A+
C
+5518 = A17)1(0\0w)E . (4.12)

To reduce notation, we set o5(A, A') := (1 + |A| + |A'D?P + 5%|A — A’|P and
define the set

S = (M@, 025, ,6) N B:(025, 91)) X Noo(@a, O\ O3, ).

Using (4.12) and the fact that |Noo(pa, O\ O2s, €)| X |Neo(@ar, O\O2s, &)| =
exp(—C]| (0\025)5 |), we deduce from Fubini’s Theorem that

Ze. 02y (N (@4, 025, £, i) N Be(025, o)) exp ( — Cas(A, A)(O\O02)51)
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<

/ exp(—He (0, Te 5(p, ¥)) dp dy. (4.13)
SXNOO((pA/,O\Ozg,E)

In order to provide an upper bound for the integral on the right hand side, we change
the variables. A computation yields for any (¢, ¥) € S x Neo(par, O\ O2s, €) the
estimate

. _
er[(@p)e — eTes(p, W)”gf(o)
1.1 1 1 d
< k|02 477 + CIA — N|O]? + Ce(1 + |A] + |A'DI(O\O2)e| P e7.

Hence we find 1, = 1,(0) > 0 such that for all ¢ small enough we have the
implication

A=ANl<ne = Teslp.¥) € Np@ar, 0,8 36) N Be(0, pa)
(4.14)

forall (¢, ¥) € 8 x No(@ar, O\ O2s, €). In particular this implication is indepen-
dent of §. Introducing the function b : (0\025)5 — R defined by

: 1
bx) = A'x %fé‘a(sx) > ?,
Ax ifOs(ex) < 5,
for & small enough and |A — A’| < 1, we can define the linear mapping ®; s :
S x Noo(@ar, O\O2s,€) — Np(@p/, O, €,3k) X No(b, O\ O2s, €) by setting
(with a slight abuse of notation)

Tes (o, : if 5 (ex) = 1,
;. 5(p, wxx):{( 3, V), y(x) i a(ex)zi
2

(Te,5(p, ¥)(x), p(x))  if Os(ex)

Note that @, s is well-defined due to (4.14) and bijective onto its range R (P, 5). In
order to calculate the Jacobian, it is convenient to number the points x € OSE and
view the state space as large vectors by putting as first component the value ¢ (x (1))
and as second either ¥ (x(1)) if x(1) € O\ Oz5 or p(x(2)) otherwise. Continuing
this procedure the matrix representation of @, s has non-zero entries only in 2 x 2-
matrices around the diagonal. Thus the determinant splits into products and we
obtain

-1

|det(D®es(@. ¥ =] ] 100" [] 11=6sn)"
x:95(sx)§% x:0s (sx)<%
< exp(Cl(0\Ox)E ).

Via the change of variables (g, h) = &, 5(p, ¥) and (4.14) we can estimate the
right hand side integral in (4.13) by

/ eXp(_H8(07 TS,S((pv I//)) d(p dw
SxNoo(@pr,0\025.6)
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= Ze,oWNp@nars 0,8,3k) N B (0, o)

X [Noo(b, O\ O2s. €)| exp(C|(O\ O2)E ). (4.15)
Combining (4.13) and (4.15) we conclude the estimate

Ze, 0y, (Np (@4, 025, 8, k) N Be (025, 9n))

S Ze.oWNp(A'x, 0,8,3K) N Be(0, o))
x exp (Cas(A, A)(0\02w)E]).

Taking logarithms, dividing by —| O;| and taking the limes superior on both sides
yields

Onrs|— _ O\O
'|OZT' We(A, O2) = Wse(A', 0) — Cos(A, A/)%.

(4.16)

Replacing Oys and O by the sets O and 02’ respectively, where 0% = {x € R? :
dist(x, O) < 28}, and switching the roles of A and A’ we can prove in exactly the
same way the estimate

0%
0]

0¥\ 0
W (A, 0%) = Cos(A, A’)%. (4.17)

Wi (A", 0) 2

Further we may assume that 0% € AR (R?). Choosing A = A j € Q"> such that
Aj— A/, the two inequalities (4.16) and (4.17) yield

— 0%\ 025 [ —
0= Wac(A', 0) = Wy, (4, 0) < #(IW(AJ-)I +Cos(Aj, ).

Letting first j — 400 and then § — 0 the right hand side vanishes since W (A) is
locally bounded (see the estimates (4.2) and (4.3)). Hence the limit in (4.10) indeed
exists.

We now show that it is independent of O and «. Choosing A ; as above, we
infer again from (4.16) that

_ [0) _
W3 (A, 0) < liminf W(A ) + (1 - ||OZT|) sup [W(A )|
j j
0\0
+c0\0xl |\0|28|(1+2|A/|”).

Letting § — 0 we obtain W3, (A’, O) < liminf; W(AJ-). On the other hand, (4.17)
and a similar reasoning yield W3, (A’, O) = lim sup ; W(A j), so that

Wic(A', 0) = lim W (A )
J

is independent of k¥ and O. Repeating the deterministic argument from Step 3 of
the proof of Lemma 4.1 one can show that W3, (A’, O) = W(A’) for all ¥ > 0.
Thus continuity can be proven using again (4.16) and (4.17) since there is no k-
dependence any more.



1174

Finally, as the only random construction in the proof of Lemma 4.1 was the
existence of the limits in (4.10) it is clear that the characterizations still hold true
and, by continuity, so do the additional properties stated in Proposition 2. 0O

Remark 11. As we intend to vary the temperature in Section 6, let us observe
that the set G’ C G of full probability given by Proposition 3 can be chosen also
independent of 8 > 0. Indeed, first we choose a set of full probability such that
Proposition 3 holds for all rational 8 = 1. Then for given 8 = 1 we take a rational
sequence B; > B such that 8; | B. The remaining argument relies on Remark 10:
Fix k > 0 and a set O € AX(R?). Then by monotonicity and Lemma 3.4 with a
suitable M = M (B, A) (seee.g. (4.9)), we have for all ¢ small enough the inequality

2P (N, @4, 0. 6.60) N Ba(0, ¢1))
< ZP s @4, 0.6.6) N B:(0. ¢n))
< 7P (Be(0. pp) £ 2ZF ,(B.(0, 92) N SM (0. €))
<277,(B:(0.¢2) N S (0. £)) x exp(M(B; — B)|OL)

<22, (B.(0. pn)) x exp(M(B; — B)|OF).

Taking the logarithm and dividing —B|O,|, we obtain by Lemma 4.1 and Propo-
sition 3 that the limit corresponding to 8 exists and is independent of x and O.
Moreover, as a by-product, we proved a continuous dependence on S.

4.2. p-Growth From Above and Below

For the limit free energy W (A) we now prove suitable two-sided growth esti-
mates. Here we keep track of the dependence on the inverse temperature S.

Lemma 4.2. Assume Hypothesis 1. Let Wﬁ be given by Proposition 2. Then there
exists a constant C > 0 such that for all A € R"™4 and all B > 0

— 1+|lo

WP (A) < CIA)P 4+ C (1 + W) .
Proof of Lemma 4.2. This estimate as an immediate consequence of the bound (4.2)
taking into account that there is a prefactor § in the exponential functions. O

We now turn to the lower bound. Here we use the full assumptions on the graph
in Definition 1.2.

Lemma 4.3. Assume Hypothesis 1 and let G € G. Let v € Lﬁ)C(Rd, R™). Then
F=(0,v) < 400 only ifv e WHP(O,R"). In this case there exists a constant

¢ > 0 such that
1 1+1
F 0,02 [ [Vo@)|Pdz— - (1 + M) .
101 Jo ¢ B
In particular

LAVSER = % (1 N W)
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Proof of Lemma 4.3. First observe that the lower bound on W (A) follows by the
first estimate and Lemma 4.1. To prove the first estimate, we split the free energy in
a purely variational part and an integral part over a translated neighborhood. Given
g, k fixed, we first choose u; , € N,,(v, 0, ¢, k) such that

IVBUellty ) = inf IVBul)p, ) + 1.

tE(0) = 4eN, v,0.e.6) (0

By convexity, for every u € N, (¢, O, ¢, k) we have %us,,( + %u e N,(v, 0, ¢, k).
Hence by Lemma A.1 there exists Cj, < 27 such that

1 1
Ve + V]Bu”

<
”V]BMEKHZP(O) 1= “2 ) ¢ (0)

C C
” >y 1 VBUel] ” >y 1VBully

II/\

z”(0) £ (0)

1 v »
- 2_17” B(ue,/c - u)”g(o)-

Subtracting the first and the last term on the right hand side, we infer that

1— Cp \% ! \% 1< P \%
5o JIVBe sl )+ 551 VB e =075 o) = 1< S2IVBUI,

As g,’,’ < 1, this estimate combined with Hypothesis 1 yields

He(O,u) > —Muu —C|OF| 2 —||vBu”|| — ClOE

2(0) e£(0)

1
T IVE Qe . — Wlgp -

As the function u, , — u belongs to N, »(0, O, ¢, 2k), after a change of variables
we obtain

log(Z}) ,(N,(v, 0, ,k))) = I VBuelly —C

1
 BlO;| = Cl1o.| ¢2(0)

1 B
L o ( / exp (— = Vull] )du) (4.18)
Bl1O;| N, (0,0,8,2k) 2

Step 1. Estimate of the first right hand side term of (4.18).
Let us start with estimating 10,7} IVBU, (ke Here we follow [4] and use a

0y’
difference quotient estimate. To this end, let O’ CC O and fix h € R? with 2|h| <
dist(0’, d0). For any y € L we set Ugh(y) ={xel: Cx)NCH)+ %) # ().
Then

/ leue c(z+h/e) — eug  (2)|P dz
0’ /e

< ¥ / P lte e (2 + h/e) = e x (I dz
yell
C(y)ﬁg?'fyj
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= / ePlug e (z) — e (V)P dz
yeﬁ C(})“‘*
CcoyNL 20

= Z Z/ &P lue e (x) — e ()P dz. (4.19)

yeL  xeUk(y) ¢
CoOINL#0

We next derive a pointwise estimate of &”|ug ,(x) — ug , (y)|? for x € Ug’ (y).
Let P(x, y) be a path connecting x, y satisfying the properties of Definition 1.2
(iv). From (3.1) we deduce that |x — y| < |h|le™' + 2R and thus #P(x,y) <
C(lh|e~" + 1). Using Jensen’s inequality we obtain

&P luec(¥) — e, DIP S &P PO, P Y e () — e ()P
(", x")eP(x,y)

(CelhP™ +CeP) Y fuese () — e, ()7
(", x")eP(x,y)

A

(4.20)
Moreover note that C(y) N O, # @ and x € Ush (y) imply that x", x” € 05 for ¢

small enough. Indeed, applying the triangle inequality several times one can show
that for any v € [x/, x”'] one has

h
dist (v —) = u + (2Cp + 3R),
&

where Cy is given by Definition 1.2. Conversely, given any (x’, x”) € B, we define
the sets

KMo/, x") = {y € £L: 3x € U"(y) such that (x', x") € P(x, y)}.

