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NONCONFORMING FINITE ELEMENT APPROXIMATION OF
CRYSTALLINE MICROSTRUCTURE

BO LI AND MITCHELL LUSKIN

ABSTRACT. We consider a class of nonconforming finite element approxima-
tions of a simply laminated microstructure which minimizes the nonconvex
variational problem for the deformation of martensitic crystals which can un-
dergo either an orthorhombic to monoclinic (double well) or a cubic to tetrag-
onal (triple well) transformation. We first establish a series of error bounds
in terms of elastic energies for the L? approximation of derivatives of the de-
formation in the direction tangential to parallel layers of the laminate, for the
L? approximation of the deformation, for the weak approximation of the de-
formation gradient, for the approximation of volume fractions of deformation
gradients, and for the approximation of nonlinear integrals of the deformation
gradient. We then use these bounds to give corresponding convergence rates
for quasi-optimal finite element approximations.

1. INTRODUCTION

The nonconvex elastic energy used to model martensitic crystals is generally
minimized only by a microstructure [3], [4], [9], [19], [23], [26], [31]. A common
example of such a microstructure is a simple laminate in which the deformation
gradient oscillates on a fine or infinitesimal scale in parallel layers between two
stress-free homogeneous states.

Finite element approximations of energy-minimizing laminates necessarily have a
finite thickness. Although conforming finite element methods can be proven to give
convergent approximations to the microstructure [28], [29], [31], [32], they cannot
generally give a laminate which oscillates on the scale of the mesh size for arbitrarily
oriented meshes [11], [31].

Nonconforming finite element approximations are not required to be globally
continuous [10], [38], so it is reasonable to think that they would be able to give
a more accurate approximation to fine-scale microstructure [31]. The class of non-
conforming finite element methods analyzed in this paper was successfully used
to compute crystalline microstructure in [25]. These elements were first proposed,
tested, and analyzed in [39] for the Stokes problem. A short discussion on one of
these elements in the setting of the mixed finite element method can be found in [2].
This class of elements was analyzed for general second-order elliptic problems in
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[24]. In this paper, we prove the convergence of these nonconforming methods to an
energy-minimizing microstructure for the nonconvex elastic energies which model
martensitic crystals which can undergo either an orthorhombic to monoclinic (dou-
ble well) transformation or a cubic to tetragonal (triple well) transformation. The
results in this paper also hold for a general rotationally invariant, double well energy
density.

In the recently developed geometrically nonlinear theory of martensitic crystals,
the elastic energy density attains its minimum value (below the transformation
temperature) on a set

(1.1) SO(3)U; U---USO(3)Uy,
where SO(3) is the group of proper rotations defined by
SOB)={Q¢e R>3 . QT =Q 7! and detQ = 1},

and where the symmetry-related matrices, Uy,--- ,Uy, for N > 1, represent the
martensitic variants. The martensitic variants Uy, --- ,Uy are linear transforma-
tions which transform the lattice of the austenitic phase into the lattice of the
martensitic phase. In the above, R3%3 is the set of all 3 x 3 real matrices.

A martensitic crystal which can undergo an orthorhombic to monoclinic trans-
formation has two symmetry-related martensitic variants, that is, N = 2, and
hence the elastic energy density has two wells [4], [31]. A more commonly observed
martensitic transformation is the cubic to tetragonal transformation [3], [4], [31].
In this case, there are three associated symmetry-related martensitic variants, so
N = 3, and the elastic energy density has therefore three wells.

For certain boundary conditions, the elastic energy of the martensitic crystal
cannot be minimized by a deformation and can be lowered as much as possible only
by a sequence of deformations whose gradients oscillate so that the limiting volume
fraction is nonzero for more than one gradient [4], [31]. Based on the hypothesis
that the crystal structure is determined by the principle of energy minimization,
the geometrically nonlinear theory describes the crystalline microstructure as the
limiting configuration of energy-minimizing sequences of deformations [3], [4], [9],
(19], [23], [26], [31].

Both of our nonconforming finite elements are defined on rectangular paral-
lelepipeds. The first one has its degrees of freedom given by the values at the
centers of the faces of the rectangular parallelepipeds. The second one has its
degrees of freedom given by the averages over the six faces of the rectangular par-
allelepipeds. To prove the convergence of this class of nonconforming finite element
methods for the nonconvex energies which model crystalline microstructure, we
prove some important properties of the nonconforming finite element deformations.
They include a discrete version of a slight variation of the divergence theorem, a
Poincaré type inequality which is more general than that in [24], and a discrete
version of the usual trace theorem in Sobolev spaces [1]. These properties will be
used as key technical tools in establishing various kinds of error bounds in terms of
the elastic energy.

Our analysis utilizes the theory of numerical analysis for the microstructure in
nonconvex variational problems that was developed in [13], [16], and extended in
6], [7], [8], [21], [34]. This theory was also used to analyze the finite element
approximation of microstructure in micromagnetics [33]. The approximation of
relaxed variational problems has been analyzed in [5], [20], [35], [36], [37], [40], [41].
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A nonconforming finite element approximation for a nonconvex variational problem
with not only an elastic energy but also a nonphysical penalty term was analyzed
in [21].

An analysis of the finite element approximation for a physical, rotationally invari-
ant energy was first given in [32] for the orthorhombic to monoclinic transformation.
This analysis has been extended to the cubic to orthorhombic transformation [29],
to more general boundary conditions [27], [28], and to the method of reduced inte-
gration [12]. The estimates in these papers and in this paper show that all of the
local minima of the energy (restricted to the finite element space) which satisfy a
quasi-optimality condition give accurate approximations to the energy-minimizing
microstructure for the deformation, the volume fractions of the deformation gradi-
ents, and the nonlinear integrals of the deformation gradient.

In this paper, we further generalize the results in [29], [32] to the approximation
by the two nonconforming finite elements. Our results show that the approximation
errors due to the nonconformity of the employed nonconforming finite elements are
negligible compared with the errors of the approximation of microstructure which
are already present in the conforming approximation. Therefore, the asymptotic
rate of convergence that we obtain for the nonconforming methods is equal to the
rate found for the conforming methods.

We refer to [31] for an introduction to the modeling and computation of crys-
talline microstructure and for a more extensive survey of results and references.

We organize the rest of the paper as follows. In §2, we describe the underlying
continuum model for crystals which can undergo either an orthorhombic to mon-
oclinic or a cubic to tetragonal martensitic transformation. In §3, we review the
definition and basic properties of the class of nonconforming finite element spaces
that we analyze. Further properties of nonconforming finite element deformations
are given in §4. These properties are then used to establish a series of error bounds
in terms of the elastic energy for the nonconforming finite element approximations in
§5—87. Finally, in §8, we first prove the existence of finite element energy minimizers
and then derive the corresponding error estimates for quasi-optimal nonconforming
finite element approximations.

2. MULTI-WELL ENERGY MINIMIZATION PROBLEMS

We first briefly review some basic definitions and properties of martensitic crys-
tals which can undergo either an orthorhombic to monoclinic or a cubic to tetragonal
phase transformation. For more details, we refer to [3], [4], [31].

The energy wells for an orthorhombic to monoclinic transformation are deter-
mined by the martensitic variants

Uy ={I+ne®e)D, Uy = (I -nex®ey)D,

where I is the identity transformation from R3 to R3, n > 0 is a material parameter,
{e1,e2,e3} is an orthonormal basis for R3, and D is a diagonal, positive definite,
linear transformation given by

D =die1 ®e1 +doea ® eg + dzes ® e3

for some dy,dy,ds > 0. We recall that the tensor a ® n for a,n € R? defines the
linear transformation (a ® n)v = (n - v)a for v € R3.
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The energy wells for a cubic to tetragonal transformation are determined by the
martensitic variants

Uy =nl + (n2 —m)e1 ® e, Uy =mI+ (n2—m)ex ® ey,
Us =mI+ (n2—m)es ® es,
where 71 > 0 and 72 > 0 are material parameters such that 7y # 72, and {e;, e2,e3}
is again an orthonormal basis for R3.
For convenience, we define the set of indices K to be K = {1,2} for the or-

thorhombic to monoclinic transformation and K = {1,2, 3} for the cubic to tetrag-
onal transformation. We also denote

U;=S0(3)U;, i€K, and U=|JUi:ieK}

The following lemma, proved in [3], [4], [31], serves as a key crystallographical basis
for our analysis.

