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Accuracy of Quasicontinuum Approximations Near Instabilities

M. Dobson®!, M. Luskin®?, C. Ortner®

“School of Mathematics, 206 Church St. SE, University of Minnesota, Minneapolis, MN 55455, USA
b Mathematical Institute, 24—29 St. Giles’, Oxford OX1 3LB, UK

Abstract

The formation and motion of lattice defects such as cracks, dislocations, or grain boundaries, occurs when the lattice
configuration loses stability, that is, when an eigenvalue of the Hessian of the lattice energy functional becomes
negative. When the atomistic energy is approximated by a hybrid energy that couples atomistic and continuum models,
the accuracy of the approximation can only be guaranteed near deformations where both the atomistic energy as well
as the hybrid energy are stable. We propose, therefore, that it is essential for the evaluation of the predictive capability
of atomistic-to-continuum coupling methods near instabilities that a theoretical analysis be performed, at least for
some representative model problems, that determines whether the hybrid energies remain stable up fo the onset of
instability of the atomistic energy.

We formulate a one-dimensional model problem with nearest and next-nearest neighbor interactions and use rig-
orous analysis, asymptotic methods, and numerical experiments to obtain such sharp stability estimates for the basic
conservative quasicontinuum (QC) approximations. Our results show that the consistent quasi-nonlocal QC approxi-
mation correctly reproduces the stability of the atomistic system, whereas the inconsistent energy-based QC approxi-
mation incorrectly predicts instability at a significantly reduced applied load that we describe by an analytic criterion
in terms of the derivatives of the atomistic potential.

Keywords: atomistic-to-continuum coupling, defects, quasicontinuum method, sharp stability estimates

1. Introduction

An important application of atomistic-to-continuum coupling methods is the study of the quasistatic deformation
of a crystal in order to model instabilities such as dislocation formation during nanoindentation, crack growth, or the
deformation of grain boundaries (Miller and Tadmor, 2003). In each of these applications, the quasistatic evolution
provides an accurate approximation of the crystal deformation until the evolution approaches an unstable configura-
tion. This occurs, for example, when a dislocation forms or moves or when a crack tip advances. The crystal will
then typically undergo a dynamic process until it reaches a new stable configuration. In order to guarantee an accurate
approximation of the entire quasistatic crystal deformation, up to the formation of an instability, it is crucial that the
equilibrium in the atomistic/continuum hybrid method is stable whenever the corresponding atomistic equilibrium is.
The purpose of this work is to investigate whether the quasicontinuum (QC) method has this property. In technical
terms, this requires sharp estimates on the stability constant in the QC approximation.

The QC method is an atomistic-to-continuum coupling method that models the continuum region by using an en-
ergy density that exactly reproduces the lattice-based energy density at uniform strain (the Cauchy-Born rule) (Miller
and Tadmor, 2003; Ortiz et al., 1996; Shenoy et al., 1999). Several variants of the QC approximation have been pro-
posed that differ in how the atomistic and continuum regions are coupled (Dobson and Luskin, 2008; E et al., 2004;
Miller and Tadmor, 2003; Shimokawa et al., 2004). In this paper, we present sharp stability analyses for the main
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examples of conservative QC approximations as a means to evaluate their relative predictive properties for defect
formation and motion. Our sharp stability analyses compare the loads for which the atomistic energy is stable, that is,
those loads where the Hessian of the atomistic energy is positive-definite, with the loads for which the QC energies
are stable. It has previously been suggested and then observed in computational experiments that inconsistency at the
atomistic-to-continuum interface can reduce the accuracy for computing a critical applied load (Shenoy et al., 1999;
Miller and Tadmor, 2003, 2009; E et al., 2004). In this paper, we give an analytical method to estimate the error in the
critical applied load by deriving stability criteria in terms of the derivatives of the atomistic potential.

Although we present our techniques in a precise mathematical format, we believe that these techniques can be
utilized in a more informal way by computational scientists to quantitatively evaluate the predictive capability of other
atomistic-to-continuum or multiphysics models as they arise. For example, our quantitative approach has the potential
to estimate the reduced critical applied load in QC approximations such as the quasi-nonlocal QC approximation
(QNL), that are consistent for next-nearest interactions but not for longer range interactions. Since the longer range
interactions are generally weak, such an estimate may give an analytical basis to judging that the reduced critical
applied load for QNL with finite range interactions is within an acceptable error tolerance.

The accuracy of various QC approximations and other atomistic-to-continuum coupling methods is currently
being investigated by both computational experiments and numerical analysis (Badia et al., 2008; Blanc et al., 2005;
Dobson and Luskin, 2009a,b; Dobson et al., 2010b; E and Ming, 2005; Gunzburger and Zhang, 2010a,b; Lin, 2003,
2007; Luskin and Ortner, 2009; Ming and Yang, 2009; Ortner and Siili, 2008; Prudhomme et al., 2006). The main issue
that has been studied to date in the mathematical analyses is the rate of convergence with respect to the smoothness
of the continuum solution (however, see (Blanc et al., 2005; Dobson et al., 2010b; Ortner and Siili, 2008) for analyses
of the error of the QC solutions with respect to the atomistic solution, possibly containing defects). Some error
estimates have been obtained that give theoretical justification for the accuracy of a QC approximation for all loads up
to the critical atomistic load where the atomistic model loses stability (Dobson and Luskin, 2009b; Ortner and Siili,
2008), but other error estimates that have been presented do not hold near the atomistic limit loads. It is important
to understand whether the break-down of these error estimates is an artifact of the analysis, or whether the particular
QC approximation actually does incorrectly predict an instability before the applied load has reached the correct limit
load of the atomistic model.

Two key ingredients in any approximation error analysis are the consistency and stability of the approximation
scheme. For energy minimization problems, consistency means that the truncation error for the equilibrium equations
is small in a suitably chosen norm, and stability is usually understood as the positivity of the Hessian of the functional.
For the highly non-convex problems we consider here, stability must necessarily be a local property: The configuration
space can be divided into stable and unstable regions, and the question we ask is whether the stability regions of
different QC approximations approximate the stability region of the full atomistic model in a way that can be controlled
in the setup of the method (for example, by a judicious choice of the atomistic region).

In this work, we initiate such a systematic study of the stability of QC approximations. In the present paper,
we investigate conservative QC approximations, that is, QC approximations which are formulated in terms of the
minimization of an energy functional. In a companion paper (Dobson et al., 2010a), we study the stability of a
force-based approach to atomistic-to-continuum coupling that is nonconservative.

In computational experiments, one often studies the evolution of a system under incremental loading. There, the
critical load at which the system “jumps” from one energy well to another is often the goal of the computation. Thus,
we will also study the effect of the “stability error” on the error in the critical load.