As G is admissible, for any (x’, x”) € P(x, y) there exists A € [0, 1] such that
7=y +A(x —y) satisfies |z — x| < Cy. Hence for any y € K/ (x’, x") we obtain

h h
y=y—z+x +(z—x)——)» +x' —H»(——(x—y))
/ h /
+(iz—x") e [_Z’O] + x" 4+ Baricy(0),

where we have used that |[x — y — —| 2R for any x € Uh(y) Using again

(3.1) we conclude that #Ké’ (x’,x"y £ C(|h|le~" + 1). Furthermore the set Ueh )
has equibounded cardinality, so that the inequalities (4.19), (4.20) and the uniform
bound on the measure of the Voronoi cells imply

/ leue c(z 4+ h/e) — eug  (2)1P dz
0’ /e
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< C(hP + hle? ™ elh|P  e) DT e (X) = e ()P
(x,y)eB
xyeOE

= C(|h|P + |hle?™" + elh|P~! + eP) || Vue ||, 4.21)

£y
As ug e € Ny(v, O, ¢, k), the function vy . : O — R” defined by v, (x) :=
sug i (x/¢) satisfies

/ [ve,k (2) — ve(z/€)|P dz = cef lleue o — U8||lp(0) < CKp|0|l+§~

In particular, by Remark 5 it is bounded in L”(0’) and thus there exists a subse-
quence (not relabeled) such that ve , — v in L?(0O’). Moreover, by Remark 5 and

1 1
lower semicontinuity of the L”-norm it holds that ||v, — vzror) = CK|0|F+3.
By a change of variables in the left hand side of (4.21) we further obtain that

/ Ve (2 + ) = ve  (D)IP dz < C(h|Pe? + [h]eP T

+e TR+ e | Vauell]y - (4.22)
Applying weak lower semicontinuity in the above estimate we deduce
o 1 v(z+h) —v()|”
>
11}1(11_)1(r)1f hin_)mf N IVBUs ||£,,(A) cIo| ] dz. (4.23)

Before we conclude Sobolev-regularity of v, we have to ensure that the third right
hand side term in (4.18) remains finite.
Step 2. Control of the third right hand side term of (4.18).
We want to apply Lemma 3.3. To this end, we observe that
1

1,1
01\ 7"
lu(x)| = 2« (8_d>
d

1
lo\»*
for any u € N,(0, O, ¢,2k) and all x € OE Hence, setting y = 2k (—d)’ ,

zy =0and o = g, Lemma 3.3 yields

——ﬂ % |0] % d
lo / exp( || ul?, )d ) < No.lo (C(ZK)” ( ) )
g( N (0,0,,2¢) P Ber 0y 0.¢l0g -

C(10F1 = No.)(1 + [og(B))),
4.24)

where N . denotes the number of connected components of the graph G g . Since
O has Lipschitz boundary, by Remark 7 and (3.3) it holds that

No.e < Ce'™HI71(H0)
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for ¢ small enough. Dividing (4.24) by —B| O, | and letting ¢ — 0 we find that

1
lim 1nf - log / exp ( —[IVgull?, ) du
e—0 Bl1O¢| < N (0,0,8,2¢) (0

1+ [log(B)|
> ¢ 222
e ()

From (4.18), (4.23) and the previous inequality we finally obtain
P I+1
dz—C(1+ +|;g(ﬂ)|>

for every h € R? such that 2|k| < dist(O’, d0). Using the difference quotient
characterization of W' P-spaces we conclude that v € W!7(0,R") and letting
|h| — 0 yields by the arbitrariness of O’ that

1 +log(B)I
F(O, v)Zm/ |VolPdz — C ( T)

v(z+h) —v(2)

F(O,v) 2
|h|

Clo]

4.3. Quasiconvexity of the Limit Free Energy

For the proof of Theorem 1.3 we next establish a lower semicontinuity result
that we use to show the quasiconvexity of the free energy by soft arguments.

Lemmad4. Let G € G and let O € ARRY). If v, 9 € LI (R, R") are such
that v = 0 almost everywhere on O, then F¥(0,v) = F*(0, D). Hence the
maps LP(O,R") 5 v — FE(0,v) are well-defined. Moreover both are lower

semicontinuous with respect to the strong L? (O, R")-topology.

Proof of Lemma 4.4. Letvj,v € Lf;C(Rd, R") such that v; — vin L?(O,R").
Both claims follow if we establish the lower semicontinuity along such sequences.
Givenu € N, (v}, O, &, k), by (3.1) we have

d d d
er |lug — 3“”@5(0) Serfve — (Uj)s”gf(o) +er ”(vj)s - 8“”@5(0)

P

1
<c Z/ v(2) — v dz | +xlO]7 T4
xeOFL £C)

P
<c (nu —uil0) +/30+B NECE vj(z)l”dz>
Re

1
+rlofrta
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Since O € AR(D) we deduce that for all j = j(x) large enough there exists
g0 = €o(j) such that for all ¢ < ¢y we have ./\/p(vj, 0,¢,k) C Np(v, 0,¢,2k).
For every fixed ko and j = j (ko) large enough this yields

FH(0,v)) = su%fj(o, vj) 2 Fi(0,v)) 2 F5 (0, v).

Letting first j — 400 and then ko — 0 we conclude that

liminf 71 (0, vj) = 1im0f2+m(0, v) =FH(0,v).
J Ko—>

The proof for 7~ (O, v) is similar. O

We now state an important intermediate result that will imply by more or less
standard arguments a large deviation principle for large volume Gibbs measures
under clamped boundary conditions. Due to that reason, we postpone its proof to
the end of Section 5 on the large deviation principle.

Theorem 4.5. Assume Hypothesis 1. Then for a set of full probability and for any
v e WhP(D, RY) it holds that

1

F(D,v)=FT(D,v) =
(D, v) (D, v) D]

/ WP (V) dx,
D

where W is given by Proposition 2.

Proof of Theorem 1.3. The almost sure existence of the limit of the free energy
for all A € R"™4_all B > 0 and all bounded Lipschitz domains D follows from
Proposition 3 and Remark 11. The claimed p-growth conditions have been proven
in the Lemmata 4.2 and 4.3. Quasiconvexity is a standard result on necessary
conditions for weak lower semicontinuity of integral functionals on W7 (D, R"),
provided the integrand is continuous (as proven in Proposition 3) and satisfies the

proven p-growth. Thus quasiconvexity of the map A +— Wﬁ (A) is a consequence
of Theorem 4.5, Lemma 4.4 and the Sobolev embedding theorem. Finally the claim
on the ergodic case is contained in Proposition 2. O

5. Large Deviation Principle for the Gibbs Measures: Proof of
Theorems 1.4 and 1.5

We now turn our attention to the announced large deviation principle for Gibbs
measures associated with the discrete Hamiltonian H.. As a by-product we shall
prove Theorem 1.4.
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5.1. Notation for Gibbs Measures and Exponential Tightness

In order to avoid technical issues when discretizing the gradient of a Sobolev
function on a vanishing set, we restrict our analysis to boundary datag € Lip(R¢, R").
Moreover, in order to identify the discrete variables with a function defined on the
continuum we proceed as follows: Recall that given any v : D — R”, we have set
u:=TIlev: Dy — R" as

1
Myev(z) = gv(f?z)-

Given such v, with a slight abuse of notation we write u = Ilj,.v € Be(D, ¢) if
and only if the following conditions are met:
@) (Hl/gv)lc(meS is constant for all x € L£;
(ii) (Hl/gv)|D£ € Be(D, ¢) in the usual sense;
(iii) (l'[1/5 )IC(X)ﬂDa (l'[1/8g0)(x) whenever x € L\ D,

Then the Gibbs measure Mﬂ . With respect to the Hamiltonian H and boundary
value ¢ is the probability measure on L” (D, R") given by the formula (1.11), that
is,
B 1
/'Lg,D’(p(V) = ﬂ exp(_ﬂHé‘(Da M)) dua
e.D.g J T/eVNB(D.g)

where the partition function Zf Do is the normalizing factor that ensure that

uf’D’(p(L”(D, R™)) = 1. With what we have proved so far, we are now in a posi-

tion to state and prove a large deviation principle for these Gibbs measures in the
many-particle limit. As usual, we first have to establish an exponential tightness
estimate. This will be achieved in the two lemmata below.

Lemma 5.1. Assume Hypothesis 1 and let G € G. Fix O € ARR?) and ¢ €
Lip(R?, R™). If u® € B.(0, ¢) NSy (0, ¢), then there exists a subsequence u®i
andv € ¢ + Wol’p(O, R™) such that ngusj =eju’i (sj_l-) —vin LP(O,R").

Proof of Lemma 5.1. We just sketch the argument. First extend u® to the whole
vertex set £ setting u® (x) = (I'Il/g(p) (x) whenever x € E\Of.Now take 01, O3 €
AR (Rd) suchthat O CC O; CC 0O;. To reduce notation, we introduce v® : Oy —
R™ as v® = I u®. Since u® € B, (0, ¢) NSy (0, ¢€) and ¢ is Lipschitz, one can
show that

sup [(02)e| " He (uf, 02) < +o00.

e>0

Using the same construction as for the proof of (4.22) we obtain that, for & € R4
such that 2|k| < dist(Oq, 9 03), it holds that

/ |08 (z + h) — 5 (2)|Pdz £ C(h|P + |hle?~ + elh|P~ + &P).  (5.1)
01
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According to [32, Lemma 4.6], strong L?(O1)-compactness follows if we prove
that v* is bounded in L?(0;). This can be achieved combining the energy bound
with the growth assumptions from Hypothesis 1 and the properly scaled discrete
Poincaré inequality stated in Lemma 3.1. The regularity of any limit function v
follows again by the difference quotient characterization of W7 (0, R") and
(5.1). Since ¢ is Lipschitz, it can be shown that v = ¢ on O1\O and therefore v
has trace p on 00. O

Lemma 5.2. Assume Hypothesis 1 and let G € G. Then, for each N € N there
exists a compact set Ky C LP (D, R"™) such that

lim sup
e—0 ﬂll)d

Proof of Lemma 5.2. Foragivennumber M > QO wedefinetheset Kyy C LP(D,R")
by

tog (1 , (L7 (D, R)\Ky)) < —N.