Lemma 2.1. (1) For each i € K there is no rank-one connection between U; and
itself, that is, there do not exist Fy, Fy € U; with Fy # Fy such that

Fi=Fy+a®n

for some a € R® andn € R3, |n| = 1.
(2) For any 1,5 € K,i # j, there are exactly two rank-one connections between
U; and U;, that is, for any Fo € U; there are exactly two distinct Fy € U; such that

FL=F+a®n

for some a € R? and n € R®, |n| = 1. In this case, we have also for any X € (0,1)
that

(I=XNFo+AFL ¢U.
Moreover, we have for the orthorhombic to monoclinic transformation that
n e {:I:el, :|:62},

and for the cubic to tetragonal transformation that

1 1
nec {:‘:%(ei + ej),:l:ﬁ(ei — Ej)} .

We now consider a crystal that can undergo either an orthorhombic to mon-
oclinic or a cubic to tetragonal transformation. We denote by €2 the reference
configuration of the crystal which is taken to be the homogeneous austenitic phase
at the transformation temperature. We assume that Q C R3 is a bounded domain
with a Lipschitz continuous boundary. We denote deformations by y : § — R3
and corresponding deformation gradients by Vy : © — R3%3, We denote the elastic
energy density at a fixed temperature below the transformation temperature by the
continuous function ¢ : R3*3 — R. The elastic energy of a deformation y is then
given by

(2.1) Ey) = /Q (Vy(x)) dz.

To model the underlying martensitic transformations, we assume that the energy
density ¢ is minimized on the energy wells U; = SO(3)U;, i € K, so we assume (after
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adding a constant to the energy density) that
o(F) >0, VF € R3%3
¢(F)=0 ifandonlyif FelUd=J{U;:i€ K}.
We shall also assume that the energy density ¢ grows quadratically away from the
energy wells, that is,
(2.2) $(F) > k|F —n(F)|?,  VF eR¥S,

where k > 0 is a constant and 7 : R3*3 — I is a Borel measurable projection
defined by

|F —n(F)||=min||F - G|, VFeR3
Geld

In the above and in the following we use the matrix norm defined by

3
|F||* = trace (FTF) = Y F,  VF=(F;) € R¥3,
3,j=1
The projection 7(F) exists for any F € R3X3 since U is compact, although the
projection may not be unique. It is unique, however, if |F — 7 (F)|| is small enough
[31].
Let Fy, F1 € U be rank-one connected so as to satisfy

(23) Fi=Fp+4+a®n

for some a,n € R?, |n|] = 1. By Lemma 2.1; we may assume without loss of
generality that Fy € Uy and F} € Uy and also that

n=e
for the orthorhombic to monoclinic transformation and

(2.4) n= \%(61 +e)

for the cubic to tetragonal transformation. Let A be a constant such that 0 < A < 1
and let

We define the set of admissible deformations which are compatible with the simple
laminate to be

Wy (4 R%) = {y € W (4 R®) : y(z) = Faz,Vz € 60} .

Our multi-well energy minimization problem is to minimize the elastic energy
(2.1) among all deformations y € W,*°(Q;R3). Ball and James have shown that
there exist no energy minimizers for this minimization problem and that any energy
minimizing sequence will converge to a unique microstructure which is composed
of the gradient Fy with volume fraction 1 — )\ and the gradient F; with volume
fraction A [4].

We note that the proofs given in this paper for the orthorhombic to monoclinic
transformation hold without modification for the more general problem with a
rotationally invariant, double well energy (that is, N = 2, in (1.1)) if there exists a
rotation @ € SO(3) and vectors a, n € R3, |n| = 1, such that

QUy; =U; +a®n.
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3. NONCONFORMING FINITE ELEMENTS

We will denote a generic point in R® by (z1,z2,23). Our first finite element is
defined by the triple (Q, Pg, ¥%); where Q = [ay — 1, a1 + 1] X [ — Iz, a2 4 Io] x
[ag — I3, a3 + I3] is a rectangular parallelepiped with its center at (a1, ag, a3) and
the lengths of its edges are 2ly, 2l3, and 2l3, where [l1,l2,l3 > 0;

2 2 2 2
(3.1) Pg =span< 1,x1,x2, T3, Ty _ (22 , iy (%3 ;
Iy la Iy l3

and the set of degrees of freedom X, (the superscript p denotes point) are given by
22 = {Q(c]:l) 1= ]-’ ’6}7

where cgz,,i = 1,---,6, are the centers of the faces F;,i = 1,--- ,6, of the rectan-
gular parallelepiped Q. Our second element is defined to be the triple (Q, Pg, X%).
The polynomial space Pg is the same as defined in (3.1) and the set of degrees of
freedom ¢ (the superscript a denotes average) is defined by

1
SH =< — ds:i=1,---,6
e { 71 )z ! } !
where F;,i = 1,---,6, are the faces of Q, and |F;| is the area of the face F; for

i=1,---,6.

In the sequel, we will restrict ourselves to considering rectangular domains with
faces parallel to coordinate planes. The results presented in this paper can be im-
mediately extended to domains which are the union of rectangular parallelepipeds.
However, we will assume for simplicity of exposition that Q = (0,L;) x (0, Lg) X
(0, L3) for some Ly > 0, k = 1,2,3. To construct a rectangular partition 7, of ,
we define the one-dimensional partitions of [0, Li), for k =1,2,3, by

0=z <z} < <P =Ly,

where the my are positive integers. We then define the rectangular parallelepipeds

i1—1 ip—1

Rihiz,is = [:121 ’zill] X [272 ot

o] X [25 7
for 1 <43 <mq, 1 <iy <meg, 1 <i3 <mg, and the rectangular partition
Th = {Ris iz 0 1 <41 <my, 1 <dg <mg, 1 <43 < mg}.

The mesh size parameter h is defined by h = max{hy : 1 < k < 3}, where hy =
max{a:fc—xfﬁ_l : 1 < ¢ < my}is the maximal discretization size in the kth coordinate
direction for k = 1,2,3. We will always assume that the rectangular partitions 7
are quasi-uniform, that is, there exists a constant ¢ > 0, independent of h, such
that

(3.2) min{z} —zi i =1,...,mk, k=1,2,3} > oh.

For the first finite element, we define the set of nodal points N, to be the set
of all centers cr of faces F of elements in 7. The finite element spaces over the
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partition 7, are then defined respectively to be

VP ={v, € Lz(Q) :up|r € Pr, VR € 11,; adjoining v;, have the same
values at shared nodal points, that is, v is continuous on N},
V}f‘ = {vh S Lz(Q) : vth € Pr, VR € p;

/ ’UhIR/ dsS = / vhl’R” dS, V faces F = 8R’ N 8R” 75 @, RI,RH €T }
F F

We denote by A} the set of admissible finite element deformations y;, : @ — R3
such that each component of y, belongs to V}” and such that ys(cz) = Fier if ¢
is the center of an element face F lying in 0Q. Similarly, we denote A$ to be the set
of admissible finite element deformations y, : @ — R3 such that each component
of yp, belongs to V,* and such that

/yh(x)dS=/ FyxdS
F F

for any element face F C 0. Note that the deformation y,(z) = Fyz, z € Q,
belongs to both A}, and Af.. We denote for convenience V, = VP UV2 and A}, =
AP U AL

It is obvious that both of the spaces V' and V* are finite-dimensional affine
subspaces of L?(2). They are also affine finite element spaces [10]. For v, € V7
or v, € V}%, we have in general that v, ¢ C(f) since vj, is continuous only at
some points of the faces of adjacent elements. Thus, V', V}* € C (€), and hence,
neither A7 nor A? is contained in Wy *°(; R3) which is a subset of C(Q;R3) by
the embedding theorem [1]. Therefore, in view of minimizing the elastic energy
over W™ (Q;R3) € Wh>°(Q;R3), the above finite elements are nonconforming.

We now denote the Lagrange interpolation operator I, : C(2) — V}, to be either
IY : C(Q) — VF or It : C(Q) — Vj2, which are defined respectively by ITv € VP
and Ijv € V!, and

I,Z;’U(C}') = ’U(C}'), Vep € Np,

/ IvdS = / vdS, Vfaces F C OR, VR € 73,
F F

for any v € C(2). We will also use the same notation I, I} and I¢ to denote the
restrictions of these operators to an element of the partition 7.