We will formulate a simple model problem, a one dimensional periodic atomistic chain with pairwise next-nearest
neighbour interactions of Lennard-Jones type, for which we can analyze the issues layed out in the previous para-
graphs. It is well known that the uniform configuration is stable only up to a critical value of the tensile strain
(fracture). We use analytic, asymptotic, and numerical approaches to obtain sharp results for the stability of different
QC approximations when applied to this simple model.

In Section 2, we describe the model and the various QC approximations that we will analyze. In Section 4, we
study the stability of the atomistic model as well as two consistent QC approximations: the local QC approximation
(QCL) and the quasi-nonlocal QC approximation (QNL). We prove that the critical applied strains for both of these
approximations are equal to the critical applied strain for the atomistic model, up to second-order in the atomistic
spacing.

A similar analysis for the inconsistent QCE approximation is more difficult because the uniform configuration is
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Figure 1: Lennard-Jones type interaction potential. The bond length 7, is the turning point between the convex and concave regions of ¢.

not an equilibrium. Thus, in Section 5, we construct a first-order correction of the uniform configuration to approx-
imate an equilibrium configuration, and we study the positive-definiteness of the Hessian for the linearization about
this configuration. We explicitly construct a test function with strain concentrated in the atomistic-continuum interface
that is unstable for applied strains bounded well away from the atomistic critical applied strain.

In Section 6, we analyze the accuracy in predicting the critical strain for onset of instability. For the QCL and
QNL approximations, this involves comparing the effect of the difference between their modified stability criteria and
that of the atomistic model. For QCE, since the solution to the nonlinear equilibrium equations are non-trivial, we
provide computational results in addition to an analysis of the critical QCE strain predicted by the approximations
derived in Section 5.

2. The atomistic and quasicontinuum models

2.1. The atomistic model problem

Suppose that the infinite lattice £Z is deformed uniformly into the lattice yr := FeZ, where F > 0 is the macro-
scopic deformation gradient and where € > O scales the reference atomic spacing, that is,

(yF)g = Fle for —oo < { < o0,

We admit 2N-periodic perturbations u = (u¢)sez from the uniformly deformed lattice yr. More precisely, for fixed
N € N, we admit deformations y from the space

Yr :={y€RZ:y=yF+u,u€(U},
where U is the space of 2N-periodic displacements with zero mean,
U:={ueR”: upoy = uefor € € Z, and 33, ,ue = O},

We set € = 1/N throughout so that the reference length of the periodic domain is fixed. Even though the energies and
forces we will introduce are well-defined for all 2N-periodic displacements, we require that they have zero mean in
order to obtain locally unique solutions to the equilibrium equations. These zero mean constraints are an artifact of our
periodic boundary conditions and are similarly used in the analysis of continuum problems with periodic boundary
conditions.

We assume that the stored energy per period of a deformation y € Yr is given by a next-nearest neighbour pair
interaction model,

N
E) =& Y (B0) + B0, + ) (M

{=—N+1



where v/, is the backward difference
vy = e ve—vely) forveR?, ez,

and where ¢ is a Lennard-Jones type interaction potential satisfying (see also Figure 1)

(i) ¢ € CH(0, +c0); R),
(ii) there exists r, > 0 such that ¢ is convex in (0, 7.) and concave in (r,, +0), and
(iii) ¢® ) =0 rapidly as r /* oo, fork =0,...,4.

We have used the scaled interaction potential, e¢(r/¢), in the definition of the stored energy, &E,(y), to obtain a contin-
uum limit as € — 0. Assumptions (i) and (ii) are used throughout our analysis, while assumption (iii) serves primarily
to motivate that next-nearest neighbour interaction terms are typically dominated by nearest-neighbour terms. Note,
however, that even with assumption (iii), the relative size of next-nearest and nearest neighbour interactions is com-
parable when strains approach ..

We denote the first variation of the energy functional, &, (y)[«], at a deformation y € Y by

7 > aaa(y) = Iy ’ Iy ’ ’ ’
GOl = ) S Fur=e ) SO+ 80+ Y)W + i)
=1 OV {=—N+1

for u € U. In the absence of external forces, the uniformly deformed lattice y = y is an equilibrium of the atomistic
energy under perturbations from U, that is,

Er)ul=0 forall u € U. 2)

We identify the stability of yr with linear stability under perturbations from the space U. To make this precise,
we denote the second variation of the energy functional, & (y)[u, v], evaluated at a deformation y € Y, by

N
1’7 828
821 (y)[u, V] = Z ) 5()’) Vm
£, m=—N+1 YeOYm 3
- 3)
=& > |0 0D, + 97O + ¥ D + U 10 + V1),
{=—N+1

. 28, N
for all u,v € U. The matrix (g?%)
YtOYm /€, m=—N+1

is stable for the atomistic model if this Hessian, evaluated at y = yp, is positive definite on the subspace U of zero
mean displacements, or equivalently, if

is the Hessian for the energy functional. We say that the equilibrium yp

&' pluul >0  forallue U\ {0} 4)

In Section 3, Definition 1, we extend this definition of stability to the various QC approximation and their equilibria.
Note thatif y = yr, then y, = F and y; + y},, = 2F for all £. Therefore, upon defining the quantities

$p = ¢"(F), @ =¢"QF), and Ap = ¢} + 4%y,

we can rewrite (3) as follows

N
Pl =2 3 AGHUP + ety + up, P} forue U, (5)
{=—N+1

(We will use Ap later.) The quantities ¢%. and ¢}, will play a prominent role in the analysis of the stability of
the atomistic model and its QC approximations and describe the strength of the nearest neighbor and next-nearest
neighbor interactions, respectively. We similarly define the quantities ¢g) for all k£ € N and for all G > 0. For most
realistic interaction potentials the second-nearest neighbour coefficient is non-positive, ¢7,. < 0, except in the case of
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extreme compression (see Figure 1). Therefore, in order to avoid having to distinguish several cases, we will assume

throughout our analysis that F > r,/2. In this case, property (ii) of the interaction potential shows that ¢, < 0.

We also note that, for u € U, both «’ and u”* are understood as 2N-periodic chains, that is, u’, v’ € U, where the
centered second difference u” € U is defined by

uy = & X (upsy — 2up + ) foru e R, t € Z.

For u,v € U, we also define the weighted £-norms

N

l/p
L <
vllr = ( Z elvi ) > 12p<e,

t=—N+1
N+1 N| [|’ ’

as well as the weighted £2-inner product

<M, V> =& Z Upve.