Ky = U [v :D— R": M€ Be(D, ), H(D, jv) < M|De|}»

O<e<l

where we identify again discrete functions with piecewise constant function on
Voronoi cells. We argue that the set Kj; is precompact in L? (D, R"). To this end
consider a sequence {v;} C Ky . Then for each j we find ¢; such that v; is defined
on the nodes of ¢ ; L. First let us extend the functions to all of ¢ ;. C setting v (g;x) =
@(ejx) for x € L\D;;. We distinguish two cases: If liminf; e; > 0, then we
can use the boundary conditions and the energy bound to prove that v; contains a
converging subsequence since it can be identified with an equibounded sequence in a
finite dimensional space. Here we use again the fact that each connected component
of Gp ¢ contains a vertex with active boundary conditions. Next we treat the case
when liminf; ¢; = 0. In that case we can apply Lemma 5.1 to conclude that K,
is precompact for every M.

For the claimed estimate we have to control the contribution from the partition
function. Using the upper bound from Hypothesis 1, Remark 6, (3.2) and a change
of variables, for ¢ small enough we obtain

o / exp (— CB(IVgull’, -+ D] d”)
1D ] g(sgw,@ P 2y T1PD)
o / exp (— CA(IVE(u — M)

1D ] g(aw,@ P e et o)
+(IVgl% + DIDED) du)

1

log( / exp(—CBlull, )du)

Bl D¢l B.(D.0) t: (D)

SC(IVells + D+ —

c
log </ eXp(—CﬂICI”)dC)
B B1(0)

-1, (Z5.,)
o

BID.| S \7eDe
<

=

S CUIVelb +1) —

. (5.2)
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Combining this bound with Lemma 3.4 we obtain the claim choosing Kj; with
M = M(N, B) large enough and taking the L”-closure of this set. O

5.2. Proof of the Large Deviation Principle

Having established the exponential tightness we can now prove a strong large
deviation principle for the large volume Gibbs measures as stated in the main results.
Theorem 1.4 will then be a straightforward consequence of the proof.

Proof of Theorem 1.5. Observe first that the term —m log(Zf’D,w) is bounded
from above as shown in (5.2). A corresponding lower bound can be achieved using
the lower bound of Hypothesis 1 and Lemma 3.3. Hence we may assume that,

passing to a subsequence (not relabeled), it holds that

lim
e=>0  BlDg|

log(Zf’Dyw) = Cyp.p

for some constant ¢, g € R. To reduce notation, we define the functional I, :
L?(D,R") — (—o0, +00] via

1 / —B . 1
— W (Vv)dx ifveqp+ W, P(D,RM),
15, =11Dl/p 0
400 otherwise.

Note that by the upper and lower bounds established in Lemmas 4.2 and Lemma 4.3,
respectively, as well as the quasiconvexity proven in Theorem 4.5, we know that
1 g’ 0 is lower-semicontinuous with respect to strong L” (D, R")-convergence.
Step 1. Proof of the lower bound on open sets.

We start the proof with the case of an open set U C LP(D,R"). If U N (¢ +
Wé "7(D, R")) = @, then there is nothing to prove. Therefore consider v € U N (¢ +

Wol’p(D, R™)). Since U isopen, givenn > Owecanfindv” € UN(p+CZ°(D, R™))
such that |v" —vlly1.p(py < n. We claim that, for fixed n > 0, there exist«o, &9 > 0
such that for all ¥ < kg and ¢ < &g it holds that

M, (/\/,,(u", D, e, 31) N Bu(D, (p)) cu. (5.3)

Indeed, recalling the definition of Y in Remark 5, for every u € Np ", D, g, 3k)N
B:(D, ¢) we have that

lv" — IeullLr by

SN =y +C | Y el (x) — eu(x)|?
xeDyg

P
+ ) ellex) — p(ex)l
£C(x)NI DAY
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< " = 5Lepy + C [ Gi)? DI

<=

+ ) lElexn) — 0|’ | . (5.4)
£C(x)NI DY

The e-dependent terms vanish by Remark 5 combined with an equiintegrability
argument for the last sum. Hence (5.3) holds provided we choose &g, ko small
enough. Then from the definition of the Gibbs measure we infer for k < g that

. og(ul (W)
liminf —M*
N

1
2 lim inf
e=0  B|Dg|

log (ZﬁD(J\/'p(v", D, e, 3k) N Be(D, go)) + g -

Applying Proposition 1, we deduce that for any § > 0 small enough andany N € N
it holds that

B

log(u, p ,(U)) N-C | Ds|
limi il > FH(D, v = C(|Ve|L + 1) —
im in 51D | Z N (D, v") (IIVellso + D D]

neipiz\’ c
T —N+C¢,'g.

Letting first k — 0 and then N — 400 as well as § — 0, from Theorem 4.5 we
infer

B
log(p ) 1
lim inf —ooe: Do) >
e—>0 BlD¢| |D|

/ W’ (Vo) dx + Cp.pB-

D

As n > 0 was arbitrary, the continuity of A — Wﬁ (A) and its growth condition
allow to pass from v" to v and since v € U N (p + W(}‘p(D, R™)) was arbitrary
too, we conclude the lower bound

B
log(ul , ,(U))
iminf —>2=2% " > __ 4 B
11211)161 8D, 2 Jgngg(p(v)vLc(p,ﬁ.
Step 2. Proof of the upper bound on closed sets.
In order to prove an upper bound, we first recall that due to the exponential tightness
established in Lemma 5.2, it suffices to consider the case when V is compact (see
for example Lemma 1.2.18 in [24]). Then, for § > 0 we define the truncated energy
via

Fs(D, v) = min {}"(D, V) — 8, %} .
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Note that by definition of 7~ (D, v), for every v € V there exists k > 0 such that

— lim sup log(ZgD(Np(v, D, &, k)) 2 Fs(D, v). 5.5)

e—0 | s|

1
Let us fix Cy such that |C(x)|? < C forall x € £. By lower semicontinuity of the
functional / g’ oo up to reducing k¥ we may assume that

Ip @ < Ip ,(w) +1 (5.6)

1 1
for all w € L?(D,R") such that |[v — w|rr(prr) < C1K|D|F+7. As we show
now, for a suitable 0 < k" < « and all & small enough, we have the inclusion

B (v) N T (B.(D, ¢)) C ng(N,,(v, D, ¢, 1) N Be(D, (p)), (5.7)

where here we denote by B,/ (v) the L?(D, R")-ball centered at u with radius «’.
Indeed, from (3.1) we deduce that any u € B, (D, ¢) with [1,u € B, (v) satisfies

> e uex) — eulx)l?

xeDfE
S Cllve — Teutll Loy +C Y & (Joe(x) — g(ex)|? + &)
£C(x)NI DAY
SClle =l +C'+ D & (lve(r) — p(ex)|” + &7)
£C(x)NI DAY

and again the e-dependent terms converge to zero by Remark 5 and an equiinte-
grability argument for the sum in the second line. Since V' is compact, we can find
a finite covering by the open balls B, (u), that is there exist vy, ..., vy, such that
v clUr, B,/(v;). Together with the the inclusion (5.7) this covering implies

o doguf (V)
lim sup —————
e—0 ﬂ'DS

1 m
< lim sup log 1l (Bu)
e—0 ﬂ|D8| (z: e

i=1

1
< max lim sup Di] (log(ZﬁD(J\/'p(vi, D, &, ki) N Be(D, (p))) +cpp (5.8)

4 e—>0 | &

and therefore it remains to bound the term for a fixed v;,. First note that if

lim sup
e—0  BlDgl

then there is nothing left to prove. Otherwise, Lemma 3.4 implies that, for a suitable
large M, it holds that

(1og(z£D(N,,(v,-O, D. e, kiy) N Be(D, go))) — —oo,

NP(U[O, D,E, Ki()) ﬁB&‘(D9 ‘P) r-W‘SIVI(Dv‘S‘) # @
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along some infinitesimal sequence ¢ — 0 (not relabeled). Applying Lemma 5.1 to
this element, we deduce that there exists v € ¢ + W(;’p (D, R™) such that, similar
to estimate (5.4), it holds that

1 1
7+7
lvip — @llLr(py < Cikiy| D[P 4

Together with (5.6) this implies that v;, € ¢ + WOl "P(D, R"), too. Therefore, using
also (5.5), we can further estimate (5.8) by

log(pte 4 (A)) _

. ) 5
lim sup < lim sup log (Z (N, (vio, D, &, k; ))) te,
e—0 Bl De| e—0 BlDgl e, DY P\"lo io 0.8
§ _]:S(D’ vio) + Cy.B
=- inf  F5(D,v) +cop.

veVNg+Wy " (D,R")

Letting 6 — 0, by monotonicity and Theorem 4.5 we obtain the estimate

1
lim sup
e—0 ﬂ|D€|

Step 3. Identification of ¢y g and conclusion.
It remains to show that ¢, g does not depend on the subsequence. Testing the open

log(4f, p., (V) < = inf I () +cyp.

and closed set L? (D, R") itimmediately follows thatcy g = infyerr(p Rrr) Ig o (v)

and this proves the large deviation principle with rate functional Ig o a8 claimed
in Theorem 1.5. O

Proof of Theorem 1.4. Observe that, by the definitions in (1.9) and (1.10), in Step 3
above we also proved the claim on the Helmholtz free energy with boundary con-
dition . O

From the large deviation principle we obtain the following qualitative behavior
of the Gibbs measures.

Corollary 1. Let ¢; — 0. Under the assumptions of Theorem 1.5, for a set of full

B
ejD,y

convergence and each cluster point as ¢; — 0 is a probability measure whose

probability the sequence of measures |4 is compact with respect to weak™-

support is contained in the set of minimizers of the rate functional Zg o

5.3. Asymptotic Analysis of the Localized Partition Function

At the end of this section we now give the technical proof of Theorem 4.5,
which was used in the proof of the large deviation principle.

Proof of Theorem 4.5. Let G € G' with G’ the set of full probability implicitly
given by Proposition 3. The argument consists of two steps.
Step 1. Proof of the upper bound.
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‘We show that

FH(D,v) < ﬁ/DWﬂ(Vv)dx. (5.9)

By the lower semicontinuity of v — F1(D, v) established in Lemma 4.4 and the

p-growth conditions and continuity of Wﬂ(A) (cf. the Lemmata 4.2 and 4.3 and
Proposition 3) it is enough to prove the estimate for continuous piecewise affine
functions. More precisely, we consider a locally finite triangulation 7 = {T'} of R?
and a Lipschitz function v € w0 (R4, R") such that for all 7 € 7 there exists
Ar € R and by € R" with vir(y) = Ary + br. To simplify notation we
introduce the almost lower-dimensional set

s=Joernpu |J @nb).