For any element R € 7, and a face F C 9R, we define the functional T}'ﬁ- :
C(F) = R by TH(w) = w(cr) for w € C(F), where cz is the center of the face F,
when considering the V/P-approximation, and the functional T% : L?(F) — R by
T¢(w) = (1/|F|) frwdS for w € L*(F), when considering the V,2-approximation.
Similar functionals of suitable deformations cari be defined component-wise. With-
out confusion, the same notation T% or T% will be used for functionals defined on
both scalar functions and vectorial deformations.

We will use the letter C' to denote a generic positive constant which is indepen-
dent of the mesh size h. For convenience, we also define for any integer k > 0 and
p € [1, 00] the space

Wit (Q) = {v € LP(Q) : vl € WFP(R), VR € 70},



924 BO LI AND MITCHELL LUSKIN

and we equip W,’f () with the following semi-norm and norm:

1
4 .
I ’ |k,p,h = (ZI ' |Z7P,”R) ) if 1 <p< oo,
maxrer, |+ |koo,R; if p= oo;
1
R » .
Lol = (B Im)" 1Sp<o
maxper, II . “k,oo,R, 1fp = 00;
where, for R € 74, | |k,p,r and || - ||k,p,r are the usual semi-norm and norm on the

Sobolev space WkP(R) [1]. If p = 2 we write Hff(Q2) for W,’f () and omit p in all
of the above semi-norm and norm expressions. We define the spaces W,’f P(0;R3)
and HF(Q;R?) in a similar way and use the same notation | |x.p.5, || * llkp.hs |+ 5,05
and || - ||x,» for the associated semi-norms and norms.

We now collect some useful properties of the finite element spaces V} and V}* in
the following lemmas.

Lemma 3.1. For any vy, € Vj, = VP UV}® restricted to any R € 73, we have

(3.3) 3_2% € span{l,zx}, k=1,2,3.

It follows that

(34) vp (&1, £2,23) — vn(Z1, To, x3) = vp(21, 2, £3) — VA (21, T2, T3),
(3.5) v (21, £2,23) — vn(T1, &2, T3) = vp(E1, T2, £3) — vh (21, T2, T3),
(3.6) (&1, %2, E3) — Vn(T1, T2, 23) = vi(21, L2, 23) — va (1, T2, T3).

for any (£1,22,%3) € R and (z1,x2,23) € R.

Proof. The equation (3.3) follows directly from the definition of the finite element
polynomial space Pg (3.1). The result (3.4) follows from (3.3) since dv,/0z is
independent of x5 and x3, so

. . v, .
v (21, 22, 23) — Vn(@1, &2, 83) = a—h(ﬁ,wz,w:z) d¢
Z1 xl
&1 Ovh

=/ & d
o 61:1 (5, ,x27-’r3) 6

= vp(21, T2, 23) — vn(T1, T2, T3)-

The results (3.5) and (3.6) follow similarly. O

Lemma 3.2. Let k and | be two integers such that 0 < k <[ < 2. We have the
following inverse inequalities for any R € 1, and any v, € V;, = VP U V2:

(3.7) lvalie < CR*uplkr,
(3.8) lvalin < CRF Yok,

(3.9) [Vhli00,r < CH* ' Flup i m,
(3.10) [VR1,00,n < Chk—l_%lvh|k,h-

Proof. Since both VP and V}* are affine finite element spaces, the results of this
lemma can be proven by a standard argument via affine mappings [10]. O
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Lemma 3.3. We have for any R € 1, and any face F C OR that
(3.11) /f v —Te()[2dS < Chlo2, Vo€ H'(R).
We also have that

(3.12) / o — TE(0)* dS < Chloal s Von € VP,

Proof. We will prove (3.11) and (3.12) on the reference domain R = (0,1) x (0,1) x
(0,1) with face F = {0} x (0,1) x (0,1). We can then obtain the results (3.11) and
(3.12) on the element R € 7, and the face F C R by an affine scaling.

For v € C*®(R) we have that

1,1
’U(O, $2,IE3) - / / ’U(O, T2, :ig) de diz
0 JoO
1 ,l
= ’U(.’E1,.’132,l'3) —/ / 'U(ﬂ:'l,IiQ,:ig,)d:iQ d.’fig

1 T1
(3.13) —/ (a:l,a:Q,x3)dx1+/ // (Z1,%82,23) dZ1 dEo dE3
0 é9231
1 1
=/ / [v(z1, 22, 3) — v(T1, &2, E3)] dE2 dii3
o Jo
z1 Ov 1 x1 v
- Z di Y (&, g, &) diy dib dis.
A 6x1(391,332,333) $1+/0 /0‘ awl(!ruﬂfz,x?,) 1 dEa dis
Now,
v(z1, T2, T3) — v(21, L2, T3)
(3.14) = [v(z1, 22, 23) — v(@1, B2, 3)] + [v(21, T2, T3) — v(T1, E2, T3)]

T2 T3
=/£2 ;—a:;(wh:iz,x:;)dﬁ:z-i—/js ;—;(wl,:ﬁg,jg,)dj?,,
We obtain from substituting (3.14) into (3.13) that

1 pl
U(O,.’)?Q,.’]?g)—/ / ’U(O,(f?z,.’f?g) d.’fEQd:i‘,?,

T2
/// $1,$2,$3)d$2d332d$3
(3.15) /// a:l,:rz,wg,)da:gda:gdxg
Ty
*/ _(-731,33%333 dﬂ?1+/// . (21,29, £3) dZ1 dio dis.
0 1

We can then obtain by squaring both sides of (3.15), integrating with respect to
(x1,22,23) over the domain (0,1) x (0,1) x (0,1), and using the Cauchy-Schwarz
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inequality that

d.’rz d.’rg

1 1 1 2
’0(0,332,333)—/ / 'U(O,i‘Q,.f)g) d:iz d§33

(3.16) v(0, 22, 23) — / / v(0, &2, £3) dio dxg dz, dzy dxs
<8 | 4| s
0z, 0R 0z, 0R 8353 o

The inequality (3.11) for R and F now follows from the density of C*°(R) in H!(R)
and the continuous embedding H'(R) — L2(F) [1].

We note that we cannot prove the inequality (3.12) for all v € H(R) because
T2 (v) = v(cz) is not a well-defined operator on H'(R) since H(R) is not continu-
ously embedded in C (R) [1]. To prove the inequality (3.12) with R and F replaced
by R and F, respectively, for v, € Pj, the finite element polynomial space (3.1),
we derive as above the identity

vp (0,22, 23) — vr(0,1/2,1/2)
) 8
(317) = Yh (.’131,$Q, $3) d$2 + / —(Ztl, 1/2, :i‘g) d:f;g
1/2 3932 1/2 OT3
1 Quy, 1 6
— d —(21,1/2,1/2) dZ;.
0 8 l(xlax27x3) $1+/0 6x1(a:1a / ) / )dxl
Since by Lemma 3.1, dvp,/0zy, € span {1,zx}, for k = 1, 2, 3, we have from (3.17)
that

vh(0,$2,$3) —vp(0,1/2,1/2)

th
3.18 = d s
(315) 1/2 83: 9, L E2:T3) x2+/ 913 " (21,39, &3) dits
6 1 8
_ i azh(ah,:rz,a:g)d:rl-i-/o 8_::?(@1"”2’“:3)‘%1'

We can then obtain by squaring both sides of (3.18), integrating with respect to
(21,2, z3) over the domain (0,1) x (0,1) x (0,1), and using the Cauchy-Schwarz
inequality that

1 1
/ / o (0, 2, 23) — vr(0,1/2,1/2)? day dzs
0 Jo

2 2
(3.19) <8 Oy * T Ovn Gun O
8%1 8:132 0.1 81,'3 0B
Lemma 3.4. We have
(3.20) 1V ILvlo,00,n < ClIVV]0,00,02, Vv e Wh(Q).

Proof. The proof easily follows from the quasi-uniformity of the partition 7,
[10]. O
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4. PROPERTIES OF NONCONFORMING FINITE ELEMENT DEFORMATIONS

In this section, we will give some further properties of the considered noncon-
forming finite element deformations. We first prove a discrete version of a slight
variation of the divergence theorem.

Theorem 4.1. We have for any yn € Ap = A} U AY that

(4.1) /Vyh z)dr = Z / Fydz.

RETH RETH

Proof. Applying the divergence theorem to each integral on R € 73 in the summa-
tion and noticing the cancellation of contributions from adjacent elements to their
common faces, we see by the definition of A7 that (4.1) holds if y, € Aj}.