=—N+1

2.2. The local QC approximation (QCL)

Before we introduce different flavors of QC approximations, we note that we can rewrite the atomistic energy as a
sum over the contributions from each atom,

N

E.(y) = ¢ Z E7(y) where

{=—N+1
E?(Y) = %[¢(y:?) + ¢(Y2’+1) + ¢(V2_1 + y}) + ¢(y;+1 + )’:{7+2)]-

If y is “smooth,” i.e., y; varies slowly, then E{(y) ~ E(y) where

ES() = 3[60) + 80/}, 1) + #(2Y)) + 62y, )] = $[6er () + den (V)]

and where ¢, (r) := ¢(r) + ¢(2r) is the so-called Cauchy-Born stored energy density. In this case, we may expect that
the atomistic model is accurately represented by the local QC (or continuum) model

N N
E) =2 D EM =8 ). $al). ©)
{=—N+1 {=—N+1

The main feature of this continuum model is that the next-nearest neighbour interactions have been replaced by nearest
neighbour interactions, thus yielding a model with more locality. Such a model can subsequently be coarse-grained
(i.e., degrees of freedom are removed) which yields efficient numerical methods.

2.3. The energy-based QC approximation (QCE)

If y} is “smooth” in the majority of the computational domain, but not in a small neighbourhood, say, {-K, ..., K},
where K > 1, then we can obtain sufficient accuracy and efficiency by coupling the atomistic model to the local QC
model by simply choosing energy contributions E7 in the atomistic region A = {-K, ..., K} and E7 in the continuum
region C = {-N + 1,...,N} \ A. This approximation of the atomistic energy is often called the energy based QC
approximation (Ortiz et al., 1996) and yields the energy functional

Eqee0) =8 ) E{G) + 8 ) ES().
teC leA
It is now well-understood (Dobson and Luskin, 2008, 2009a,b; E et al., 2004; Shenoy et al., 1999) that the
QCE approximation exhibits an inconsistency (“ghost force) near the interface, which is displayed in the fact that
Egee(VF) # 0. The first remedy of this lack of consistency was the ghost force correction scheme (Shenoy et al., 1999)
which eventually led to the derivation of the force-based QC approximation (Dobson and Luskin, 2008) and which
we analyze in (Dobson et al., 2010a) and (Dobson et al., 2010b).
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2.4. Quasi-nonlocal coupling (ONL)

An alternative approach was suggested in (Shimokawa et al., 2004), which requires a modification of the energy
at the interface. This idea is best understood in terms of interactions rather than energy contributions of individual
atoms (see also (E et al., 2004) where this has been extended to longer range interactions). The nearest neighbour
interactions are left unchanged. A next-nearest neighbour interaction gb(s’l(ygﬂ — ye-1)) is left unchanged if at least
one of the atoms ¢ + 1, — 1 belong to the atomistic region and is replaced by a Cauchy—Born approximation,

¢ Y1 —ye-1) & HoQ2y)) + p(2), )]

if both atoms belong to the continuum region. This idea leads to the energy functional

N
E)i=8 Y 0P +e D 0L+ Vo) +e D 32 + 62y ))]

{=—N+1 €A teCqnl

where Agn = {-K - 1,..., K+ 1} and Cyy = (=N + 1,..., N} \ Agn are modified atomistic and continuum regions.
The QNL approximation is consistent, that is, y = yr is an equilibrium of the QNL energy functional. The label QNL
comes from the original intuition of considering interfacial atoms as quasi-nonlocal, i.e., they interact by different
rules with atoms in the atomistic and continuum regions.

3. Stability of Quasicontinuum Approximations: Summary

In this section, we briefly summarize our main results.

We begin by giving a careful definition of a notion of stability. Our condition is slightly stronger than local
minimality, which is the natural concept of stability in statics. However, an analysis of local minimality alone is
usually not tractable. Moreover, for the deformations that we consider, our definition is in fact sufficiently general.

Definition 1 (Stable Equilibrium). Let & : Y — R U {+o0}. We say that y € YF is a stable equilibrium of & if & is
twice differentiable at y and the following conditions hold:

(i) &EWul=0foralluecl,
(ii) &' Mlu,u] > 0 forallue U\ {0}.
If only (i) holds, then we call y a critical point of E.

We focus on the deformation yr = (Ffe)sz and ask for which macroscopic strains F this deformation is a stable
equilibrium. We know from (2) that yp is a critical point of the atomistic energy &,, and it is easy to see that yp is
also a critical point of the QCL energy &y and of the QNL energy &g Our analysis in Section 4 gives the following
conditions under which yr is stable:

1. yr is a stable equilibrium of &, if and only if Ay — 827r2¢’2’F +0(H > 0;
2. yr is a stable equilibrium of &y if and only if Ar > 0;
3. yr is a stable equilibrium of Eyy if and only if Ay > 0

where we recall that Ap = @7 + 44, is the continuum elastic modulus for the Cauchy—Born stored energy function
dep(r) = ¢(r) + ¢(2r). Points 1., 2., and 3. are established, respectively, in Propositions 2, 3, and 4.

If we envision a quasistatic process in which F is slowly increased, then we may wish to find the critical strain F*
at which yr is no longer a stable equilibrium (fracture instability). If we denote the critical strains in the atomistic,
QCL, and QNL models, respectively, by F;, F’ ; qand F ; then 1.-3. imply that (cf. Section 6)

nl’

|Fy = Fiql = O(6%) and |F; - F, 0(&%).

* —
qn1| -

For the QCE approximation defined in Section 2.3, the situation is more complicated. The occurrence of a “ghost
force” in the QCE model implies that yr is not a critical point of &g, and consequently, we will need to analyze the
stability of the second variation 8{]’Ce(che,p) where Yy r # yr is an appropriately chosen equilibrium of Egc.. Since
Ygce,F SOlves a nonlinear equation, we will replace it by an approximate equilibrium in our analysis in Section 5 where

we obtain the following (simplified) result:



4. For ygce,r to be a stable equilibrium of &g it is necessary that

305 0
207 2gP

where 6 = max{|¢’(2F)/¢""(F)| : j = 1,2,3} is assumed to be small.

1+ +0(8%) > 0,

We remark that 4. gives only a necessary but not a sufficient condition for stability of the QCE equilibrium ygce r,
which, moreover, depend on assumptions on the parameter 6. We refer to Remark 3 for a careful discussion of the
role of 6.

If we let F qce denote the critical strain at which 4. fails (ignoring the 0(6%) term), then we obtain

which suggests that the QCE method is unable to predict the onset of fracture instability accurately. In Section 6, we
confirm this asymptotic prediction with numerical experiments.