TeT TNID#Y

A direct computation shows that, for fixed « > 0 we find g¢ such that for all ¢ < &g
we have the inclusion

1_[ (Np (v, T, e, %) NBe(T, pn, + hT)) x Noo(e Mg, S, 8) C Np(v, D, &, k).
TCcD

(5.10)

We aim to establish a kind of subadditivity estimate. To this end, observe that when
u belongs to the set on the left hand side and x, x” € Df are such that |x —x'| < Cy,
we have the following bounds:

(i) fx eT,andx' € T/ for T # T, then
1
lu(x) —u(x)| <2+ EIU(M) —v(ex")| £ 2+ Col| Vvl co-
(ii) If x € T, and x" € S, then by definition of v, in (3.4) and (3.1)
1 1
lu(x) —u(x)] <2+ glv(ex) —v:(x)| £ 2+ R|[Vulloo + glv(ex) —v(ex’)|

S2+ R+ C)IVvlico.

(iii) If x, x’ € S, then by same reasoning as for (ii)
/ 1 /

lu(x) —u(x"] =2+ Elvs(X) —0:(x")] =2+ 2R + Co)[IVVlloo-

By Hypothesis 1, the above bounds, (3.2) and (3.3) there exists a constant C,
depending only on ||Vv||5, such that, for ¢ sufficiently small,

He(D,u) £ Y Ho(T,u)+Cy [ e Y H”'@Ty+e7¢ Y (TnDl|.
TcD TND#Y TN D)

Upon taking the inverse exponential, integrating the above inequality over the left
hand side set in (5.10) and applying Fubini’s Theorem yields the estimate

z! (N, (v, D, e, )
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K
2 [T 20N, T 6. 5) N BT oy + 1)
TcD

XeXp(—Cuﬂel‘d > HTNGr) - Cpet Y |TmD|>,

TND#Y TNID#Y

where we incorporated the measure of Noo (e‘lvg, S, €) in the exponential term in
the last line, possibly increasing the value of C, by a multiplicative factor. On each
simplex 7" C D we use the translation invariance of the Hamiltonian to get rid of
the constant b7 and obtain

z!l y(Np(v, D, £.k))

_ K
2 [ 20Ny @ny To6. 5) N Be(T. ga))
TcD

xexp [ —Cpe'™ > HIT'@T)—Cpem Y |ITNDI],
TND#Y TNID#H

Taking logarithms and dividing by — 8| D;|, when ¢ — 0 we infer from Lemma 4.1
and Proposition 3 that

IT|—p |T N D
Frp.v £y " Vun +Cy > D
DCT TNID#D
1 /—/3 —p IT N D|
< — | WPvuydx + (C —W (AT)>
DI Jp > (a |D|

TNIDAHD

Now keeping v fixed, we let first k — 0 and then we refine the triangulation 7°
and by the regularity of d D the last sum can be made arbitrarily small. This proves
(5.9).

Step 2. Proof of the lower bound.
We now turn to the argument for the inequality

_ 1 —8
F (D, v)éﬁ/DW (Vo) dx.

Let us assume without loss of generality that Wﬁ (A) 2 0. Due to Lemma 4.3 this
can be achieved by adding a large constant to the discrete energy density f. This
perturbation yields a (random) additive constant on both sides due to the superaddi-
tive version of the ergodic theorem. We want to apply the blow-up Lemma proven
in [34] that allows to treat v locally as an affine function. To this end, we need some
notation. First we extend the target function v € W Lp(D, R") (without relabeling)
to a function v € WP (R?, R") with compact support. Next, given p > 0 and
£ € RY we define the periodic lattice Lpeg=E&+ pZ¢ . Note that for fixed p, for
almost all & € RY the set £, ¢ consists of Lebesgue points of Vv. Hence we can
define for such £ a (not necessarily continuous) piecewise affine approximation as

1 .
Lysv(y) =Vv@)(y—2) + —d/ v(x)dx ifye Q(z,p), z€Lye.
P" 0GP
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The main object will be the local difference between the linearization and the
function itself defined for z € £, ¢ as

¢ () = (v(z+py) Lpgv(z+py)) ifye QQO, D).

Note that due the bounds in Lemma 4.2, for any D’ CcC D the function x >

Wﬁ (Vv(x))1pr(x) is integrable on R?. Hence we are in the position to use the
blow-up Lemma by Kotecky and Luckhaus (see [34, Corollary 1]). Note that we
apply it also for the function itself which follows simply by the Poincaré inequality
since the function qbf) has mean value zero on Q (0, 1). It states that for each n > 0
we find pg > 0 such that for each p < pg there exists £ € Q(0, p) with

> p"(/ |V¢Z§<y>|"dy+/ |¢;,§<y)|"dy) <
0(0.1) 0.1

ZEE £
> oW 6 = [ W
Zeﬁpg

Next, if u € N, (v, D, ¢, k), then for all cubes Q(z, p) C D and ¢ = &(p) small
enough the triangle inequality, the definition (3.4) and a change of variables imply

(5.11)

Z e¥)eu(x) — (Lp,ev)e(x)|?

x€Q(z,0)£

1.1
SkDrTE 4| YT e ue(x) = (L £v)e ()]
x€Qz.pF

1.1 14 d

<epitiscptr| Y / 167 (I dy
ZEL £

lz— Z\Ep

S =

= D77 +ClOG p)| 7t Z/ |65 ()17 dy

Zelye 00,1y
lz— Zlfp
Onsetting S, = S} US2, where S} = [ ] (0Q(z.p)ND)and 2= |
z€lye 0(z,p)NODH#P

(0(z, p) N D) as well as

P

Kk, = max { 2C Z / g5 eONIPdy | Loy,
Jelys 00,1
lz=2'|=p



1189

we obtain for k = k (p) small enough the set inclusion

2
Ny, De,icy [ Nopev, 0z, p) . k0) x [ | Site, ),
ZEEp_g i=1
0(z,p)CD
(5.12)

where for i = 1, 2 we define the sets
i i 1,1
Sgl;(K’ 10) = {M . (Sllo)sﬁ — Rn . “M — 8_11)8”00 § K|5_1D|F+E} .

In order to control the integration over these two sets, we note that for ¢ small
enough

nd
log / du §Clog(C/<”8_7_") Z pdlel—d
Ske,p)

0(z,0)ND#H
nd
< Clog (Clcna_?_") p lel=4, (5.13)

To treat the contributions from the points in (S%)g we have to use once again
Lemma 3.3. To this end we observe that

as;copu ) (9QG.p)ND).
0(z,p)NID#D

As the union on the right hand side is finite, we can argue as for Remark 7 and (3.3)
to show that, for £ small enough, the number of connected components N ,, of the
graph G 52,6 Can be bounded by

N, < Cel™d (Hd_l(aD) n ,0_1> . (5.14)

Due to Hypothesis 1 and Lemma 3.3 we deduce the bound

log (/ exp(—BH:(S2, u) du))
82(k,p)

B » .
log (/Sg(’(’p) exp <_E”VB””£§(S,%) du | 4+ CBI(S;); |

log (CK"E*%*") Ne.p + C(1+ [log(B)] + BI(SDE] (5.15)

A

A

Together with the inequality He (D, u) 2 3~ (. cp He(Q(z, p), u) + Ho (52, u),
the inclusion in (5.12) and Fubini’s Theorem imply

Z8 N D) S [ 2 gy Wi (Lpev. Oz, p). . k2)
Zeﬁp_g
Q(z,p)CD
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X / dul/ exp(—HE(Slz), uy)dus.
S0 S2(kc.p)

Taking logarithms and dividing by —B|D,| we infer from (5.13), (5.14) combined
with (5.15) that

d

FD,v)z Y. |D|7 (0@ P), Py
Zéﬁp‘g
0(z,p)CD
_C(1+ Ilog(ﬁ)|+ﬂ> 0D + 0(0, 2p)|
B D] ’

where we also used that the energy is invariant under constant shifts so that we
can pass from the affine approximation to the linear one. Since we assume that
W(A) 2 0, using Remark 14 and (5.11) we infer that for arbitrary N € N and 8, p
sufficiently small

F~(D,v)
(Nkp)? 1
— P -
> Z; Dl (W (Vv(2)) <(1+|Vv(z)| )8 + 5 +N))
Q(z,pféD
c 10D + Q(0,2p)|
—p T 2P
|D|
> L Wﬁ(Vv)dx—L
|D| |D|
d
cl_ (Nk)? 1
- |D| <(1+|W(z)l”)8+ 5 +ﬁ>
ZE[:p.g
Q(z,p)CD
10D + 0(0.2p) -
|D|

Using again (5.11) we can bound the sum of the gradients. Indeed, by a change of
variables it holds that

> evarse [ e - Ve £ 19umidy
€Ly zeL,e 7 2P

Q(z,p)CD a(z, P)CD
<X Ve Iy IV,
zelye 0.1
< CO+ IVVIlL ) (5.17)

To control the sum over 7, note that by (5.11) and the definition of x, we have

d
PP < cpp / 2 Pdy < C(pP + -
> T |D| doop |62 e )IPdy = C(p +|D|)

zely ; 2Ly
Q(z,p)CD
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(5.18)
Putting together (5.16), (5.17) and (5.18) we obtain

f‘(D,v)ii/ WP (V) dx
|ID| Jpr

€ ((ip Voll} 5+ oriD D]
= (D10 + 09015 )) 8+ 0P 1D+ )+

N
o 12D+ 000, p)
D

The last inequality concludes the proof after letting first p — 0, then n — 0
followed by N — 400 and § — 0 and finally using the arbitrariness of D’ CC D

(recall the integrability of W’ (Vv)). O

6. Zero Temperature Limit of the Elastic Free Energy: Proof of Theorem 1.6

In this section we investigate the asymptotic behavior of the rate functional
from the large deviation principle when the temperature vanishes, or equivalently
when f — 4o00. To this end, we bound from above and below the entropic part
whenever we consider the energy difference between a general configuration of
the system and the ground state when we prescribe linear boundary conditions. We
shall prove that, under the standard p-growth conditions (1.3) and an additional
local Lipschitz property (see Hypothesis 2) we indeed recover the density of the I'-
limit of the rescaled versions of the Hamiltonians H, (D, v). Since I"-convergence
focuses on the convergence of global minimizers of the Hamiltonian H, (D, -) (for
a general reference on the subject we refer to the standard literature [12,23]), our
result shows that at low temperatures entropic effects can be neglected and energy
minimization is indeed meaningful also from a statistical physics point of view.

6.1. Variational Results Neglecting Temperature

For completeness we briefly recall I'-convergence results at zero temperature.
First we rescale the Hamiltonian and its domain as for the definition of the Gibbs
measure. Given ¢ > 0 and a function u : £ — R” we define the functionv : £ —
R” setting v(ex) = eu(x). As usual this function can be identified with a function
that is constant on the scaled Voronoi cells, so that it belongs to the class

PC, :={v:RY > R": U|eC(x) is constant for all x € L}.