For y, € A}, we set z,(z) = yn(z) — Foz, z € Q. We also denote by cr the
center of a face F of an element in 73,. Thus, by the definition of A , we have
zp(cr) =0 if F C 9Q. Moreover, we have

/Vzh da:—Z/ zn(z) @ vdS

RETH RETH

(4.2) => > / zn(z) — zn(cr)] @ V| dS,

RETHL FCOR

where v is the unit exterior normal to the underlying boundary.
Fix R = [a1 —l,a1 + l1] X [a2 — Iy, 0 + 12] X [O£3 — 3,03 + l3] € 1. Set
Fi=lar—li,a1 + 1] X [ag — 2,00 + 3] X {as £13}. It follows from (3.6) that

zn(x1, T2, 03 + 13) — zn(a1, ag, a3 + 13) = 2p(x1, T2, a3 — I3) — zn(a1, g, a3 — I3).

Noting that v|z, = —v|z_ = e3, we then have

/ [2n(z) — zn(cr,)] ® V|F, dS +/ [2n(z) — zn(cr)] ® V|7 dS
i F

ar+ly poztls
= [/ {lzn(z1, 22, 3 + I3) — zn(0, 2, 3 + 13)]
(67

1=l Jaz—ls
(4.3) — [zn(z1, 22, a3 — l3) — 2p(@1, 02,03 — I3)]} dz1dza| @ €3
=0.
The same argument applies to any other pair of faces Fy C OR. Therefore,
(4.4 > [ @ -aenosds=o
FCOR

The arbitrariness of R € 7, then implies that the sum in (4.2) is zero. This proves
(4.1) for y, € A} as well. O

We now prove a Poincaré type inequality for all of the finite element deformations
in Aj. This result is more general than that proven in [24].
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Theorem 4.2. There exists a constant C > 0 such that for all w € R? with |w| =1
and all y, € Ay,

/ lyn(z) — Frz|? dzx
Q

(45) <0 3 [ {119u@) - Blul + 110 - B} do.

RETH

Proof. Fix an arbitrary w € R3 with |w| = 1. For y, € Ay, set again z,(z) =
yn(z) — Faz, © € Q. By integration by parts we obtain [44]

/Q en(@)Pdo = 3 /8 (@) @)w-v)ds

RETH
(4.6) — Z / (Vlzh(x)|2 . w) (w-z)dx
RETH R
= L+1s.
We estimate the second term Iy by the Cauchy-Schwarz inequality to get
|| = Z / (Vlzn(@)* - w) (w - z) da
Rer, VR
: 3
(4.7) < 2max |w - z| (Z / V2 (@) w]? da:) (/ |z ()] dx)
€N Re R Q
Th
1 2 2
< = .
<3 /Q (@) de+C Y /R IV on(2)wf? da

RETH

To estimate I, we first consider the Af-approximation. So, we fix y, € Af.
Observing that T'#(z),) = 0 for any element face F C 912, we obtain by the definition
of A% that

n=Y /(9R|zh(a:)|2(w-a:)(w.y)d5

RETH

=¥ 5 [ 1@ - T + T 0o ) ds

ReTh FCOR

= 5 [ la@) - THE)E - o) vle)ds

Rem, FCORYF

(48) Yy /f T2 ()2 (w - 2)(w - v]£) dS

RETHL FCOR

> / 2T (1) - [on () — T2(2n)] (w - )(w - v] 7) dS

Rermy FCORYT

= Z Z Lth(x)—T}(zh)|2(wx)(wy|}_)ds

ReTh, FCOR

+ 2 Z Z /}_T}(zh) lzn(x) — TE(2p)] (w-x)(w - v|F)dS

ReTh FCOR
= J +2J3,
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where we combined adjacent elements and canceled their contributions to the com-
mon face to obtain that one summed term is equal to zero. It follows directly from
(3.11) that

[T =

S % / lon (&) — T2(zn) 2 (w - 2)(w - v]7) dS

RETHL FCOR
(4.9) < ChHVZhHo,h-

Setting g, (z) = (w - z)(w - v), we have

=Y S [ 12 o) - T () dS

RETH FCOR

@) =3 Y [ T3Ha)- @) - THE (o) - THa) dS.

RETHL FCOR

For a fixed face F C OR of some element R € 74, we have by the inverse estimate
(3.9) that

IT3(20)] < llznllo.co.r < Ch™ % lznflo.r-
We also have by (3.11) that

/ |Zh T]_- Zh)l ds < Ch“VZhHOR

and
[ 19.@) = T30 S < ChIVaL IR < CH.
Consequently,
< S0 ST TR ( / lzn(z) — T (2n)[* dS)i
RETH FCOR
([Llot@) - 13007 as)
f

(411) <Ch Y lznllozlVzallo,r

RETH

<Ch ||Zh||0,n ”Vzh”o,h
1
< 3 ||Zh||(2),n + Ch2||vzh||%,h~

Now we consider the A}-approximation. Fix y, € A}. We have as above that
T%(z1,) = 0 for any element face F C 89, so (cf. (4.8))

= 3 [ @) - TR a)w-v)ds

RETH

(4.12) 23 3 / T2 (24) - [20(2) — T2(20)] (w0 - @) (w - v]£) dS

Rem, FCORY T
= J} +2J5.
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It similarly follows from (3.12) that

>y /|zh(x —T2(z) (w- ) (w - v|F) dS

RETH .7-'C87?,

BHE

Let us fix again R = [oq — l1, 00 +11] X [ag — lo, a0 + 1] X [z — I3, 03 + 3] € 7,
and a pair of its faces Fy = [a1 — 1,00 + I1] X [og — lo, 0 + I2] X {ag £ 13} We
have that g, (z) = £g(z) on Fy, where g(z) = (w-e3)(w-z). We also have by (3.6)
that

2n (21, T2, 03 4 13) — zn (a1, 02,03 + 13) = zp(T1, T2, 3 — I3) — 201, 02, 3 — I3).

It then follows from the above identity, the inverse inequality (3.9), and (3.12) that

[ anler) - nla) = lerlo@) ds
Fi

- / wnler ) - [an(@) — 2n(cr)g(z) dS

a1+l patis
/ / [zn(@1, 22, 3 + 13) — zn(a1, a, 3 + 13)]
(o7 @

1=l 2—l2

g(z1, 22, az + l3)zn (a1, ag, a3 + 13)

— g(a:l,azg,ag — lg)zh(al, Qg, 03 — 13)] da:1 dxg

ar+ly poaztls

(4.14) { zh(xl,xz, ag + l3) — zh(al, ag, a3 + l3)]

al—ll Qg — l2

az+ls o
. / Foe (9(z)zn(a1, a2, 23)) dzs }drcl dzo
@ z3

3—l3

< Chllznllioom / |2n(@) — 2n(cz, )| dS
f

+

< Ch?*|| 211,007 (/ |2n () — Zh(0f+)|2d5>
F+

< Ch (IznllorIV2nllo,r + IV2nllg =) -

This argument also applies to other pairs of faces of R € 71,. Hence, we can also
conclude in this case that

|77 < Chllzwllo,elVarllon + CRIVz4l[Z
1
(4.15) <: / (o (@) dz + CR|V 22 -
Q

1
2

The assertion of the theorem now follows from (4.6)—(4.15). O

A local trace inequality was used in [21] to derive estimates for a nonconform-
ing finite element approximation of a variational problem. But even an improved
version of such a local result (cf. Lemma 3.4 in [24]) cannot be applied here to our
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situation. We thus give a global version of a discrete trace theorem for our finite
element deformations.

Theorem 4.3. There ezists a constant C' > 0 such that for any rectangular paral-
lelepiped w C §) which is a union of elements R of a rectangular mesh 3,

> > Wlunler) = Perl < 5 [ @) - Paldo

RCw,0RNOw#D FCORNOw

(4.16) +C</ |yh(a:)—F,\a:|2da:) (Z/ IVyn () — Fall? dw)
w RCw

for all y, € AV, and
Y R

> / lyn(z) — Faz|” dS

RCw,0RNOwHD fCBRﬂBw

(4.17) Sm/w|yh( — Pl dm+0h2/ IVyn(z) — Fx|)? da

RCw

+0( [ (@) - Paaf’ das)%< [ 19w - B dx)é
w RCw

for all y, € A}, where A(w) is the length of the shortest edge of w.

