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Abstract. Numerical error caused by “ghost forces” in a quasicontinuum method is
studied in the context of dynamic problems. The error in the discrete W norm is an-
alyzed for the time scale O(¢) and the time scale O(1) with e being the lattice spacing.
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1 Introduction

The present paper is concerned with the error caused by ghost forces in quasicontinuum
(QC) type of multiscale coupling methods for crystalline solids. In these methods, one
reduces the degrees of freedom of an atomic level description by replacing part of the
system with continuum mechanics models [2,15,25,38,39]. Such integrated methods have
been very useful in studying mechanical properties of solids. It allows one to simulate a
relatively large system while still able to keep the atomistic description around the critical
areas, such as crack tips and dislocation cores. These methods have also drawn much
attention from numerical analysts. We refer to [6,7,11,12,21,27,30,36] and references
therein for a list of representative works. Nevertheless, many challenges in the analysis of
these methods still remain. Examples include full three-dimensional problems, systems
with line or wall defects, and problems with bifurcation. We refer to [22,31] for a review
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of the recent progress in this area. A critical issue that arises in the numerical analysis
is ghost forces, which is the non-zero forces on the atoms near the atomistic/continuum
interface at an equilibrium state [38]. For statics problems, the removal of ghost forces is
anecessary ingredient to achieve uniform accuracy [11,30]. For one-dimensional models,
the influence of ghost forces has been explicitly characterized in [6,26,27]. They found
that the ghost force induces a negligible error on the solution, which is usually as small
as the lattice spacing. But it may lead to an O(1) error on the gradient of the solution at
the interface, which decays to O(e) at distance O(¢|lné¢|) from the interface with ¢ being
the lattice spacing. The influence of the ghost force for a two-dimensional model and a
three-dimensional model with a planar interface has recently been studied in [4,5]. It was
found that the ghost forces still lead to an O(¢) error on the solution, while the gradient of
the error is O(1), which decays from the interface to O(¢) over a distance at most O(v/e).
The decay rates seem to be much smaller than that of the one-dimensional problems.

The QC method can be extended to dynamic problems using the coarse-grained en-
ergy and the Hamilton’s principle [33,37]. The dynamic QC method couples an elastody-
namics model with a molecular dynamics model. Many dynamic coupling methods with
similar goals have recently been developed, see [1,2,8-10,17, 18, 20, 32, 35,40, 41, 43-45].
However, very little has been done to study the stability and accuracy of these methods.
Most numerical studies have been focused on the artificial reflections at the interface. The
reflection is caused by the drastic change in the dispersion relation across the interface,
which is often due to the difference between the mesh size in the continuum region and
the lattice spacing in the molecular dynamics model. The reflection can be studied by
considering an incident wave packet traveling toward the interface and examine the am-
plitude of the reflected waves [8,19]. The issue of ghost forces for the dynamic problems,
however, has not yet been addressed.

The purpose of this paper is to study the effect of ghost forces in the context of dynamic
problems. To focus primarily on the issue of ghost forces, we consider the dynamic models
in [33,37] derived from the original QC method when the mesh size coincides with the
lattice spacing. In addition, the initial displacement is given by a uniform deformation.
This allows us to compute the error caused only by the ghost forces. The error will be
studied in the discrete W' ®-norm as done for static problems [4,6,26,27]. The maximum
norm for the gradient of the error is particularly suited for the ghost force issue because it
controls the pointwise accuracy, while the error measured in the discrete W* norm or in
the discrete L” norm with 1 < p <o is often insufficient because it cannot fully reflect the
local oscillatory nature of the ghost force. From a practical viewpoint, the discrete gradi-
ent measures the relative atomic displacement. Therefore, a pointwise measure is more
indicative of the local lattice distortion and it is extremely useful for understanding how
the error influences the structures of local defects. Our study shows that the error, which
is initially zero, grows dramatically quickly, and already becomes O(1) at the O(¢) time
scale. The error exhibits fast oscillations, with amplitude of the order of e. On the O(1)
time scale, which is typically the time scale of interest, the amplitude of the oscillations
grows, and it is bounded by an O(+/¢) quantity. The average of the oscillations has a
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peak at the interface. In contrast to the static case, where the error is mainly concentrated
at the interface, the error in the dynamic case is observed in the entire domain on the time
scale O(1). These observations are quite different from those of wave reflections, and it
indicates that the effect of ghost forces is a separate numerical issue.

The proof of our results starts with an explicit representation of the error, and the
discrete Wh®-norm of the error is reduced to estimating certain exponential sums, which
is achieved by the truncated Poisson summation formula of Van der Corput [42]. Our
approach differs from the standard way for estimating the solution of the discrete dis-
persive equations as in [24,34]. The main reason is that the problem under study has an
oscillatory source term that is orthogonal to a constant, which plays a key role for ob-
taining the sharp estimate of the error as suggested in [6,27]. We do not know presently
how to adapt the arguments in [24, 34] to deal with the oscillatory term. Moreover, the
main concern in [24, 34] is the solution instead of the gradient of the solution, which is
our main concerns.