We may embed PC, C Lf (D, R™). Then, for every O € AR(D), we introduce
the rescaled Hamiltonian H.(O, -) : L? (D, R") — [0, 4-00] setting

1 _
o Z f(x_y’w> if v e PC,.
H.(v, 0) = el (x.y)eB €

ex,eye0

+00 otherwise
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We then define the set of clamped displacements
BC(0, pn) = {u: OF - R": u(x) = Ax if dist(x, 30,) < Co}.

Note that in contrast to the soft boundary conditions defining the set 5. (O, ¢x/)
here the boundary conditions are exactly satisfied. The density of the I'-limit is
then given by the formula

W) = lim @inf{m(u, 0): ueBCO, o).

where O = (—5 —)d The existence of this limit is a consequence of the subaddi-
tive ergodic Theorem as for Proposition 2. By [4, Theorems 2 & 3] we have the
following I'-convergence result:

Theorem 6.1. Assume (1.3) and let G be an admissible, stationary random Eu-
clidean graph. Assume in addition that f is continuous in the second variable.
Then almost surely the functionals H, T- converge with respect to the LP (D, R")-

topology to the functional H : LP (D, R") — [0, +0o0] finite only on WP (D, R™)
and characterized by

|D|/ w (Vu(x))dx.

Moreover, for any O € AR(D) and any v € WP (D, R") we have the local
version

~ 1 —
T-lim H,(0,v) = —/ W (Vu(x)) dx.
ems0 101 /o
The map A — WOO(A) is quasiconvex and satisfies the p-growth condition
1 —00
EIAI” —C=W (A =C(AIP+ D).

In order to also incorporate Dirichlet boundary conditions ¢ € Lip(R?, R"),
we introduce the class

PCep ={v € PCs : v(ex) = ¢(ex) forall x € L such that dist(ex, dD) < Cope}.

We restrict the domain of the discrete Hamiltonian I:IS to PC,, setting I:IS#, :
LP(D,R") — [0, +00] as

H.(v) ifve PCs.q,
+00  otherwise.

ﬁs,tp(v) =

Then [4, Theorem 4] yields the following I'-convergence result under Dirichlet
boundary conditions.
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Theorem 6.2. Under the assumptions of Theorem 6.1, the functionals I:Ig,(p r-
converge with respect to the L (D, R")-topology to the functional H, : LP (D, R")
— [0, +o0] finite only for ¢ + W(;’p(D, R™) and characterized by

1

Hy() = DI

/ W™ (Vo(x)) dx.
D

Remark 12. From Lemma 5.1 and the fundamental property of I"-convergence we
deduce in particular the convergence of (almost-)minimizers to minimizers of the
limit energy. Moreover it follows that

lim< inf A, v)= min  Hy,(v). 6.1
e—0 \velP(D,R") ey (V) veL?(D,R") o (V) ©.1)

Before comparing the I'-limit and the limit free energy we prove that one can
replace the clamped boundary conditions by the soft version considered for the free
energies and obtains the same limit. Note that in what follows both definitions will
be used.

Lemma 6.3. Assume Hypothesis 1. Fix A € R"*?_Then almost surely it holds that

W(A) = 111%&1&{118(”, 0): u € B:(0,pn)).

Proof of Lemma 6.3. The result is a special case of I'-convergence. Indeed, con-
sider the auxiliary functional H; o : L?(Q, R") — [0, +00] defined by

H.(Q,v) ifvePCand I € Be(Q, o),
+0o0 otherwise.

Ha,A(U) = {

Due to Lemma 5.1 we know that the I'-limit of H, A can be finite only for v €

Pt Wol’p(Q, R™). From Theorems 6.1 and 6.2 applied with D = Q and ¢ = @,
for any such v we deduce from monotonicity that

/ WOO(Vv(x)) dx < T-lim igf He A (v) < T-limsup He A (1)
Q E—>

e—0

< I-limsup He 5, (v) §/WOO(Vv(x))dx.
e—0 0]

Using (6.1), which holds by the same arguments for the functionals H A, the
result follows by quasiconvexity of A — w (A) and arescaling since |Q]ﬂ H.(Q,

Me()) = H(Q, ). O
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6.2. Quantitative Comparison Between Wﬁ and W

As announced earlier, in this section we replace Hypothesis 1 by the stronger
assumptions of Hypothesis 2. In the following two lemmata we establish a quan-

titative estimate between Wﬂ (A) and w™ (A) in the regime 8 2 1. Note that the
additional properties of Hypothesis 2 are only needed for Lemma 6.4 below.

Lemma 6.4. Assume Hypothesis 2. Then forevery A € R"*? there exists a constant
0 < Ca < C(1+ |AIP7Y) such that, for all B Z exp(1),

log(B)
5

W (A) = WP(A) < Ca

Proof of Lemma 6.4. Due to Proposition 2 we can consider the free energy on the
unit cube Q. First note that due to the assumptions, the discrete energy H.(Q, -) is
equicoercive and continuous on the closed set BC.(Q, ¢, ). Hence the minimum
is attained and we denote by i, a minimizer. By testing the function ¢ and using
the p-growth conditions of Hypothesis 2, we obtain the a priori bound

IVBiic)?, < CHe(iie) + CIQE| < C(1 + A7) QF). (6.2)

¢ =
According to the continuity property in Hypothesis 2, for any u € B.(Q, ¢p) we
have the estimate

H:.(Q,u) — H:(Q, i)
< ) I = yu(x) —u(y) = f& =y, de(x) = e ()]

(x,y)eB
X, y€Qs

SC Y (A fulx) — w1 (x) — (1P = ) (x)

(x,y)eB
X, y€Q;

= — i) (y)

p=1
< C(IQF17 + IVB(u — +1VBielyy o) IVB@ = o)l 2 g)

ZP(Q)
< CIOEIT (1 + |AP 1>||VB(u—us>||gp(Q)+C||vma(u i)l

()

< CIOEIT (1 4+ AP~ el gy + Cllu = el

where we have used Holder’s inequality, (6.2) and Remark 6. From the change of
variables u + u — i, which maps one-to-one from B, (Q, @) to B.(Q, 0), we
infer that the discrete error can be bounded by

:5/3 L OA) — —— H (e
2 (Q,04) Ile (ite)
1

- 1 —B(H (0, u) — H:(Q, 1)) d
10| og </135(Q,¢A>6Xp( B(H:(Q, u) (Q. 1)) u>
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1
< - log (/ eXP( ﬂC(IQ‘:I (1 + AP Y ull
Bl1O:| Be(0.0) e

Huly ) du) : (6.3)

In this last integral we aim to get rid of the boundary conditions. To this end, let us
write the domain of integration as a product and implicitly define the numbers d; ;
and d; ; via

B:(Q.0) = [T =[x [ BO
xEQ; erEE
dist(x,0Q¢)>Co dist(x,00:)=Co

= (RM)®m x (B1(0)™

With a slight abuse of notation, we write any u € B, (Q, 0) asasumviau = uj+uy,
where u; € BC.(Q,0) and |uz(x)| < 1 with support contained in {x € Q, :
dist(x, dQ,) < Co}. Interpreting a deformation as a large vector u € R"'Qf I 'we
denote its standard p-norm by |u|,. As on R" all norms are equivalent, it holds that
]| 0 < Clul,. By the triangle inequality and the structure of u, we get

0F1F (1 1A Dl p gy + Nl o

=C <|Qf|p”(l +IA1P7Y (Jur + ualp) + (e + uzl;’;))

p—1 1
< C(IQE17 L+ A1) (i1l + (o) P) + it + depa ).

Using Fubini’s Theorem we can factorize the integral and therefore (6.3) yields

€e.B < -

< ng lg(/]R"”" exp (— BCQENT (14 A1 1)|u1|p+|u1|p))du1>

p—1 L
ﬂle log (IB1O*™ exp (= BC(1+ [AIP™DIQEI'T dlg +deva)) )

. int

- sﬁ+esﬂ

We first argue that ebd/3 vanishes when ¢ — 0. Indeed, as d; pg < Cel—d by (3.3)
and the Lipschitz regularity of d Q, for ¢ small enough it holds that

1
lef%] S (CB™ + Ce + C(1+ |A[PDe?. (6.4)
To treat the contribution of eg‘;}, we make use of the coarea formula. Therefore
we consider the Lipschitz-continuous function f; : Rrdein — [0, +00) defined

1
by y = fo(y) = |Q£|_?|y|p. For y # 0 it is differentiable and, since f; is
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-1 . .
|Q§| » -Lipschitz with respect to the p-norm, for ¢ small enough we have the
rough estimate

fe(y +1tx) — fe(y)

IVfe(W)l2 = sup (Vfe(y),x) = sup lim

lxl2=1 lx]p=17—0 !
ro—1 r—1 11
< sup Q7] 7lxlp, =105 Pmax{l,(nda,im)f’ 23S 1. (6.5)
|x|2=1

Using (6.5), we deduce from the coarea formula that for arbitrary ¢, > 0

eint < _ 1
P = B1O.

+OE | fe(u)?)) dur)

log (/}R IV fetun)lexp (= BCAQEI + A7) fe(ur)

1 o0
——log (/ Heim =1 (£, = 1)) exp (— BCIQEI((1 + [AIP e
BIO:| 0
+t7)) dr)
1 & . 1
< - log (/ H =L (|y), = |QF P 1)) exp (— BCIQE((1
Bl 0| 0
FIAIPDE 4 17)) dr) , 6.6)

We next bound from below the surface measure inside the integral. To this end,
we make the restriction 7, < 1. By Lemma A.2 and the scaling properties of the
Hausdorff measure, for some small constant ¢ = c(n, p) we have the lower bound

ndg ing
P

deini—1 L)L L0 ndem—1 _Cp
wedemt (1y], = 10F171}) 2 (QE 1y em (—
nds,int
ndg int

L
_1 .
2 |QF |7 ety i (—'dQ.g |
£,1nt
_1 L
> |QF| 77 ()"0,

where we used that 1 < 1. Plugging this bound into (6.6), for any 7, < 1 we can
further estimate

eint S _
af = /3|Q8|

Ty
log ( / exp (1QF1(nlog(er) = BC(1 + A1~ +17))) dr)
0

S £ 6.7
er og(19:1). (6.7)

We now choose an appropriate 7 < 1. More precisely, we try to find z, and
C = C(A, n, p) such that for all ¢ < 1,

nlog(ct) — BC((1 + |AIP~ Yt +tP) = Clog(t).
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To this end, first observe that the function t > (n—C) log(ct) BC((1+|A|P~ Dyt
tP) is decreasmg whenever C = n. Moreover, if we set C = n + C(2 + |A|P~ 1y
and t, = B then for B > exp(1) and ¢ < 1 we have

(n — C)log(ct) — BC((1 + |AIP~ it + 1)

> (n — C)(log(ty) — BCQ2 + APy,
> C(log(B) — DR+ [AIP7h > 0.