Proof. Assume that w = [wi,w]] % [wy,ws] x Jws,ws]. Fix y, € A, and set
zn(z) = yp(z) — Frx, z € Q. Also, fix an arbitrary element face Fy C Ow of an
element R C w. Assume without loss of generality that the corresponding unit
exterior normal at Fy with respect to 0w is v = v|z, = —e;. Denote by
So={z+y:z€F and y = se; where s € [0,w] —w] ]} Cw

the cylinder composed of elements of 75, with generating line parallel to e;, one
base Fy C w, and the other base also on dw. We denote the corresponding height
(the length of the generating line segment) of the cylinder Sy by A; = wif — wy .
Notice that A; is in fact the length of one edge of the rectangular parallelepiped
w. Suppose further that the element faces which are in the cylinder Sy and are

parallel to.Fy are given by F;, ¢ =0,-- - , k, and that these faces lie respectively in

the planes z; = o{”, for some w] = o{” <--- < a{¥) = w}.

Case 1. y, € A}. Denoting by cr, the center of the face F; for i = 0,--- ,k, we
have by the fact Ay = agk) 50) that

({9 e (o0 ) ]

(4.18) = —Ay |zn(er))?.
If0<i<k-—1, then

|(od? = af™) [zntemn) [ = (o = of?) fzn(em)
= l(agk) - ag’t)) ['Zh(c]‘-i+1)l2 - |Zh(c.7:i)|2j| + (ag’t) - agﬂ—l)) lzh(cfi+1)|2l

<A l [zh(cfi+1) - zh(cfi)] : [zh(cfi+1) + Zh(cfi)]l +h 'zh(c]:i+1)|2 .

k‘
,_\

il
)
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This, together with (4.18) and the inverse inequality (3.9), leads to

Blon(e) <10 3 [Vl Bolloore + - o016 ]
RCSo

(4.19) < 3 |1Vl llanlon + 55 lanlie]

RCSo

Case 2. y, € Aj. Noting that a(k) a§°) = A1, we have

RZ / 8—:101_ agk)—fEl) Izh(x)fz] dz
=5 [ (ol —a) @l e as

RCSo

=—A\; /fo ]zh(a:)|2 dS—i—’:z;;l (agk) —af))/ [lz x)l —| 2 ( ] ] ds,

where for a fixed face F;, 1 <i < k—1, we denote by zh the restriction of z; to F;
for z;, defined on the adjacent element sharing the common face F; such that the
corresponding unit exterior normal of the element boundary v satisfies v|z, = %e;.
Consequently, we have that

/fo |zh(w)|2 ds
<y / [ lar(@F+ 2 @)V do

”RCSO

[ [ @P - @] as

-y ( ol + 2l 19210 )

RCSO

(4.20) [lzh ~ T2, (1) + T, ()]

— lz; (z) — T]a.-i (Zh) + T}_i (Zh)lz} dS\

_y ( IoulE e+ 2ol V1 2

RCSO

i Uz;;(x) — T3, ()| ~ |27 (2) = T, ()] dSi

<c Z [ lonlBe + ol (92l + B 120l ]
RCSo

where in the last step we used (3.12).

Since every such cylinder So C w will only be used twice corresponding to its
two bases on Ow, we therefore obtain (4.16) and (4.17) from (4.19) and (4.20),
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respectively, by summing over all boundary faces Fy C Ow of elements R C w such
that OR N ow # 0. O

Remark 4.4. We can generalize the above theorem to cover more general closed
subdomains w C  which are still unions of rectangular elements of 73,. For such
an w we denote by A(w) the smallest height of all cylinders Sg C w composed of
elements of 7, which have generating lines parallel to the coordinate axes and for
which both bases lie in the boundary dw. Both of the inequalities (4.16) and (4.17)
remain valid.

5. APPROXIMATION OF LIMITING MACROSCOPIC DEFORMATIONS
We define
Ew) = Y [ o(Vun@)de, Vo€ An
RETH R

The following result which will be frequently used is a direct consequence of the
quadratic growth rate of the energy density around the energy wells (2.2).

Lemma 5.1. We have

> [ V(o) = n(Tun(@) Pde < k7IENw), Vo € An
Rem, R
In the following lemma, we recall that we have assumed that
(5.1) F=F+a®n,
and that we have assumed without loss of generality in the cubic to tetragonal case

by Lemma 2.1 that

(5.2) n= —\}—5(61 + e2).

Lemma 5.2. For any w € R? satisfying w - n = 0, there exists a constant C > 0
such that

63 Y [ lIn(Vune) - ol o < CawE in € An

RETH

Proof. We first consider the orthorhombic to monoclinic transformation. In this
case we have

7(F) € SO(3)Fo USO(3)Fy,.  VF € R3%3,
Consequently, we have by the rank-one connection (5.1) and by the identity
Fy\ = (1—)\)F0+)\F1 =F+Aa®n

(5.4) |7(F)w| = |Fow| = |Fiw| = |Fxw|,  VF € R3*3,
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for any w € R3 such that w-n = 0. It then follows from Theorem 4.1, the Cauchy-
Schwarz inequality, the identity (5.4), and (2.2) that for any y, € Ay,

S [ V(o)) - Bl as

RETH

=2F\w- Z /R[F)\ — m(Vyp(z))] wdz

RETH

(5.5) —2Fw- R; /R [V (@) = 7(Vyn(2))] wde

2

< 2| Fyw|(meas 2)1/? [ Z / Vyn (@) — 7(Vyn(2)|? do
RETH R

< 2| Fow|(meas )2k~ /28, (yn) 2,

which implies (5.3) for the orthorhombic to monoclinic transformation.
Now we consider the cubic to tetragonal transformation. Set

w; =e; —e +e3 and Wg = €1 — €3 — €3.
It is easy to check that

wi-n=ws -n =70,

[Uywj| = 1/20% +n3, 1=1,2,3, j=1,2.

Consequently, we can obtain (5.4) and hence (5.5) again for w = w; and w = ws,
respectively. Thus, (5.3) is also proved for the cubic to tetragonal transformation
since {wy, w2} is an orthonormal basis for the two-dimensional subspace {w € R? :
w-n = 0}. O

and

The following theorem is a direct consequence of the above two lemmas. It gives
error bounds for the approximation of directional derivatives of deformations to
the limiting macroscopic deformation gradient F) in the direction tangential to the
parallel layers of the laminate. It will play a key role in establishing all of the other
error bounds.

Theorem 5.3. For any w € R® satisfying w-n = 0, there exists a constant C > 0
such that

> /R [Vyn(z) = FJw|* dz < C [5h(yh)% +5h(yh)] s Yy € Ap.

RETH

We now give error bounds for the strong L2-approximation of deformations to
the limiting macroscopic homogeneous deformation Fyz, z € Q.

Theorem 5.4. There is a constant C > 0 such that

[ @) = Fralaz < © [n(un)? + Enam) + 8], v € A
Q
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Proof. For any yp, € A, we have by Lemma, 5.1 that

/ IVyn(z) — P da

RETH
66 <23 [ V@ - n(Vn@)Pde+2 3 [ In(Vina) - Bl do
RETH RETH
< Cén(yn) +C,
which together with Theorem 4.2 implies the desired inequality. 0

We now establish error bounds for the weak approximation of deformation gra-
dients to the limiting macroscopic deformation gradient F).

Theorem 5.5. For any rectangular parallelepiped w C € whose boundary Ow is
composed of faces parallel to the coordinate planes, there exists a constant C =
C(w) > 0 such that for all yn, € Ay

67 | / [Vun(@) ~ B3] do| < O e} +&un)? + 1]
RETH wn
Proof. Denoting
wh=U{RETh:RCw},
we have for any y, € A that
> / [Vyn(z) — F] dz
RETH
(6.8) = Z / [Vyn(z) — F)] dz + Z / [Vyh (z) — F\] dz
RETH,RCwh Rem, Y (W=
= K; + K,.
Since

meas (w — wp) < Ch,

we can estimate K, by virtue of the triangle inequality, the Cauchy-Schwarz in-
equality, and Lemma 5.1 to get

A RZ / [T~ B de
2 / _IVin@) = (Vi (@) de
RETH (w—wp
(5.9) RGZTh /w whm T(Vyn(z)) — Fy] dz
smz%[ [ 190n(2) = w(Tn(@) P do| + O
RETH

< Ch3&,(yn)? + Ch.