We have shown in (Dobson et al., 2009) that the stability properties of the ghost force correction scheme (GFC)
can be understood for uniaxial tensile loading by considering the stability of the QC energy

Egte,yr (V) 1= Eqee(V) = Eqee VF)(y — yr)  forally € Yp. @)

We note that 8:ng yF(yp) = 0, so yr is an equilibrium of the &g ,, energy under perturbations from U. We can
therefore analyze the stability of &,y () at yr by studying the Hessian E . (vr) = E, , (vF). We show in Remark 2

. . gfc. yr
in Section 2.3 that
5. yr is a stable equilibrium of Eyte, , if and only if Ay + Ay, > 0 where 1 < Ax < 1.
We give analytic and computation results in Sections 5 and 6 showing that the ghost force correction scheme can be
expected to improve the accuracy of the computation of the critical strain by the QCE method, that is,

% VF *
Foee < Fyee < Fy,

where F, gge is the critical strain at which & (yr) = 8;; e yF(YF) is no longer positive definite. However, our results

show that the error in computing the critical strain by the GFC scheme is still

|Fy = Faeel = O().

4. Sharp Stability Analysis of Consistent QC Approximations

In this section, we analyze the stability of the atomistic model and two consistent QC approximations: the local
QC approximation and the quasi-nonlocal QC approximation. In each case, we will give precise conditions on F
under which yp is stable in the respective approximation. The inconsistent energy-based QC approximation (QCE) is
analyzed in Section 5. The corresponding result for QCE is less exact than for QCL and QNL, but shows that there is
a much more significant loss of stability.

4.1. Atomistic model
Recalling the representation of &

1’
a

(yr) from (5) and noting that

2 2 2 2
luy + up P = 20uf + 2y, 1P = luag,y — gl 8)



we obtain

& (yp)lu, ul

N N
2 2 2 2
e ), OGP e D #pQul + 2P =l - uif)
4

=-N+1 {=—N+1

N N
2 2 2
N R Ao AR S A
{=—N+1 {=—N+1
2 2 2
Al + (=8 @5l 17 ©)

To quantify the influence of the strain gradient term, we define

goi= i [y’ 112
T yewvo) (Il

Since u is periodic, it follows that #’ has zero mean. In this case, the eigenvalue . is known to be attained by the
eigenfunction i, = sin(efr) and is given by (Siili and Mayers, 2003, Exercise 13.9)

_ 2sin(re/2)
===

(10)

£

Since sin(f) = ¢+ O(3) as t \, 0, it follows that Us = T+ O(£?) as € \, 0. Thus, we obtain the following stability
result for the atomistic model.

Proposition 2. Suppose ¢7). < 0. Then yr is stable in the atomistic model if and only if Ap — 82/1§¢’2’F > 0, where u,
is the eigenvalue defined in (10). Proof. By the definition of 1, and using (9), we have

inf &/ (yp)lu,ul = Ap — £¢5, inf ||}, = Ap — &3¢
uel uel €

|| 2=1 'l =1
el ll2

4.2. The Local QC approximation
The equilibrium system, in variational form, for the QCL approximation is

N
8:@0’)[”] =€ Z (¢'Op) +2¢" 2y))u; =0 forall u e U.

(=—N+1

Since u’ has zero mean, it follows that y = yr is a critical point of Eg for all F. The second variation of the local QC
energy, evaluated at y = yp, is given by

N
Elop)luul = & Z Aply? forue.
{=—N+1

Thus, recalling our definition of stability from Section 2.1, we obtain the following result.

Proposition 3. The deformation y is a stable equilibrium of the local QC approximation if and only if Ap > 0.

Comparing Proposition 3 with Proposition 2 we see a first discrepancy, albeit small, between the stability of the
full atomistic model and the local QC approximation (or the Cauchy—Born approximation). In Section 6 we will show
that this leads to a negligible error in the computed critical load.



4.3. Quasi-nonlocal coupling

By the construction of the QNL coupling rule at the interface, the deformation y = yr is an equilibrium of &gy
(Shimokawa et al., 2004). The second variation of &gy evaluated at y = y is given by

N
2 2
Ennlnul =& > il + & > ¢l + |

{=—N+1 LeAm
1 2 1 2
+8 > ALl + L, ).
[Eanl

We use (8) to rewrite the second group on the right-hand side (the nonlocal interactions) in the form

K+1 K+1

2 2 2 2 2

e D, Wl ruaP=e D o3l + )~ €05 ).
t=—K-1 t=—K-1

to obtain
K+1

N
Enonluul =& > AP +e > (e
t=—N+1 t=—K-1

Except in the case K € {N — 1, N}, it now follows immediately that yr is stable in the QNL approximation if and only
if Ap > 0.

Proposition 4. Suppose that K < N — 1 and that ¢}, < 0, then yr is stable in the QNL approximation if and only if
AF > 0.

5. Stability Analysis of the Energy-based QC approximation
We will explain in Remark 2 that there exists % < Ax < 1 such that
8;;e(yp) is positive definite if and only if Ap + kg5 > 0.

However, yr is not a critical point of Egc, so we must be careful in extending the previous definition of stability to the
QCE approximation. We cannot simply consider the positive-definiteness of & (vr). Instead, we analyze the second
variation 8[]’Ce(che, r) where yqce r € Yr solves the QCE equilibrium equations

08qce
—Vgee,r) =0 foré=-N+1,...,N,
Oye

or equivalently
Egee Ogee, U] =0 forall u € U. an

We will see that, when the second-neighbour interactions are small compared with the first neighbour interactions
(which we make precise in Lemma 5), there is a locally unique solution yqc., r of the equilibrium equations, which is
the correct QCE counterpart of y. We will then derive a stability criterion for the equilibrium deformation yqce, .

In Proposition 6 below, we derive an upper bound for the coercivity of 8{]’Ce(che, )lu, u] with respect to the norm
llz’]l2. Even though the derivation of this upper bound is only rigorous for strains bounded away from the atomistic
critical strain, it clearly identifies a source of instability that cannot be found by analyzing, for example, & (yr).
Moreover, we will present numerical experiments in Section 6 showing that the critical strain predicted in our follow-
ing analysis gives a remarkably accurate approximation to actual QCE critical strain.

In Section 6, we consider the critical strain for each approximation, namely the point at which the appropriate
equilibrium deformation (either yr or yqe r) becomes unstable. We will see later in this section, as well as in Sec-
tion 6 that predicting the loss of stability for the QCE approximation using yr greatly underestimates the error in
approximating the atomistic critical strain by the QCE critical strain.

9



Due to the nonlinearity and nonlocality of the interaction law, we cannot compute ygc r explicitly. Instead, we
will construct an approximation yqc. r Which is accurate whenever second-neighbour terms are dominated by first-
neighbour terms. In the following paragraphs, we first present a semi-heuristic construction, motivated by the analysis
in (Dobson and Luskin, 2009a), and then a rigorous approximation result, the proof of which is given in Appendix
Appendix B.