Thus with our choice of , and C we infer from (6.7) that

. 1 Y
nt S_ 1 / ClQ“'d) 1 L
s =" g0, °g< o Y ﬂ|Q8| og(1C:D

9 1
1 £ |0F 1+

1
___1 log(10s
po. 2\ Clotiv 1] T pia 1D

and we can conclude from (6.4) and (3.1) that

L
WA, B) — WX (A)) = hm 1 €c.p < lim sup MHog(t*ﬂ
e—0 .3| Q£|
<7 (2_R>d log(p)
< . 5

This proves the claim by our definition of C. O

Lemma 6.5. Assume Hypothesis 1. Then for every A € R"*? there exists a constant
0 < Cp £ C +1log(1 + |Al)) such that, for all B 2 1,

wWlay—-w (A)>—%

Proof of Lemma 6.5. Again we compute the energy densities with respect to the
unit cube Q. Having in mind Lemma 6.3, we let ii, be a minimizer of the Hamilto-
nian H; on the set B;(Q, ¢, ). Note that we assume without loss of generality that a
minimizer exists, otherwise we could take an almost minimizer with an energy close
to the infimum at a rate that vanishes much faster than ¢. For any u € B.(Q, ¢a),
by the p-growth condition in Hypothesis 2 and (6.2), we have the inequality

He(Q,u) — Ho(Q, i) =2 — ||VB'4|| — C(1+ AN QF

(0

_ Py OL
VB0 = o)l )~ CO+ IAIMIQE]

1\

While this estimate turns out to be useful for deformations with large energy, we
also need a suitable lower bound for deformations with small energy. To this end
we observe that by minimality H,(Q, u) — He(Q, i) = 0, so that we can write

1
Ha(Q»”)_Hs(Qvﬁe)imaX{OvE”VB(u ¢A)”ZP(Q) C(1+|A|”)|Q§I}-
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(6.8)
This inequality motivates the partition 5.(Q, 0) = B U By ¢, where
Biei={o €B.(Q.0): IVaull) , £2C21+1a1M)I0F1),
By e :=B:(Q,0)\ By .

With the change of variables u — u — ¢ and (6.8) we then obtain

eél‘yﬁ L= 55(@/\) - Hs(Qa Izs)

|0 |
log (/ exp (— B(H.(Q,u) — H,(Q, %)))du)
B:(Q.9n)

BlQ¢|

1 B
> — log (1B — —IVsull?, )du). (6.9
= B0 og(| LE|+/BS(Q,0)GXP( el Bulleé(Q)) u) (6.9)

V

We treat the two terms inside the logarithm separately. Let us start with the integral.
Using Lemma 3.3, for ¢ small enough (independent of 8) and B = 1, we obtain
the bound

8 8 -1 |05 |~No.e
exp (— —||Vgu|” du < cNee <—> C
/Bs(Q,O) ( 2C lf(Q)) 2C

L

< (C(p,n))les : (6.10)
In order to provide a bound for the measure of 31 , we first enlarge the set and then
perform a suitable change of variables. To this end we number the vertices by the
following algorithm: For every connected component G; = (V;, B;) of the graph
G, we choose a minimal spanning tree ST; = (V;, ]B%/j) and a vertex where the
boundary conditions are active (see Remark 7 for the existence of such a vertex).
To this vertex we assign the number k; := (Zi<j |Vi |) + 1. Then we start any
path in the spanning tree and number the vertices consecutively until we cannot go
on. If we have numbered all vertices of the connected component we go to the next
one, otherwise we continue at the first (with respect to the numbering) vertex with
multiple path possibilities and continue with the same procedure. Since we consider
a minimal spanning tree, every vertex gets assigned a unique number. Moreover,
for each vertex number /\{k;}, we find a number I’ < I such that (xy, x;) € IBi/j.
Then we have the following set inclusion:

kj1—1
BieCque®):juy| < 1forall jand 3 3 juy —upl?
Jol=kj+1

S2C* 1+ AIP)QF| } =1 Uy,
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. . . L
We now define a linear transformation on ;.| setting 7' : Uy . — (R™)!9 | as

o if ] = k; for some j,
(To) = J
@1 — ¢p otherwise.

Note that the mapping [ > [’ is independent of ¢, so that T is indeed linear. More-
over, it is straightforward to check that 7 is injective and thus a diffeomorphism
onto its image allowing to perform a change of variables. Observe that its derivative
DT admits a lower triangle matrix representation since the [’ component of T'¢
depends only on entries with smaller index. On the diagonal we have all entries
equal to 1. Hence it holds that det(DT) = 1. By a change of variables we conclude
that

|Be,1 | g |us,l | = |T(us,l)|,
and by construction it holds that

No.e

T = | TT B10) | x fo e @)I1Ner s o1 < 2620+ 4171 01}
J=1

1 1
c fue RO ul, < €'+ (A7) 10E17,
where the larger constant C’ contains a factor derived from the equivalence of norms
on R"™. The last set is a high-dimensional ball with respect to the corresponding

£P-norm, for which there exist exact formulas for the volume. Denoting (just in this
proof) by I Euler’s Gamma-function we deduce that, for ¢ small enough,

n0f|

(ctmra+iamiotr) *

L
Ny

n|QF|
(C(p,n)(l + |A|)) , 6.11)

|Bs,1|

A

where we used the lower bound I'(z + 1) = (z/e)? for all z = 1. Combining

(6.9), (6.10) and (6.11) we infer that, for ¢ small enough (but independent of 8)
and B 2> 1,

oy ! nlQF |

ehp 2 ~grgploe (Cpm+1apy107)
2R\ (1 +log(1 + |A

=_C(p,n)(—r> et

Thanks due Lemma 6.3 and the definition of e g p the claim now follows after letting
e—0. O
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6.3. I'-Convergence of the LDP Rate Functionals

The estimates proved in Lemmata 6.4 and 6.5 lead to Theorem 1.6 that also re-
lates the support of the limits of Gibbs measures (see Corollary 1) to the minimizers
of the I'-limit at small temperatures.

Proof of Theorem 1.6. We let G € G, where G’ is given by Proposition 3 (see also
Remark 11). Fix an arbitrary sequence f; — -oo. For the moment we consider
the functionals F;, F : LP(D, R") — R U {400} finite only on ¢ + W(}’p(D, R™)
and characterized by

Fi(v) = ][ Wi (voyde,  F) = ][ W (V) dx.
D D

By Lemmata 6.4 and 6.5 we have that F'; — F pointwise when j — +oc0. Hence
forallv € L?(D,R")

I-limsup F;(v) < F(v).
Jj—+00
In order to prove the lim inf-inequality, consider v € L” (D, R") and a sequence
(vj) C LP(D,R") suchthatvj — vin L?(D,R") and sup; Fj(u;) < +o0. Since
Lemma 6.5 yields

W (A) — WS (A) = _%(1 + log(1 + |A]),

where the constant C is independent of A and for j large enough it holds that
WP (A) = LIAIP — C, we infer that v € ¢ + W, " (D, R") and

liminf F;(v;) 2 liminf F(v;) = F(v),
J—>+o0 J—+0o0

where we used that F is lower semicontinuous due to the quasiconvexity of the
map A +— W (A). is quasiconvex, the lower bound follows from weak lower
semicontinuity. Thus F; I'-converges to F with respect to the LP(D < R")-
topology. Since the I"-convergence implies the convergence of the infimum values
lim; inf, F;(v) = infy, F(v), Theorem 1.6 is proven. O

6.4. The Phantom Model

The convergence result proved in this section can be made much more precise
when the discrete Hamiltonian is quadratic, that is,

He(O,u) = ) (u(x) — u(y), Alx — y)u(x) — u(y))) (6.12)

(x,y)eB
Xx,y€0;¢

with a function A : RY — Mfyﬁl uniformly positive definite and bounded on
B¢, (0), where Cy is the maximal range of interactions given by Definition 1.2. The

phantom model (see e.g. [43, Section 7.2.2]), which is an approximation of rubber
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elasticity of polymer-chain networks at small deformation and finite temperature,
indeed corresponds to the homogenization of this energy density (using a self-
consistent approach rather than the usual cell-formula). As the following shows,
the limit free energy agrees with the density of the I"-limit up to an additive constant
which depends on B but not on A. In particular, this justifies the use of the self-
consistent approach in [43, Section 7.2.2] even at finite temperature.

Corollary 2. Assume that H; is given by (6.12). Then it holds that
WA = W) + W o).
In particular the function A +— Wﬁ (A) is uniformly convex and quadratic.

Proof of Corollary 2. We consider the free energy on the unit cube Q and first find
aunique minimizer of u — H,(Q, u) onthe set BC.(Q, ¢4 ), that we denote by ..
We extend it to £ setting i1, (x) = @ (x) forallx € L\ Q.. Givenu € B.(Q, ¢a),
we decompose it as u = u] + up with u; € BC.(Q, pp) and up : Q, — R”
satisfying |up(x)] < 1 for all x € £ and up(x) = 0 for all x € £ such that
dist(x, 9Q,) > Cp. By the quadratic structure we have

He(Q,u) — He(Q, 1ie) = He(Q, u — i)
+2 3 (W= a0 = @ = @) (), Al = e () = e (1))

(x,y)eB
X, y€Q¢
= Ho(Quu— i) +2 Y (26 = w23, AGx = ) (x) = e (),
(x,y)€B
X, y€Q¢

(6.13)

where we used pointwise symmetry of A(z), the weak Euler-Lagrange equation
satisfied by @i, and that u; — i, € BC.(Q, 0) is an admissible test function for this
equation. In order to bound the last term, we first introduce the set 9.0 = {z €
Q. : dist(z, 3Q¢) < 2Cp}. Then by the properties of u; and boundedness of A(z)
we have

2 Y (1w - wo) A - N - i)
(x,y)eB
X,y€Qe
SC Y coliie(x) — e (),
(x,y)eB
Xx,y€0: Q
where ¢y is a lower bound for the smallest eigenvalue of A(z) for all z € B¢, (0).
Note that the right hand side does not depend on u any more. Since the change of
variables u +— u — i1, maps B (Q, ¢p) one-to-one to B.(Q, 0), we conclude by

the very definition of the terms Wﬁ (A) and w™ (A) and equation (6.13) that

_ _ _ 1
W’ (A) = W) — WP 0)] < Climsup
e—0 |Qel

D ol — ).
(x,y)eB
X,y€0: 0
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It remains to prove that the right hand side is zero. To this end, we note that due to
Lemma 5.1 we can assume that v, € PC, defined by v (ex) = €t (x) converges
in L?(D,R™) to some function v € g, + W(}’p (Q, R™) (actually one can prove
that v = @, but this is not needed here). Given § > 0, Jensen’s inequality and
(quasi)convexity of A — W™ (A) imply

lim sup 0. Z colite(x) — it ()]
e—>0 e (x,y)€B
X,y€0: Q
< lim sup o0 Z coliie (x) — fie ()]
e=>0 ' (x,y)eE
x,y€d°Q
. 1-34 ~ W
<W™(A) — A= 00 ing He((1-8)Q,us) £ / W (Vo(x)) dx,
10| e=0 o\(1-8)0

where for the last estimate we also used the local I"-convergence result on (1 —§) QO
stated in Theorem 6.1. Letting § — 0 we deduce the claim since the right hand side
vanishes. The quadratic structure follows by the general theory of I"-convergence
of quadratic functionals (see [23, Theorem 11.10]) while the uniform coercivity of

A is conserved in the limit, too. This proves uniform convexity of A +— w’ (A).O

7. Penalizing Volume Changes

Having in mind the model presented in the introduction, we now explain how
to include the volumetric term defined in (1.2) in our previous analysis. We assume
throughout this whole section that n = d and p = d. For the notation we also refer
to Section 1.2.