936 BO LI AND MITCHELL LUSKIN

To estimate K we first assume that y, € A%. It then follows from the divergence
theorem and the definition of the A%-approximation that

K, = E / [Vyn(z) — F)] dz
RETH,RCwh R
= Z / [gn(z) — Frz] @ vdS
RETH,RCwhn oR

= > > /F yn(z) — Frz] ® v dS.

RCwh,0RNOwpF#D FCORNOwh

Since wy, C Q is a rectangular parallelepiped which is a union of elements in 73, we
have by the Cauchy-Schwarz inequality and (4.17) that

Kl < Z Z /}_ lyn(z) — Frx| dS

RCwh,0RNOwp#D FCORNOw,

< (meas 8wh)% l: Z Z /f lyn(x) — F,\ac|2 dS:l

RCwh,0RNOwp#D FCORNOwWp

2

=

< O (meas w) (@) - Bl doh 3 [ [9un(a) - B do
R

{ 1
A(C()h) “h RCwp

+( [ nte) - Pal'de) (RZ [ 19 —FAIFdx) b
<ofsis [ - Bt sn S [ 19 - Bl as
Z/RHVyh(x).—FAHde) }7,

RETH
1
2
+ (/ lyn(z) — Fazl” dx) (
2 RETH

since A(w) < CA(wy). This, together with (5.6) and Theorem (5.4), implies that
(5.10) 1K1 < C [gh(yh)% + Enlyn)? +h%].

Now let us assume that y, € AY. By the same argument as in the proof of
Theorem 4.1, cf. (4.3) and (4.4), we have

Ki= ) /R [Vyn(z) — Fy] dz

RETH,RCwh

- / lys(2) — Fra] ® vdS
RETH,RCwh R

= 2 > /F{[yh(w) — Fxz] = [yn(cr) — Ficr]} @ vdS

RETH,RCwp FCOR

+ Z Z /f lyn(cx) — Facr]l ®@ vdS

ReETH,RCwp FCOR
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- Z Z /}_[yh(cf)_F/\C}']@l/dS

RETH,RCwp FCOR

- > > /f lyn(cr) — Facr] @ vdS.

RCwh,ORNOwp#D FCORNOwp

Using a similar argument to that for y;, € A%, we can obtain (5.10) again for
yn € A} by (4.16), (5.6), and Theorem 5.4.
Finally, (5.7) follows from (5.8), (5.9), and (5.10). O

6. APPROXIMATION OF MARTENSITIC VARIANTS
Let us now define the projection operator my2 : R3%3 — Uy Ul by

_ — ; _ 3x3
lF —ma(F)ll =  min |IF—Gl, VFeR™.

For the orthorhombic to monoclinic transformation, we note that w5 = 7. The
next lemma gives an estimate for w5 — 7 for the cubic to tetragonal transformation
by showing that the measure of the set of points in which the gradient of energy
minimizing sequences of deformations is near Us converges to zero. Thus, the next
lemma reduces the three-well problem for the cubic to tetragonal transformation
to a two-well problem.

Lemma 6.1. For the cubic to tetragonal transfermation, there exists a constant
C > 0 such that

60 Y [ 1) - ma(Tne) de < CEntu)t, €

RETH

Proof. We have by a simple calculation that
i — 3| > - .
Anf [[F = Files| 2 [z — m
Denoting

Qs = U {z € R: n(Vyn(z)) € Us}

RETH

for yn € Ap, we have by Lemma 5.2 that

meas (3 = Z meas {z € R : 7(Vyn(z)) € Us}
RETH

(6.2) <fnp—m|” R}: /R | (Vyn () — F] esl? de
< C&nlyn)?,
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since ez - n = 0 (recall that n = 271/2(e; + e3)). The result (6.1) then follows from
the inequality

/ Ir(Vy(@)) = ma(Vyn (@) da

RETH

-y / Nr(Ty(2)) - w2 (Vyn (@) de

RETH
< 4(2nf + 772) meas 23

< Cgh(yh)%

since ||7(F)|| = ||m12(F)|| = v/2n? + n3 for all F € R3%3, O

We next define the operators © : R3*3 — SO(3) and I : R3*3 — {F,, F1} by
the relation

(6.3) m12(F) = O(F)II(F), VF € R3*3,

The following theorem gives an error bound for the convergence of deformation
gradients to the set of variants {Fg, F1 }.

Theorem 6.2. There exists a constant C > 0 such that
> [ 190(e) - Mm@ de < O [Elw)t + &) Vi € A

RETH
Proof. For any w € R® such that w - n = 0, we have

(F)w = Fow= Fiw = Fhw, VF € R3*3,
Thus, it follows from (6.3) that
[O(F)—1IFow=[0(F) - I1II(F)w = [m2 (F) — Frlw
= [m12 (F) = m(F)]w + [7(F) — Fx] w, VF € R3%3.

We can then apply the triangle inequality to the above identity with F' = Vy(z),
z € R, for any yp € Aj and any element R € 73, and estimate the corresponding
two terms by Lemma 6.1 and Lemma 5.2 to obtain for w - n = 0 that

> /| (Vyn(z)) — I] Fow| dz

RETH

<2y / a2 (Vyn(a)) — 7 (Vo (@) wl* da

ReETH
(6.4) +2 % [ 1 (Vina) - B ufds
ReTH

< C&n(yn)?.

Choose w; € R and we € R® so that w; -n = ws-n = 0 and wy, wy are linearly
independent. Set m = Fyw; x Fyws. Since

Qm = QFyw; x QFywo, vQ € SO(3),
we have for all F' € R®*3 that
[O(F) — Ilm = {© (F) Fowi x © (F) Fows} — {Fow; X Fows}
={[©(F) - I| Fowi x © (F) Fows} — {Fow1 X [[ — © (F)] Fowz} .
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This together with (6.4) implies that

(65) S [ 1l (Vina)) ~ 1imf* do < Centan).

RETH

Now {Fowi, Fowsz, m} is a basis for R3, so we can conclude from (6.4) and (6.5)
that for all yp, € Ap,

60 X [ IO (Tuna) — 1 de < [enmn)? + niun)].
RETH
We complete the proof by applying the triangle inequality to the identity
F—T(F) = [F = n(F)] + [v(F) — m2(F)] + [m12(F) — IL(F)]
= [F = n(F)] + [v(F) - ma(F)] + [O(F) - NT(F),  VF € R,

with F' = Vyp(z) for any y, € Ap, x € R, and R € 73, and by estimating the three
terms by Lemma 5.1, Lemma 6.1, and (6.6). O

7. APPROXIMATION OF SIMPLY LAMINATED MICROSTRUCTURE

For any subset w C ©, p > 0, and y, € A, we define the sets

WI(yn) = Urer, {2 € wNR: T(Vyn(z)) = Fo and [|Vyn(z) — Fol < p},
p( ) = Urer, 12 €wNR: I(Vyp(z)) = F1 and [|[Vys(z) — F1|| < p}.

The following theorem states that for any rectangular parallelepiped w C € and
for any energy minimizing sequence {yn} the volume fraction that the piecewise
defined gradient Vy, is near Fy converges to 1 — A and the volume fraction that
Vypn, is near F; converges to .

Theorem 7.1. For any rectangular parallelepiped w C €} whose faces are parallel
to the coordinate planes, and any p > 0, there exists a constant C = C(w,p) > 0
such that for all yn, € Ay,

measw) (yn) -y measw}(yn) A
measw measw
(7.1) < C [Enln)? + Enlun) + 1],

Proof. Fix y, € Ap. It follows from the definition of w9 = w(yx) and w} = w}(yn)
that

measw — (1 = M) measw| Fy + measw! — Ameasw]| F}
P

(72) - [ mEne)-Ald

RETH

-~ Z /w I (Vyn(x)) dx.