In (A.1) in the appendix, we provide an explicit representation of & .. Inserting y = yp, we obtain a variational
representation of the atomistic-to-continuum interfacial truncation error terms that are often dubbed “ghost forces,”

_ .l
Eqee VPl = e3¢0 {ul gy —ul gy — Ui + e}

(12)
= =8 u') foru e U,
where
-1, =-K-1,K+2,
g, =2 3 (=-K+10K, (13)
0, otherwise.

We note that (12) makes our claim precise that yr is not a critical point of Sgce.
Motivated by property (iii) of the interaction potential ¢, we will assume that the parameters

= ACail and o ':M
(P 2T )

are small, and construct an approximation for yqe r Which is asymptotically of second order as 61,0, — 0. Although
such an approximation will not be valid near the critical strain for the QCE approximation, it will give us a rough
impression how the inconsistency affects the stability of the system. We note that d; is scale invariant since we used a
scaled interaction potential, e¢(r/€), in our definition of the stored energy (1).

A non-dimensionalization of (12) shows that yoc r = yr + O(61). If 6 is small, then we can linearize (11) about
yr and find the first-order correction yy;, € Y, which is given by

01

Eee VR tin = Yrsul = =& (vr)lul = $5p(8" ") forallu € U. (14)

We note that this linear system is precisely the one analyzed in detail in (Dobson and Luskin, 2009a). However, instead
of using the implicit representation of yj;, — yr obtained there, we use the assumption that 9§, is small to simplify (14)
further and obtain a more explicit approximation.

Writing out the bilinear form & (yvr)[u, u] explicitly (using (A.3) as a starting point) gives

N K-1 N
2 2 2
EreOPwul = 42> gLl +8 ) ¢Ypli + 1y P+ e ) Aglel) s
=0 £=0 t=K+2 (15)

& 41 ’ ’ 2 £ 1 ’ ’ 2 & ’7 ’ 2
+ 5Pyplug + ug [T+ 5Pyplup, + ugo|” + 5405 plug 17

where we have only displayed the terms in the right half of the domain and indicated the terms in the left half by dots.
Ignoring all terms involving ¢}, which are of order 9, relative to the remaining terms, we arrive at the following
approximation of (14):

P Ggeer = yr) ') = ¢3p(8" 0’y  forallue U,

the solution of which is given by
)A’qce,F =Yyr +018.

The following lemma makes this approximation rigorous. A complete proof is given in Appendix Appendix B.

Lemma 5. If 6 and 6, are sufficiently small, then there exists a (locally unique) solution yyc. r of (11) such that

IGgeer = Jaee.r) lle < C(87 +6162).
where C may depend on ¢ (and its derivatives) and on F, but is independent of .

10



From now on, we will also assume that 03 := ¢7./¢} is small, and combine the three small parameters into a single
parameter
6 :=max(|61],162l, 63]).

We will neglect all terms which are of order O(6?). A careful discussion of the parameter § and the validity of the
asymptotic analysis is given in Remark 3.

In the following, we will again only show terms appearing on the right half of the domain. Our goal in the
remainder of this section is to obtain an estimate for the smallest eigenvalue of 8{1'06(57(]65,1:). Using (A.3), we can
represent aa/ce@qce, F)as

K-2
A 2
Efee Fqce. )1, u] +E § ARl — ¢y lu)/ P} + & § Ap |uj]
=0 {=K+3

+ &{@f + 205, + 20" 2F + L)} uy_ > + &{¢” (F + 161) + 3¢” (2F + 16} u?
+ el + ¢" (2F — 361) + ¢ (2F + 161) + 205} e,
+&{¢"(F = 161) + ¢”(2F — 361) + 4¢” 2F — 6} lu,,°
= ¢ QF + 3o0luy_, P + 34" QF + o0 + 1¢” QF = 1)l ).

We expand all terms containing 6; and neglect all terms which are of order O(6?) relative to ¢, which is the order of
magnitude of the coefficient of the diagonal term of 8{];6(5)(4@, r). For example, we have, for some 9 € (0, 1),

¢"QF +360) ¢ ¢"QF +9361) | Pr
=t (301) =
F F F F

as 01,03 — 0. Thus, the O(6,) perturbation of a second-neighbour term will not affect our final result. On the other
hand, expanding a nearest neighbour term gives

¢"(F +361) _ ¢;"

F F

s

as §; — 0. Proceeding in the same fashion for the remaining terms, we arrive at

K-1 K-1 N
5 2 3 2 2
e Qoo tl = -+ D A =& > @pluyP +e > Aplu]
=0 =0 (=K+3
2 2
+ o{Ar + (30107 = ¢l + Al | (16)

1 2_ 31
+elAr = (36107 — o — & 305l + g, P}

+ O(¢76° I I17.).
Clearly, our focus must be the coefficients of the terms |u}<|2 and |u}, +2|2, and in particular, on the quantity

IN¢2F _ 2¢

161¢/// ¢;/F — 2¢
F

a7
Depending on the sign of 1 30197 — ¢4 < 0, we see that the “weakest bonds™ are either between atoms K — 1 and K
(as well as —K + 1 and K) or between atoms K + 1 and K + 2 (as well as —K — 1 and —K - 2).

If 1 30197 — ¢3 < 0, we insert the test function w € U, defined by

—GeH?, t=-K+1,
0, otherwise,

’
We

{ Qe =K,
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into (16) to obtain

;2‘75 Sél’ce@qce,F)[u, M] < Sai:e(che,F)[W, W]
||l/|‘(%:1 ¢HI¢I _ 5¢/,¢,, (18)
= Ay g 2E%r D000k o)
rf 2800 (@)

Note that the constant 2 in front of ¢} ¢7,. was replaced by 5 due to the strain gradient terms in (16) which slightly
stabilize the system.
If %6@;’ — ¢’2’F > 0, we use the alternative test function w € U, defined by

—(25‘1)1/2, t=-K-1, (19)
0, otherwise,

1eH2, =K+2,
wp =

to test (16), which gives

t}f?’{( azl,ce@qce,F)[M, Lt] < Sa;e(j’qce,F)[W, W]
”u/”’g:l ¢m¢/ _ ¢//¢// 20)
= A1 = 2E0E TR Pr | o).

In this case, only a single strain gradient term affects the final result, and therefore this correction is only small.

Due to the stabilizing effect of the strain gradient terms for our perturbation, the right hand sides of (18) and (20)
might both be bounded below by A, so our estimate will involve a min over three terms. Recalling that ygee 5 =
Pqce,r + O(6%), we obtain the following result:

Proposition 6. There exist constants & and C, which may depend on ¢ and its derivatives and on F but not on &, such
that, if § < b, then
3 4 v 3 ’7 A .