In order to estimate the volumetric part of the Hamiltonian, it is convenient to
rewrite the integral as sums over d-simplices, that is,

det(vuaff‘TNT NCi(x))]
[C1(x)]

Hoe(O,w)y= Y oW | Y
Ci(x)eV1£(0) TNCi (x)#P
(7.1)

The Hamiltonian has a different structure than in the previous sections since
it depends on multi-body interactions through the volumetric term. However, we
emphasize that for our analysis in the previous sections, the precise structure was
needed only for proving stationarity. The reader might remember that elsewhere
we just used bounds from above and below and a certain locality given by the finite
range of interactions (see also Remark 13). As we will prove in the lemmata below,
the bounds from Hypothesis 1 lead to similar local bounds for the Hamiltonian and
stationarity of the corresponding stochastic processes is preserved, too. To extend
the validity of the results of Section 6, it then suffices to reprove a global continuity
estimate. These technical details then allow to include the multi-body volumetric
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term in the proofs of the previous sections and in that sense complete the proofs of
Theorems 1.3, 1.4, 1.5 and 1.6. We leave the details to the reader.

Lemma 7.1. Assume that W satisfies Hypothesis 1 and let G € G. Then there exists
a constant C > 0 such that, for every u : £ — R and all x € Ly, it holds that

w(i det(Vuaff)dz><C Y Y ) —uoHI”
1(x)

TNC1(x)#D y,y' el iNT

Remark 13. Points y, y’ appearing in the above upper bound satisfy |x — y|, |[x —
y'| £ 3R. Hence the condition 6R < Cy allows to establish almost subadditivity
estimates using boundary values by the definition of the interior Voronoi cells
V1,£(0).

Proof of Lemma 7.1. We rewrite the left hand side term similar to (7.1). Since
L1 C L, the volume of the Voronoi cells is uniformly bounded from below. Hence
from the upper bound in Hypothesis 1 and the area formula we deduce

W (7[ det(Vitg) dz) ccic| Y 1detVuanlIT NG|
Ci@) TNC1 ()20
P

d

<sc+c| D> lua(DI] - (7.2)
TNCy (x)#D

We claim that for each T € T with |7 N C;(x)| > 0 it holds that

d

|uai (T)| = C Z lu(y) —uI ] - (7.3)

y,y'eLiNT

Indeed, if det(Vu aff‘T) = 0, then there is nothing to prove. Otherwise, the set u ¢ (T)
is again a d-simplex with vertices {u(y)},ez,n7- By convexity its diameter can be
bounded by

diam(uae (7)) < Y u(y) —u(y)],

v,y eLiNT
so that the bound |u, (T)| < diam (g (7))4 implies (7.3). Combining (7.2) and
(7.3) we conclude that

p

W (ﬁ det(Vuaff)dz) <scic[ % we-uo)
1(x)

TNCy (x)#D y,y'eLiNT

and the statement follows by Jensen’s inequality since the number of terms in the
above sum is equibounded with respecttox € L1 and G € G. O
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We continue our series of lemmas with the proof of stationarity as used when
applying the ergodic theorem.

Lemma 7.2. Let u : £ — R? and let G € G. Then, forall z € Z¢, all I € T and
every a € R", it holds that

Hyo1(u(-+2)+a,1,G —z2) = Hyo11(u, I +z,G).

Proof of Lemma 7.2. Since we assume that £ is stationary and in general position,
the Delaunay tessellation T of RY with respect to £; is unique and hence also
stationary. The claim then follows by the stationarity of £ and T combined with
the linearity of piecewise affine interpolations, a discrete change of variables and
translation invariance of the Lebesgue measure. 0O

The last point left in order to repeat the analysis of the previous sections for the
volumetric term concerns the quantitative continuity in order to prove the conver-
gence in the zero temperature limit.

Before we prove the latter, we introduce some further notation. Define the set
of neighbours for the volumetric points £ by

N i={(x,y) € L1 x L1 : dim(C;(x) NCi(y)) =d — 1}.

Since we assume £ to be in general position, two points x, y € £; belong to the
same simplex 7' € T if and only if they are neighbours. Given u : £ — R¢ we set

1

”VN"’”zg’(D) = E 1 (x) _”()’)|p
(x,y)eM
ex,eyeD

Then the continuity estimate reads as follows:

Lemma 7.3. Assume that W satisfies Hypothesis 2 and let G € G. Then, for any
u, £ : L — R and any bounded Lipschitz domain D C R?, we have the global
continuity estimate

|Hvol,£(D» u) — Hvol,a(D» §)|
p=1 -1 -1
< C(IDEVT + 1Vl sy + 19NN 0 VIV @ = Ol -

Proof of Lemma 7.3. Fix x € L. Applying (1.5) we infer from the area formula
and Jensen’s inequality (recall that p = d) that

‘W( ]i B det(Vity) dz) _ W( ]i B det(Veur) dz)

c(l+ Y luar(TNCENIE + 16T NCe[)
TNCy (x) A0

y ][ | det(Vitarr) — det(Veug)| dz
Ci(x)




1205

r_ r_
sc(i+ Y I+l (1)
TNCy (x)#D

x Y |det(Vuairy) — det(Viagi)||T -
TNCy (x)#%

Taking into account (7.3), we can again use Jensen’s inequality to further estimate

'W( ]i " det(Vity) dz) — W( ]i B det(Var) dz)

sc(i+ Y Y (MG = w0+ 1E0) = 0N

TNCy(x)#D y,y'eLiNT

x ) ldet(Vuay) — det(Vaag)|IT - (74)
TNCy (x)#D
‘We bound the difference in each term of the last sum. Write 7 = co(xo, ..., xq).

Then by the volume formula for simplices

1
det(Vutassp)|T| = Wl det(Vuass) det (x1 — xol . ... [xg — xo)
1
= a1 det (u(xl) —u(xg)|...|lu(xqg) — u(xo)).

The same formula holds with ¢ in place of u. From the standard continuity estimate
for determinants, we deduce that

d—1
| det(Vtatty) — det(Véur)I|T] < € max (Julxy) = uCxo)] + 18 () = £ (o)1)

x Y lu() —u() = () + (N

v,y eLiNT

Recall that d < p. Hence inserting the above estimate into (7.4) it follows that

aff (T N A (T N
Wi Z u ff(|C (C)ll Ny Wi Z ¢ ff(|c (C)1|(X))| ‘
TAC (0)#£0 Lix TNC; (x) 20 1

SC<1+ P (Iu(y)—u(y’)l”_l+IC(y)—§(y’)|”_l)>

TNCi(x)#D y,y'eLiNT

<O Y u) —u() =t + O (7.5)

TNC1(x)#D y,y'eLiNT

Note that each 7 € T can intersect only a uniformly bounded number of Voronoi
cells C;. Hence, summing (7.5) over all C;(x) € Vi (D) and using Holder’s in-
equality for the products yields
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|Hv01,s(D» u) — HVO],&‘(Dv 9]

p=1
-1 r
§c<|D£| 7 +< > |u<y>—u(y’>|f’)
TCDe y,y'eliNT
p—1

+< D |;<y>—c(y’>|f’) ' )

TCD: y,y'eliNT

1
p

x(Z > |u<y>—u(y/>—¢<y)+;(y/)|”>

TCDg y,y'eliNT

=1 -1 —1
S C(IDfl P+ ||VNu||fg(D) + IIVNCIIZJ(D)>|IVN(M = OMerpy

where we used in the last inequality that each element in T has as vertices only
nearest neighbours and that a vertex can belong to only a uniformly bounded number
of different cells. The last estimate yields the claim. O
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Appendix A

In this appendix we collect and prove some of the results we used in the paper. We
start with the technical proof of the interpolation inequality.

Proof of Proposition 1. We set B = 1 to reduce the notation. Given § > 0 and
N e N, fori € {l,..., N 4+ 1} we introduce the open sets

3
0; = {x € O : dist(x,00) > (i + Dﬁ}'

Then the stripes S; := O; 1\ 0,42 fulfill §; N S; = ¥ whenever |i — j| > 2. Thus
for every u : Of — R”" we obtain by averaging

N
1 3
5 2 He(Siw) £ S He(0,w),

i=1
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so that we can decompose the set V, p(v,0,¢6,k) = UZN=1 ‘Pi.e (we omit the depen-
dence on O and «), where

3
Pie = {u eN,(v,0,¢e,k): He(Sj,u) < NHS(O,M)}.
Let6; : O — [0, 1] be the Lipschitz-continuous cut-off function defined by
. 2N . .
6; (z) = min { max lest(z, d0)—(i+1),0¢,1¢,

sothat6; = 1 on O;41,0; = 0on O\O; and its Lipschitz constant can be bounded
by Lip(6;) < 2TN ‘We then define an interpolation between functions u, ¥ : Of —
R" as

Tie(u, ¥)(x) = 0;(ex)u(x) + (1 — 0; (ex)) ¥ (x).
Observethatifu € P; aswellasg € N, (v, 0, &, k) andy € Ny (@, O\Oj41, €),
by the Minkowski inequality we have

4 1,1 4
er|lvg — €T e (u, lﬂ)lleg(o) S 2c|0P T tev ey _8(;0”4’(0\?)

1,1 1
<2|0|7T7 +CelO|?,
so that T; . (u, ¥) € N, (v, O, ¢, 3k) for & small enough.
For technical reasons the interpolations will not suffice to prove the estimates. For
every i let us choose #; € [%, %] such that, setting Sl? ={x € 0: 6i(x) =t} the
coarea formula implies

3
1 , i ! 2N
st < [Trshars [Cnilshar= [ vai < 2000l
1 0 0 8
(A1)

We set S* = {x € O : 6;(x) < t;}. Note that for § small enough (depending only
on O), we have S* € AR(D) (see for instance [32, Lemma 2.2]). Let us introduce
the product set

U (M) := (Pie N Su(0, 8)) X Nog (9, O\Oi11, 8,

as well as the integral
el (M) = (/ exp (= He (0, Ty, 4) = coll Vaully .. ) du dw>,
UL (M) e

where co > 0 is a small constant such that co|£]” < f(-, &) 4+ ¢, U (cf. Hypothe-
sis 1). This integral quantity will be the main ingredient to prove the interpolation
inequality. We split the remaining argument into several steps.