Rers, {wluwl)nNrR
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We have by Theorem 6.1 and Theorem 5.5 that

|> [ mene)-pe

ReTH
<\ [ o) - Vol dx +| DOy LR
(7.3)
(measw)? [Z / [ITL (Vyn(x Vyh(w)llzdx}
RETH
} Z/ Vyn(z) — F)] dz
RETH wn

<C [5h(yh)§ + Enlyn)® +h%] )

Smce ||H ) = /20?7 +n3 for all F € R3*3, we can conclude by the definition of
w and w and by Theorem 6.2 that

b

ReT)
< Cmeas(w —{wluw})

I (Vyn(z)) dz

~/(w—{w2Uw},})r‘lR

(7.4) < =

P rem /(w—{w‘,éUw},})nR I (Vyn(@)) = Von(@)l do

(S

/ T (Vyn(z)) — Vyn(z)|? dx]

<c [eh(yhﬁ + Enln)?]
Therefore, we have by (7.3) and (7.4) that
|| [measw) — (1 — \)measw| Fy + [measw, — Ameasw] Fi||
< C [Enwn)® + Enlwn)? + A1),
which implies (7.1) because Fy and Fj are linearly independent. O

We now denote by V the Sobolev space of all measurable functions f(z, F) :
Q2 x R**3 — R such that

2
1916 = | [esssupnvpﬂx,F)u] dz + G]2 < oo,
Q LFER3x3

where
Gi(z) = f(z, F1) — f(z, Fy), zef

The following theorem gives error bounds for the approximation of nonlinear inte-
grals of deformation gradients which represent macroscopic thermodynamic densi-
ties.
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Theorem 7.2. There exists a constant C > 0 such that

Xjf{f:xv% (1= N f (@ Fo) + Mz, F)]} da

RETH
< CIfly [Enlwn)? +Enlw)? + 2], VP EV, Vi € An,
Proof. We have

Z/kfxwh )= (1= V(@ Fo) + Mz, )]} da

RETH

-3 / [f (2, Vya (@) — f (2, T (Vs (2)))] do

RETH

(7.5) +2/wuw%m[(wmmummwx

RETH
= M; + M,.

The first term M; can be easily estimated by the Cauchy-Schwarz inequality and
Theorem 6.2 to give

lw<2/hmmmmquHMMWx

RETH
\Vrf(z, F dx
{7;'1/ [esssupl rf(z, )H] }
(7.6) {R}; /R e )—H<Vyh(xi>112dx}

<Clfllv [&z(yh)z + 5h(yh)%] :
To estimate the second term Mo, we use the identity
[ (@ () = [(1 = N f(z, Fo) + Af(z, 1))
- szll_z {a-[I(F) -~ F\]n}Gs(z), VFeR¥,

to show that
/{waVmU»~W~Mﬂ%%H%ﬂ%ﬂmdx

RETH

/lwawwu»vmmmwwm

RETH

/’|2 {a Vyh FA]n}Gf(x)dx

RETh

(7.1 /||2 {a- [II(Vyn(z)) — Vyn(z)]n} G¢(z) dx

ReETH

+Z/ o {0 @)~ Ba) (n- 16w S

RETH
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-/ ,Tllg{a-[yh(x)—wal}[vafwn] do
RETH
EP1+P2+P3~

We can estimate P; and P3 by the Cauchy-Schwarz inequality, Theorem 6.2, and
Theorem 5.4 by

@y miso(f leu)Fdxf [Enunt + Euw?]

(7.9) |Ps| < C ( /Q VG ()l dw)% [Enm)? + Enlym)? + 1}

To estimate Py, we denote again zp,(z) = yn(x) — Faz, € Q. We rewrite P; as

R=Y % /fl_:’_z[a.zh(x)]af(x)(n.u)ds

Rery FCOR
1 [ a
=3 % [ crle o) - e} Gsle) - T3 Gl (v dS
Toem, Foor /7 lal
for yn, € A¢ by the definition of A and

1
R=Y % /}_W[a-zh((s)]Gf(x)(n-y)dS

ReTH FCOR
- Y [ e @) - e Gy ) S
ReTh FCOR

for y, € A} by the definition of A}. By the same argument as for estimating J¢
and J¥ in the proof of Theorem 4.2 (cf. (4.10), (4.11), (4.14), and (4.15)) and by
Lemma 3.3 and (5.6), we have

1
2 3
|P,| < Ch [ > / Vyn(z) — FAHde] [/ |vaf(x)|2dx]
RETH R 2
(7.10) < Ch [En(yn)? +1] IVGllg 0
Finally, the assertion of the theorem follows from (7.5)—(7.10). O

8. ERROR ESTIMATES FOR QUASI-OPTIMAL DEFORMATIONS

We first establish the existence of finite element energy minimizers as well as the
error bound for the corresponding minimum energy.

Theorem 8.1. There ezist a constant C > 0 and yp € Ay such that
Enlyn) = min E,(un) < Ch.
up EAp

Proof. Fix a mesh 7,. We have by the inverse inequality (3.8), Lemma 5.1, and
Theorem 5.4 that

—3
[urll oo, < Ch72 flunlly

(8.1) < Ch% [5h(uh)% + En(un)? + 1] . Yuy € Ay
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Moreover, the continuity of the energy density ¢ implies the continuity of the energy
functional &, on the finite-dimensional affine space Ap,. Therefore, the bound (8.1)
implies the existence of a finite element energy minimizer by compactness.

To finish the proof, we need to construct a finite element deformation y, € Ay,
such that

En(yn) < Ch3.

This can be demonstrated by an argument similar to that in (8], [32], [31] since the
space of our finite element polynomials (3.1) contains all linear polynomials and
since the interpolation operator I, : C(2) — V), satisfies the inequality (3.20). O

The number of local minima of the energy functional &, on A;, grows arbitrarily
large as the mesh size h — 0 [31]. Many of these local minima are approximations
on different length scales to the same optimal microstructure [31]. Thus, it is rea-
sonable to give error estimates for finite element approximations y; € Ay, satisfying
the quasi-optimality condition

(8.2) Enlyn) < u'ffelih E(un)

for some constant v > 1 independent of h. Our estimates show that all of the local
minima of &, on A;, which satisfy the quasi-optimality condition give accurate
approximations to the energy-minimizing microstructure for the deformation, the
volume fractions of the deformation gradients, and the nonlinear integrals of the
deformation gradient.

It follows directly from the above theorem and all of the error bounds established
in §5, §6, and §7 that we can obtain the following error estimates for all quasi-
optimal finite element deformations ¥, € Aj and for any family of rectangular
meshes 7, satisfying the quasi-uniformity condition (3.2).

Corollary 8.2. For any w € R® satisfying w-n = 0, there ezists a constant C > 0
such that

) / [Vyn(z) — B wl? dz < Chi

RETH R

for any yp, € Ap which satisfies the quasi-optimality condition (8.2).
Corollary. 8.3. There exists a constant C > 0 such that

¥ / lya(z) — FrafPdz < Chi

RETH R

for any ypn, € Ap, which satisfies the quasi-optimality condition (8.2).

Corollary 8.4. If w C € is a rectangular parallelepiped whose faces are parallel to
the coordinate planes, then there exists a constant C' = C(w) > 0 such that

) / (o) =P

RETH

< Chis

for any yp, € Ay, which satisfies the quasi-optimality condition (8.2).
Corollary 8.5. There exists a constant C > 0 such that

> [ 19u(e) - (Tyn @) do < OB

RETH R

for any yp, € Ap which satisfies the quasi-optimality condition (8.2).
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Corollary 8.6. Ifw C Q is a rectangular parallelepiped whose faces are parallel to
the coordinate planes and p > 0, then there exists a constant C = C(w, p) > 0 such
that
measw measw)
p(yh) _ (1 _ )\) + p(yh) _

measw measw

A < Chis

for any yp, € Ap which satisfies the quasi-optimality condition (8.2).
Corollary 8.7. There exists a constant C > 0 such that

> [ @ 0@ = [0 = f@ R+ M (e Pl de| < Cl i

RETH
for any f € V and any yp, € A, which satisfies the quasi-optimality condition (8.2).

REFERENCES

[1] Robert Adams, Sobolev spaces, Academic Press, New York, 1975. MR 56:9247

[2] Todd Arbogast and Zhangxin Chen, On the implementation of mized methods as noncon-
forming methods for second-order elliptic problems, Math. Comp. 64 (1995), 943-972. MR
95k:65102

=+ John Ball and Richard James, Fine phase miztures as minimizers of energy, Arch. Rat.
Mech. Anal. 100 (1987), 13-52. MR 89¢:80005

[4] — =*_, Proposed experimental tests of a theory of fine microstructure and the two-well
problem, Phil. Trans. R. Soc: Lond. A 338 (1992), 389-450.