¢2F+( F o ¢2F) —F}+C62).

inf 8 (gee, ), ul < @p(minf 1 + =2 :
inf 8Os Pl ) < 0 mind v\ T2y ) e @n

’ —
Wl =1

Proof. The bounds (18) and (20) are rigorous provided ¢ is sufficiently small so that F' — %6 1 is bounded away from
zero. Moreover, if ¢ is sufficiently small, then Lemma 5 gives a rigorous bound for the error [|(Ygce,r — Jgce)’lle~ Which
only adds an additional O(6?) error to the estimate. O

For typical interaction potentials, we would expect that ¢7" < 0 (as ¢, is decreasing), that ¢, > 0, and we have
already postulated that ¢, > 0 and ¢}, < 0. Thus, the two terms in the numerator of the right hand side of (17) have
opposing sign and may, in principle even cancel each other. However, we have found in numerical tests that for typical

potentials such as the Morse or Lennard—Jones potentials the first term is dominant, that is, 16 197 = %QS'Z'F < ¢}, and

3 % 7" 4! ’7 ” o
minf1 ¢ 2 (S0 S0 Ay 20 Sk
F 25 2 6% ) ¢% 297 2

in Proposition 6.

Remark 1. Proposition 6 as well as the subsequent discussion clearly shows that the spurious QCE instability is due
to a combination of the effect of the“ghost force” error and of the anharmonicity of the atomistic potential. 0

Remark 2. A variant of the analysis presented above shows that .. (yr) is positive definite if and only if Ap+Ax @5, >

0 where % < Ak < 1. The lower bound can be obtained using the test function (19) in the bilinear form SALe(yp)[u, u]

given explicitly by (15), while the upper bound can be obtained from the estimate

sggwaman(AF+¢;mmmé for all u € U,
12



which also follows from (15) (see also (Dobson and Luskin, 2009b, Lemma 2.1)). Thus, the lower bound is related to
the second term in (21) which we have noted above is generally greater than the first term, and we can conclude that
the critical strain for QCE obtained by linearizing about yr, rather than the equilibrium solution ygce r, significantly
underestimates the loss of stability (see also Figure 2).

The study of the positive-definiteness of & (yr) is relevant to the stability of the ghost-force correction iteration
and is discussed in more detail in (Dobson et al., 2009). O

Remark 3. While our rigorous results, Lemma 5 and Proposition 6, are proven only for sufficiently small §, one
usually expects that such asymptotic expansions have a wider range of validity than that predicted by the analysis. For
this reason, we have neglected to give more explicit bounds on how small ¢ needs to be.

Nevertheless, a relatively simple asymptotic analysis such as the one we have presented cannot usually give com-
plete information near the onset of instability. Our aim was mainly to demonstrate that the inconsistency at the
interface leads to a decreased stability of the QCE approximation when compared to the full atomistic model or the
consistent QC approximations. We will see in Section 6 that, if we use (21) to predict the onset of instability for QCE,
then we observe a fairly significant loss of stability of the QCE approximation when compared to the full atomistic
model. In numerical experiments, we will also see that the prediction given by (21) is qualitatively fairly accurate for
the Morse potential for a range of parameters that explores the dependence of our results on . g

6. Prediction of the Limit Strain for Fracture Instability

The deformation yr € Y is an equilibrium of the atomistic energy for all F > 0. However, it is established in
Proposition 2 that yr is stable if and only if F' < F; where F7 is the solution of the equation

Ya(F2) i= ¢ (FD) + (4 — )¢ (2F]) = 0. (22)

We call F; the critical strain for the atomistic model. The goal of the present section is to use the stability analyses
of the different QC approximations in Sections 4 and 5 to investigate how well the critical strains for the different QC
approximations approximate that of the atomistic model.

In order to test our predictions against numerical values, we will use the Morse potential

¢a(r) — e—Z(Y(r—l) _ Ze—a/(r—l) — (e—a/(r—l) _ 1)2 _ 1’ (23)

where @ > 1 is a fixed parameter, and the Lennard—Jones potential

12
¢yi(r) = mT s

6.1. Limit strain for the QCL and QNL approximations

The critical strain F} for the local QC approximation as well as the QNL approximation (cf. Propositions 3 and
4) is the solution to the equation
Ye(FQ) == ¢"(F) + 44" (2F;) = 0.

We note that the critical strain F for the QCL and QNL models is independent of N which is convenient for the
following analysis. Inserting F; into (22) gives

Ya(FY) = Yo(F2) — 229" (2F)) = —eul¢” (2FY),

and hence
ValFy) = Ya(FY) = 129" (2FY).

A linearization of the left-hand side gives

WL(F(F; - F) = €ui¢” (2F) + O(F; - FP).
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¢ & ¢s ¢4 ¢s d6 ¢ | ey
| 1.0877 03796 0.1339 0.0485 0.0177 0.0065 | 0.0635

oo

Table 1: Numerical values of the error constant Ce(¢) defined in (24), for various choices of ¢.

Noting that Y, (F?) = ¢ (Fy) + O(&?), we find that the relative error satisfies

Fi-F|_ o Y 2F) + 0N
Fo—F:il 7 |(¢(F) + 8¢ (2F))(Fo — FY) (24)
= &°Cen(9) + O(e),

where F is the energy-minimizing macroscopic deformation gradient which satisfies

dS.(yr)
dF

In Table 1 we display numerical values of Ce(¢) for the Morse potential ¢ = ¢,, with @ = 2,...,7, and for the
Lennard-Jones potential ¢ = ¢;. We observe that the constant decays exponentially as the stiffness increases, and that
it is moderate even for very soft interaction potentials (Cer(¢2) = 1.0877).

(Fo) = ¢'(Fo) + 2¢"(2Fy) = 0.

6.2. Limit strain for the QCE approximation
In Section 5, we have computed a rough estimate for the coercivity constant of the QCE approximation. We argued
that, for as long as the second neighbour interaction is small in comparison to the nearest neighbour interaction, we
have the bound ., o
39k F or

: 4 < 17 -
;2{{{ aqge(che,F)[u, u] = ¢F{]‘ + 2 ¢; 2|¢;|2

+0(6%)}.

e
ll'll 2 =1

Even though this bound will, in all likelihood, become invalid near the critical strain, it is nevertheless reasonable to
expect that solving

7 A 77 ’7” ”,¢,
ll’qCE(Fqce) = ¢F + %¢2F + ;¢//2F = 0’ (25)
F

%

will give a good approximation for the exact critical strain, F... The latter is, loosely speaking, defined as the maximal
strain F > 0 for which a stable “elastic” equilibrium of E. exists in Y. A deformation y can be called elastic if
y; = O(1) for all £, as opposed to fractured if y}n = O(N) for some .