Step 1. Energy bounds for the interpolation.

To bound the energy of T; . (u, ¥), we use the pointwise inequality

[y () =¥ WP = ClY —)(x) — (¥ —)(MI” + Clox) —o(I”
S C+Clplx) —eI?,

which is valid for all x,y € (O\Oj+1)s. Combined with the two-sided growth
condition in Hypothesis 1 we infer that
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He (0, Ty o, ) < He (01, u) + He (O\O;, ) + He(Si, Ty o (u, )
< He(0j41,u) + CH:(0°, ) + CI(ONE| + He (Si, Ty e (u, %)),
(A.2)

where O? is defined in the statement of Proposition 1. In order to estimate the last
term on the right hand side we use the formula

Tie(u, ) (x) = T e (u, Y1) (9) = (0 (6x) — 0 (ey)) (u(x) — ¥ (x))
+ i (ey) (u(x) — u(y))
+ (1 =6 (Y () — ¥ ()
and the bound on the Lipschitz constant of 6; to estimate the energy on the inter-
polation stripe via
He (i, Tre (1, )

< CI\VBTie, W) .+ CI(SHE

24T
(Ne)?
op

(anunﬂp(S) + VY1 + e = Vg, + |<SI->§|)

C CN?
S He(0.u) + CHo(0. 9) + CION)E| + = =P 10 Tie™ (A3)

where we have used again that the degree of each vertex is equibounded and that,
after suitable extension, ¥ € N, »(v, O, g, 2k) for £ small enough. Combining (A.2)
and (A.3) we infer that

C
He (0, T, ) = He(Oi1, 1) + - He (O, 1) + CH.(0%, ¢) + C|(0%)~|

)4
«P|0]7|0F). (A4)

CN
+ 57
Step 2. Lower bound for e’ (M).

In order to prove a lower bound for the integral, first note that due to Hypothesis 1
and the definition of S

collVeull?y .. £ He(O\ Oit1,u) 4+ CI(O%)E],

sy =

so that, up to increasing C, we can add this inequality to (A.4) and obtain the
estimate

C
He (0. Ti o ) + €0l Vaully o) < (1 + ) He(0.u) + CH(0°, ¢)
CN?
+CI(O")E |+ —5-k"I014|Of |
Rearranging the terms we obtain by Fubini’s Theorem that

(Nk|O]1)?

5 |0F 1+ — |0£|

eL(M) 2 exp ( —c(10HE1+
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+Hs(05,¢))) / oy
Nm(¢,0\0i+|,€)

X / exp(—H; (O, u))du
Pi NSy (0,e)

1
(Nk|O)?
zexp(— c(10HE 1+ =5

X Zg,0(Pi,e NSM(O0, €)) (A.5)

M
0F1+ 510f] +Hs(05,¢)))

where we used that the measure of N (¢, O \TH, &) can be bounded from below
by exp(—C|(0DE]).

Step 3. Upper bound for e} (M) and conclusion.

To estimate e’ (M) from above, similar to [34] we perform a suitable change of vari-
ables. Define ®; ; : N, (v, O, €, k) X Noo(@, O\Oj41,€) — Np(u, 0, &, 3k) x
Ny(u, O\Oj41, €, 3k) by

(Tie (u, Y) (), Y (x)) i 0;(ex) 2 1,

CI),"S(M, ¥)(x) = {(7—‘1"5(“7 Y)(x), u(x)) if6;(ex) < t;.

Note that for ¢ small enough ®; . is well-defined and bijective onto its range
R(®; ). For the idea how to calculate the Jacobian, we refer to the proof of Propo-
sition 3. As #; € [, 3], it holds that

-1

|det(DPi e,y )| = ] 1ol J] -6l

x:0; (ex) 2t; x:0; (ex)<t;
< exp(CI(ON)ED.
Setting (g, h) = ®; ¢ (u, ¥), by construction of the interpolation we have
g €Ny, 0,¢,3k) N B (0, 9),
h = (h1. hy) € Noo(@, O\(Ois1 U §)). €)
x{h:(SHe > R": ||h — e loe £ CK|05|71’+$}.

=R,
As the measure of the set Nyo(p, O\(O;jy1 U Sl.*),e) can be bounded by
exp(C| (0‘3)§ |), the above change of variables and Fubini’s Theorem imply

el (M) < exp(CI(0")E]) / exp (= Helg, 0) = collVihllly . ) dg dh
R(Pie) £

< exp(Cl(0")E [ epalVamll ) dhy
Noo (9, 0\(0i41US}) ) Ri¢ e

x ZNp(u, 0,8,3) N B:(0, 9)

< exp(CIONED [ exp-collVahaly ) dh
Ri,s e
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X Ze,oNp(u, 0,¢,3k) N B (0, ). (A.6)

In order to bound the integral on the right hand side, we apply Lemma 3.3 to the
1 1
graph Gsi*,g withae =cpand y = CK|OS|F+7 and infer

| expcollVamally g, dha < (Cenl0n 3 CISDEN,
Rlé

where we denoted by N; . the number of connected components of the graph G S e
For ¢ small enough (possibly depending on N, §), by Remark 7, (3.3) and the fact
that S* € AR(D) we can bound the number of components via

Nie S#{x € OF : dist(x, 3(S7)e) £ Co) < Ce' = (HI™L (S + H™1(90)).
In particular, for N, § and k¥ > 0 fixed, due to (A.1) there exists &g such that for all
£ < &)

/R exp(—eo [ Vshalfy o)) dha < exp(CI(O")E]).

Plugging this bound into (A.6) and comparing with (A.5) yields
Ze.0(PLNSu(0.8) < Z,, ow (v, 0.£.3c) N Be(0, 9))

(Nk|O]d)?
87

Summing this inequality over i, by the definition of the sets P; . we infer that

x exp (C(I0DE] + 10£1+ 21081+ He(0.9)))

N
Ze,oWp(v, 0,6,6) NSu(0,8) £ Y Ze 0(PLN Sy (0, ¢)
i=1
é ZE,O(Np(vv 05 87 3K) m 86(09 (p))
(Nk|O|7)?

x N exp (c(|(05)§|+ 5

M
0£1+ 71051+ H (0", )))
(A7)

Now, choosing

B 1 log(2)
M—2<|0€£|]0g(go(N(UOé‘K)))-‘rC-‘r )

05|

where C is the constant of Lemma 3.4, we obtain by the same Lemma and Remark 8
that, for any « > 0 fixed and all & small enough,

1
Ze oW, (v, 0,6,K)\Sy(0, 8)) < EZs,O(Np(U’ 0, ¢,k)).
Thus (A.7) and the definition of M yield the final estimate

Ze, 0N, (v, 0, ¢,k))
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<2Ze oWN,p(v, 0,6,k) NSy (O, ¢))
< Ze oW, (v, 0, ,3x) N Be(0, 9)) Ze. o (N, (v, 0. £, k) ¥

1
X 2N exp (c(|(05)§| + (M + <

5+ )IOF I+ He (0. ).

O

Remark 14. Note that the restriction on § in the interpolation inequality comes
only from the requirement that tubular neighbourhoods of the boundary have again
Lipschitz boundary. In particular, if § satisfies the condition for a set O C R?, then
8" = Jp satisfies the condition for all sets of the form O’ = z + pO. Applying this
fact to the family of cubes Q(z, p) with z € D and p > 0, we obtain that there
exists 8o > 0 such that for all § < §¢, all N € N and all « > 0 it holds that

N_C o 10z, p)*
e L 0).PA) Z W(A) — CA+ A —=———

N T (@G .70 Z W) = OO+ AN TE 2=
_C(W+L)

(6p)P N

— (Nk)P 1
> _ 14 ~ 7 _
> W(A) C<(1+|A| s+ +N>

P-almost surely. Here we used Lemma 4.1, Proposition 3 and (3.1) in order to pass
to the limit as ¢ — 0 in the interpolation inequality almost surely. Note that the
last bound is independent of p and z.

Lemma A.1. Let p € (1, +00). For all u, v € R" it holds that
u —v|” + |u+ v|” < max{271, 2} (jul” + [v]?).
Proof of Lemma A.1. For p = 2 the claimed estimate follows from Clarkson’s

1
inequality. If p < 2, then (x] +x))7 = (x} + x%)% for all x1, x, = 0. Moreover,

1 1_1 1
with elementary analysis one can show that (x{’ + xé’ yp < 2p°2 (xl2 + x%)f.
Applying these two inequalities first with x; = |u — v| and xp = |u + v| and then
with x; = |u| and x» = |v| we obtain

1 1 1 1
2(u— v+ lu+ o) =27 (u + P2

1 1

(Ju —v|? +u+vP)r <27
1 1

27 (Jul? + [v|P)7.

=
O

Lemma A.2. Let p € (1,+00). Then there exists a constant ¢, such that the
Hausdorff measure of the sphere SZ” ={y eR": |y|, = 1} fulfills

Hn—l(S;—l) > (%)% ‘
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Proof of Lemma A.2. Note that S;_l is a compact smooth (n — 1)-dimensional
manifold. Hence we can characterize its Hausdorff measure by its Minkowski con-
tent. To be more precise, it holds that

H"(SZ_1 + B.(0))
2¢ ’

HNSEh = i A8

(sp7h = lim (A8)
where the factor 2 comes from the Lebesgue measure of the 1D unit ball [—1, 1].
Note however that B, (0) is a ball with respect to the Euclidean metric on R”. We
now give a lower bound for the nominator on the right hand side of (A.8). To this

11
end, set ¢, , = max{l,n? »}. Then, for y # 0, we have
Iyl2

= lylp = Ui== = Iylp — Uen,p,
2 |Y|p

‘ y
y—
|y|p

where we used that by definition |y|> < ¢, |yl forall y € R”. We conclude that
{(yeR": 1 —c,:i,e <lylp < 1-{-6‘;’;6‘} - S;‘l + B:(0).

Hence we deduce from (A.8) and the well-know formula for the volume of p-norm
balls that

H'{lylp < 1T+ peh) —H' Uylp < 1—c; 8D
2e
@r (5 + 1) S Ghe)t — (1 —cp ey
TTE D e 2
QLG+ | QLG+
= nc. R i ——
rEg+n " L +1

H* 1 (S"1) > lim inf
(557 2 limi

v
N —

n-z.

We conclude the proof using Stirling’s formula in the form of the upper bound

r <2 n 1) < (277—")2 <1>p exp(p/12).
P P pe
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