[5] Carsten Carstensen and Petr Plechd¢, Numerical solution of the scalar double well problem
allowing microstructure, Math. Comp. 66 (1997), 997-1026. MR 97i:65163

[6] Michel Chipot, Numerical analysis of oscillations in nonconvex problems, Numer. Math. 59
(1991), 747-767. MR 92h:65164

[7] Michel Chipot and Charles Collins, Numerical approzimations in variational problems with
potential wells, SIAM J. Numer. Anal. 29 (1992), 1002-1019. MR 93;j:65171

[8] Michel Chipot, Charles Collins, and David Kinderlehrer, Numerical analysis of oscillations
in multiple well problems, Numer. Math. 70 (1995), 259-282. MR 96e:65067

=+ Michel Chipot and David Kinderlehrer, Equilibrium configurations for crystals, Arch. Rat.
Mech. Anal. 103 (1988), 237-277. MR 90a:73037

[10] Philippe Ciarlet, The finite element method for elliptic problems, North-Holland, Amsterdam,
1978. MR 58:25001

[11] Charles Collins, Computation of. twinning, Microstructure and Phase Transitions (Jerald
Ericksen, Richard James, David Kinderlehrer, and Mitchel Luskin, eds.), Springer-Verlag,
1993, IMA Volumes in Mathematics and Its Applications, vol. 54, pp. 39-50. MR 95m:73019

, Convergence of a reduced integration method for computing microstructures, STAM
J. Numer. Anal. 35 (1998) (to appear).

[13] Charles Collins, David Kinderlehrer, and Mitchell Luskin, Numerical approzimation of the
solution of a wvariational problem with a double well potential, SIAM J. Numer. Anal. 28
(1991), 321-332. MR 92¢:73015 '

[14] Charles Collins and Mitchell Luskin, The computation of the austenitic-martensitic phase
transition, Partial Differential Equations and Continuum Models of Phase Transitions (Michel
Rascle, Denis Serre, and Marshall Slemrod, eds.), Springer-Verlag, 1989, Lecture Notes in
Physics, vol. 344, pp. 34-50. MR 90k:80007

, Numerical modeling of the microstructure of crystals with symmetry-related vari-

ants, Proceedings of the US-Japan Workshop on Smart/Intelligent Materials and Systems

(Lancaster, Pennsylvania) (I. Ahmad, , M. Aizawa, A. Crowson, and C. Rogers, eds.), Tech-

nomic Publishing Co., 1990, pp. 309-318.

, Optimal order estimates for the finite element approzimation of the solution of a
nonconvez variational problem, Math. Comp. 57 (1991), 621-637. MR 92a:65276

[17] Charles Collins, Mitchell Luskin, and James Riordan, Computational images of crystalline
microstructure, Computing Optimal Geometries (Jean Taylor, ed.), Amer. Math. Soc., 1991,
AMS Special Lectures in Mathematics and AMS Videotape Library, pp. 16-18.

(12]

[16]



(18]

[19]
[20]
[21]
(22]

(23]

[24]
[25]
(26]
27]
(28]
29]
(30]
(31]
(32]

33

(34]
(35]
(36]
(37]
(38]
(39]

(40]

[41]

[42]
[43]

NONCONFORMING APPROXIMATION OF MICROSTRUCTURE 945

, Computational results for a two-dimensional model of crystalline microstructure,
Microstructure and Phase Transitions (Jerald Ericksen, Richard James, David Kinderlehrer,
and Mitchell Luskin, eds.), Springer-Verlag, 1993, IMA Volumes in Mathematics and Its
Applications, vol. 54, pp. 51-56. MR 95m:73020

Jerald Ericksen, Constitutive theory for some constrained elastic crystals, Int. J. Solids and
Structures 22 (1986), 951-964.

Donald French, On the convergence of finite element approzimations of a relazed variational
problem, SIAM J. Numer. Anal. 27 (1990), 419-436. MR 91£:65167

Pierre Gremaud, Numerical analysis of a nonconvez variational problem related to solid-solid
phase transitions, SIAM J. Numer. Anal. 31 (1994), 111-127. MR 94m:73023

, Numerical optimization and quasiconvezity, Euro. J. of Applied Mathematics 6
(1995), 69-82. MR 95m:49003

Richard James and David Kinderlehrer, Theory of diffusionless phase transitions, Partial
differential equations and continuum models of phase transitions (M. Rascle, D. Serre, and
M. Slemrod, eds.), Springer-Verlag, 1989, Lecture Notes in Physics, vol. 344, pp. 51-84. MR
9l1e:73011

Petr Kloucek, Bo Li, and Mitchell Luskin, Analysis of a class of nonconforming finite ele-
ments for crystalline microstructures, Math. Comp. 65 (1996), 1111-1135. MR 97a:73076
Petr Klou¢ek and Mitchell Luskin, The computation of the dynamics of the martensitic
transformation, Continuum Mech. Thermodyn. 6 (1994), 209-240. MR 95d:73009

Robert Kohn, The relaxation of a double-well energy, Continuum Mech. Thermodyn. 3
(1991), 193-236. MR 93d:73014

Bo Li, Analysis and computation of martensitic microstructure, Ph.D. thesis, University of
Minnesota, 1996.

Bo Li and Mitchell Luskin, Finite element approzimation of a laminate with varying volume
fraction, Tech. Report 1471, IMA, 1997, manuscript.

, Finite element analysis of microstructure for the cubic to tetragonal transformation,
SIAM J. Numer. Anal. 35 (1998) (to appear).

Mitchell Luskin, Numerical analysis of microstructure for crystals with a nonconvex en-
ergy density, Progress in Partial Differential Equations: the Metz Surveys (M. Chipot and
J. Saint Jean Paulin, eds.), Longman House, 1991, pp. 156-165. MR 94i:73022

, On the computation of crystalline microstructure, Acta Numerica 5 (1996), 191-258.
, Approzimation of a laminated microstructure for a rotationally invariant, double
well energy density, Numer. Math. 75 (1996), 205-221. CMP 97:04

Mitchell Luskin and Ling Ma, Analysis of the finite element approzimation of microstructure
in micromagnetics, SIAM J. Numer. Anal. 29 (1992), 320-331. MR 92m:65147

Ling Ma and Noel Walkington, On algorithms for non-convex optimization in the calculus
of variations, SIAM J. Numer. Anal. 32 (1995), 900-923. MR 96b:49050

Roy Nicolaides and Noel Walkington, Strong convergence of numerical solutions to degenerate
variational problems, Math. Comp. 64 (1995), 117-127. MR 95m:65183

P. Pedregal, Numerical approxzimation of parametrized measures, Num. Funct. Anal. Opt. 16
(1995), 1049-1066. MR 96h:49023

, On the numerical analysis of non-conver variational problems, Numer. Math. 74
(1996), 325-336. CMP 97:01

Alfio Quarteroni and Alberto Valli, Numerical approzimation of partial differential equations,
Springer-Verlag, Berlin, 1994. MR 95i:65006

Rolf Rannacher and Stefan Turek, Simple nonconforming quadrilateral Stokes element, Nu-
mer. Meth. for PDEs 8 (1992), 97-111. MR 92i:65170

Tomdés Roubitek, A note about relazation of vectorial variational problems, Calculus of vari-
ations, applications and computations (C. Bandle, J. Bemelmans, M. Chipot, J. Saint Jean
Paulin, and I. Shafrir, eds.), Longman, 1995, Pitman research notes in mathematical sciences,
vol. 326, pp. 208-214. CMP 97:04

, Numerical approzimation of relaxed variational problems, J. Convex Analysis 3
(1996), 329-347. CMP 97:12

W. Rudin, Real and complex analysis, 3rd ed., McGraw-Hill, New York, 1987. MR 88k:00002
Gilbert Strang and George Fix, An analysis of the finite element method, Prentice-Hall,
Englewood Cliffs, N.J., 1973. MR 56:1747




946 BO LI AND MITCHELL LUSKIN

[44] Joseph Wloka, Partial differential equations, Cambridge University Press, Cambridge, 1987.
MR 88d:35004

DEPARTMENT OF MATHEMATICS, UNIVERSITY OF CALIFORNIA, LOS ANGELES, 405 HILGARD
AVENUE, LOS ANGELES, CALIFORNIA 90095-1555
E-mail address: bli@math.ucla.edu

SCHOOL OF MATHEMATICS, UNIVERSITY OF MINNESOTA, 206 CHURCH STREET, S.E., MINNEAPO-
LIS, MINNESOTA 55455
E-mail address: luskin@math.umn.edu



	Cit r42_c42: 
	Cit r36_c36: 
	Cit r37_c37: 