We could use the same argument as in the previous subsection to obtain a representation of the error; however,
since F qce depends only on F' but not on & we can simply solve for F qce directly.

For the Morse potential (23), with stiffness parameter 2 < o < 7, we have computed both Fg, (for N = 40, K = 10
as well as for N = 100, K = 20) and F qce Numerically and have plotted these critical strains in Figure 2, comparing
them against F and F. We have also included the critical strain F¢., below which Eqee(YF) is positive definite, to
demonstrate that it bears no relation to the stability or instability of the QCE approximation. We discuss F; gge in detail
in (Dobson et al., 2009) where we argue that it describes the stability of the ghost-force correction scheme.

In Figure 3, we plot the relative errors

ce

Flo(@) — F2(@)
Fi(a) - Fo(a)

Fl (@) - Fi(@)

and am—
Fi(@) = Fo(@)

We observe that the prediction for the critical strain, as well as the prediction for the relative error, obtained from
our asymptotic analysis is insufficient for very soft potentials but becomes fairly accurate with increasing stiffness. In
particular, it provides a good prediction of the relative errors for the critical strains for @ > 3.5.

For a correct interpretation of our results, we must first of all note that the relative errors for the critical strains
decay exponentially with increasing stiffness @. While, for small « (soft potentials) the error is quite severe, one could
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Critical Strains for the Morse Potential

Figure 2: Critical strains Fyc., F qeer F ;‘}fe, F7 and the equilibrium strain F(, computed for the Morse potential (23) with varying a. The crit-
ical strains for the QCE Hessian, F., are computed with N = 40 and K = 10. The approximation, F qces 1s computed using the asymptotic
approximation (25). The strain F; ;;ge is the critical strain at which E.(yF) is no longer positive definite.

Relative Errors of Critical Strains

T T T
25 ]
5k i
S
=
o
=
m 1+ i
[}
2
= .
[5) —G—quN=40,K=10
K 0251 1
——F5 N=100, K =2
—— I
—— [VF
0'041 © T | | | \7
2 3 4 5 6 7

Figure 3: Relative errors of the critical strains (computed and predicted) for the QCE approximation against the critical strains of the QCL/QNL
approximation. The errors are computed explicitly for N = 40, K = 10 as well as for N = 100, K = 20, using the Morse potential (23) with varying
a. These two curves are very close and may be hard to distinguish. Additionally, we show the critical strain for loss of positive definiteness of
Egee(VF), which does not predict the loss of stability that the QCE experiences correctly for any parameter value.
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argue that it is insignificant (i.e., well below 10%) for moderately large « (stiff potentials). However, our point of view
is that, by a careful choice of the atomistic region one should be able to control this error, as is the case for consistent
QC approximations such as QNL. For the QCE approximation, this is impossible: the error in the critical strain is
uncontrolled.

Conclusion

We propose sharp stability analysis as a theoretical criterion for evaluating the predictive capability of atomistic-
to-continuum coupling methods. Our results show that a sharp stability analysis is as important as a sharp truncation
error (consistency) analysis for the evaluation of atomistic-to-continuum coupling methods, and provides a new means
to distinguish the relative merits of the various methods. Our results also provide an approach to establish a theoretical
basis for the conclusions of the benchmark numerical tests reported in (Miller and Tadmor, 2009), in particular for
the poor performance of the QCE approximation in predicting the movement of a dipole of Lomer dislocations under
applied shear.

Of course, the simple one-dimensional situation that we have considered here cannot nearly capture the complexity
of atomistic-to-continuum coupling methods in 2D/3D. Even the much simpler question of whether QCL (the Cauchy-
Born continuum model without coupling) can correctly predict bifurcation points becomes much more difficult since
it is possible, in general, that the stability region for the Cauchy—Born model is much larger than that for atomistic
model (E and Ming, 2007). However, in many interesting situations this effect does not occur (Hudson and Ortner),
and it is an interesting question to characterize these. Concerning the stability of the coupling mechanism, no rigorous
results are available in 2D/3D. Until such an analysis is available, we propose that careful numerical experiments
should be performed, which experimentally investigate the stability properties of atomistic-to-continuum coupling
methods.
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Appendix A. Representations of &’ and &

qce qce

Our aim in this section is to derive useful representations for the first and second variations &..(y) and & (y) of
the QCE energy functional. For notational convenience, we will only write out terms in the right half of the domain
{—N +1,..., N}, indicating the remaining terms (which can be obtained from symmetry considerations) by dots. For

example, we write

N K-1 N
Eqe) = 48 SO +E Y UL+ FE Y. B2
=0 =0 (=K+2

+ %‘b(y’l( +y’l(+l) + %¢(y;(+l + y,l<+2) + %‘f’(z)"zm)
The first variation is a linear form on U, given by
N K-1
EieeUl = ...+ 8 )" FODU +2 ) ¢ 0L+ Yy)aty + )
=0 =0
+ §¢/(y/l( + y/KH)(u/K + u;ﬂl) + §¢l(y}{+1 + le+2)(u/K+1 + u}<+2)

N
5 Q) QU ) + e D ¢ Ry,

(=K+2
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Collecting terms related to element strains u}, we obtain

K-1
EreeOMl = ...+ 8 Y GO + ¢ Oy +3) + 8O + Yy
=0
+&{¢' k) + ' kg + k) + 38 Ok + YDtk
+8{d Okar) + 30 Ok + Viep) + 38" Okt + Viern) + ' Qs Nty (A1)
+ 8{¢’(y}<+2 + %qj/(yllﬂ—l + y’K+2) + 2¢’(2y’1<+2)}u’1<+2
N
+e PO + 20/ ).
{=K+3

Similarly, the second variation can be written in the form

N K-1
Ere O ul = ... +8 > ¢"ODGR +2 D" ¢ 0 + ¥t + 1, P
=0 =0

2 3 2
+ 56" Ok + Yir i + eI+ 508" Ok + Vo)l y + Ul (A2)
N
2 2
50" QP e D 6" @Il
(=K+2

Using (8) to replace all second-neighbour terms in (A.2), we obtain the alternative representation

K-1
Eleluul = ...+ & 3 [¢7(7) + 20" (v, +¥)) + 28" () + 37 )l P (A3)
=0

+&l¢” (Vi) + 20" iy + i) + 8" Ok + Vi) il
+ (" Vi) + 0" Ok + Vie1) + 8" Oyt + Viia) + 28”7 i, Dl *

+e[¢! Okan) + 8 Olar +Vin) + 467 Q)i ol
N
+e D [970)) +4¢” QDIP
(=K+3
K-1

3 2 1.3 2 2
=& D00+ P = 310" O+ Vi DEE + 67 Ol + Vel P)-
=0

While somewhat unwieldy at first glance, this representation is particularly useful for the stability analysis in Section
5.

Appendix B. Proof of Lemma 5

In this section, we complete the proof of Lemma 5 which was merely hinted at in the main text of Section 5.
Recall that $qce 7 = yr + 018 where g is given by (13), and recall, moreover, that .. solves the linear system

P Paee.r = YF) s u') = ¢3p(8" u') = =E (VF)u] forall u e U. (B.1)

Our strategy is to prove that $qc. r has a residual of order 0(6% +810,) and that 821/ce(che, F) is an isomorphism between

suitable function spaces. We will then apply a quantitative inverse function theorem to prove the existence of a solution
Yace,r Of the QCE criticality condition (11) which is “close” to Jqc r. Before we embark on this analysis, we make
several comments and introduce some notation that will be helpful later on.

To ensure that &y is sufficiently differentiable in a neighbourhood of e r we only need to assume that F* > 0
and that ¢, is sufficiently small, e.g., 6; < F. In that case, g is three times differentiable at y for any y € Y such
that Iy = $fe elles < 561
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U

We will interpret & as a nonlinear operator from U L to U~1> which are, respectively, the spaces U and U*
endowed with the Sobolev-type norms,

llullgpre = |||~ forue U, and ||T|lg-1~= sup T[v] forT € U".
vel
Wl =1

1’

Consequently, for y € Y, Eee(y) can be understood as a linear operator from U™ to U™,
Our justification for defining yqce r as we did in (B.1) is the bound

at,qlce(yF)[u7 V] - ¢Z~<M’, V’)
where ¢; = 5, which follows from (15). We can formulate this bound equivalently as

1E4ce OVF) — $rLillans, w1y < Pre16a, (B.3)

< greiballdles 'l forallu,v € U, (B.2)

where L; : U — U" is given by
Li)v] = @',V for all u,v € U.

We also remark that L; : U — U~ is an isomorphism, uniformly bounded in N, more precisely,
L oo, apney < 2. (B.4)

This result follows, for example, as a special case of (Ortner and Siili, 2008, Eq. (36)) or (Dobson et al., 2010b, Eq.
(5.2)), and is also contained in (Dobson et al., 2010a).
We are now ready to estimate the residual of Jqce r. Expanding & (Jce,r) to first order gives

1
Efee Pgee. IVl = {Eee OVF)V] + 6183 (VF)IE, VI} + 61 f {E4eeOF +1618)[8,v] = E (PG, v1} dt. (B.5)
0
We will estimate the two groups on the right-hand side of (B.5) separately. Using (12) and (B.2), we obtain

e ORIV + 6180 VP8 V]| = 61| = ¢74&" V') + Elree PR V]|
(ﬁ%6‘15152”§’”[§°||V,||€‘1g forallve U.

(B.6)

IA

To estimate the second group in (B.5) we simply use the regularity of the interaction potential (we assumed that
¢ € C3(0, +0)) and Holder’s inequality to obtain

AN A A Arn2
|82{ce(yF +1618)[8,v] = E p)I8, V]| < gieatsilIg 71V Nl (B.7)
where (¢7.c2) is a local Lipschitz constant for ¢, that is, there exists a universal constant &, such that

max(|¢”’ (F + r)l, |¢" 2(F + r)l)

¢y = Cp sup —
1
Iri<3 61 F

In particular, if 9, is sufficiently small then we may assume that

max(|¢7’, 14571)
7’ :
F

Cy) = 26‘2

Inserting (B.7) and (B.6) into (B.5), and using the fact that ||g’||;~ = %, we obtain the U~ 1*-residual estimate

. | |2
164ce Pace. Fllg-10 < @1 (5€16102 + g€267).

Next, we estimate ||8§l’ce()A)qcej:)‘1 l(zs-1, ¢1=y. Using (B.3) and a similar argument as for (B.7) gives

A

1E4ce Face.r) = B Lillans, 1) < 1EceFace.r) = Egee ORI, w1y + 1€ OF) = @rLillpian =, a1

PR (3201 + €162).

IA
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Moreover, from (B.4), we deduce that

2
-1
||(¢;;Ll) ||L((L{*].ooq UL) < —.
F

A standard result of operator theory states that if X, Y are Banach spaces and 7,S : X — Y are bounded linear
operators with T being invertible and satisfying ||S — T|| < 1/||T~"||, then S is invertible and

T—l
=TS = 771l

In our case, setting T = ¢}/L; and S = Sgce(j}qu,F)’ this translates to

2
¢1(1 = 1ed) - c162)’

o -1
||8(;’ce(che,F) “L((L(’I-‘”, UL>) <
provided that the denominator is positive. Thus, for ¢, 9, sufficiently small, we obtain the bound

N -1
Ila(’]’(;e(.che,F) “L(‘L("«‘”, U'=) < -
F
We now apply the following version of the inverse function theorem.

Lemma 7. Let X, Y be Banach spaces, U an open subset of X, and let F : U — Y be Fréchet differentiable. Suppose
that xy € U satisfies the conditions

IFo)lly <7 IIF'(x0) ey S o'y Bx(xo,2n01) € U,
IF'(x1) = F'(e)llxyy) < Lilxy = xallx  for llxj — xollx < 2907, and 2Lo <1,
then there exists x € X such that F(x) = 0 and ||x — xolly < 2no~'. Proof. The result follows, for example, by

applying Theorem 2.1 in (Ortner, 2009) with the choices R = 2770"1, w(xp,R) = LR and @(xy,R) = %LRZ. Similar
results can be obtained by tracking the constants in most proofs of the inverse function theorem, and assuming local
Lipschitz continuity of F’. (]

For our purposes, we set X = U™, Y = U, F(u) = E(geer + u), and xo = 0. Assuming that 6,6, are
sufficiently small, our previous analysis gives the residual and stability estimates

n=¢}(3c1610, + 1¢267) and o = 147,

and, in particular,
2770'_1 =4c1610, + 6‘2(5%.

To ensure that By.~(0,2n0~!) remains within the region of differentiability of F, that is, to ensure that (Jgce r +
u), > 0 for [[u' ||~ < 2170"1, it is clearly enough to assume that §; and 9, are sufficiently small.

A modification of (B.7) then allows the choice L = 2¢/.c; for the local Lipschitz constant.

Thus, the condition ensuring the existence of a solution ygce,r of (11) becomes

ALo = 64¢1¢2616, + 166367 < 1,

which is satisfied, once again, if we assume that 6; and §, are sufficiently small. An application of Lemma 7 concludes
the proof of Lemma 5.
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