The rest of the paper is organized as follows. In Section 2 we describe the one-
dimensional atomistic model and the derivation of the QC model, and briefly demon-
strate the appearance of ghost forces. In Section 3 we show results from several numerical
tests. They provide certain insight into the evolution of the error. The next three sections
are devoted to the analysis of the error for short and long time scales. We draw some
conclusions in the last section.

2 Motivation and the formulation of the problem

As in [13], we consider the dynamic problem of a one-dimensional chain of atoms. The
interatomic interaction is assumed to be among the nearest and the next nearest neigh-
bors. Let x be the reference position of an atom, and ¥/(x,t) be the current position at time
t. The equations of motion for the atoms in the chain read as

(x,t)— Lat[7](x,£)=0, x€L,
J(x,0)=x, y(x,0)=x, 2.1)

y(x,t)—x is periodic with period 1.

Here, we have set the mass to unity, and IL = {je,j € N} N(—1/2,1/2] with ¢ being the
lattice spacing. The operator L, is defined as

Lat[z](x,1) =¢2 [KzZ(X—ZE,t) +rz(x—¢t)+rrz(x+6,t) +rz(x+2¢,1)
—2(Kk1+K2)z(x,t)]. (2.2)
Since the ghost force arises from interactions beyond nearest neighbors instead of the

nonlinearity, we consider a linear model, which may be viewed as a harmonic approxi-
mation of a fully nonlinear model. In (2.2), x; and x, are the force constants computed
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from an interatomic potential. For example, for a pairwise potential ¢, the total energy is

given by
E:;[qo(y(”fi —y<x>)+ ¢(y(x+2?_y(x)>]~

A direct calculation yields

o

a=¢"(1), rx=9¢"(2).

One commonly used potential function is the Lennard-Jones potential [16]:
p(r)=(o/1)*=(e/r)",

where ¢ is a length scale parameter. If only the nearest and the next nearest neighborhood
interactions are considered, the lattice spacing is given by

e=c/KY® with K=(1427%)/]2(1+2712)].
The force constants are

K1 =156K? — 42K ~18.886,
Ky =27°(156K?27° —42K) ~ —0.323.

Throughout this paper, we shall assume the following stability condition
K1 >0, x1+4Kx>0.

With the harmonic approximation, the total energy takes the form of

o[ (M s (20 sy ]

The dynamic model (2.1) can be derived from this energy using Hamilton’s principle. The
total energy can be written as the sum of the energy at each atom site, i.e., E=Y E(x)

" E(x):% (y(X+2€)—y(x)>2+% (y(X+€)—y<x)>2
! (y(X)—y<x—8)>2+% (y(X)—y<x—2€)>2_

In the QC method, one defines a local region where the atomistic model is approximated
by the Cauchy-Born elasticity model [3]. One also defines a nonlocal region where the
atomistic description is kept. Without loss of generality, we assume that the interface is
located at x=0 and the nonlocal region is in the domain x <0. We further assume that the
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mesh size is equal to the lattice parameter to primarily focus on the effect of ghost forces.
The Cauchy-Born approximation of the energy in the local region is given by

Foa(r) = (R v ) mde (W) )

At the interface x =0, the energy takes a mixed form:

K14+4ry (y(x4e)—y(x) >
. 14 2( : ) .

With such energy summation rule, we may write the QC approximation of L, as ch,
with L4 given below. For x < —2¢,

Loc[z](x,t) =€ 2 [i0z(x —2¢,t) +K12(x — & t) +K12(x+6,t) +1002 (X + 28, 1)
—2(k1+x2)z(x,t)],
and for x > 2¢,
Loclz)(xt)=Lc, Lep=e *(x1+410)[z(x—et) —2z(x,t)+z(x+¢,1)).

This is exactly the operator corresponding to the Cauchy-Born approximation.
At the interface, we have for x = —¢,

Loclz](x,t) =2 [KzZ(X—ZE,t) +r1z(x—et)+rrz(x+et)+ %z(x—l—Ze,t)
—(2K¢ +3K2/2)z(x,t)] ,
for x=0,
Loclz)(x,t) =2 [KzZ(X—ZE,t) +rrz(x—g,t)+ (K1 +4x2)z(x+¢,t)
— (2K +5K2)z(x,t)} ,
and for x=g¢,
Loclz)(x,t) =2 {%z(x—Ze,t) + (11 +4x2)z(x —¢,t) 4 (k1 +4K2)z(x +¢,1)
— (2K1+17x; /2)z(x,t)} )
Using the Hamilton’s principle, we write the QC model as

?(x/f)—ﬁqc[?](x,f)zol xel,
y(x,0)=x, y(x,0)=x, (2.3)
y(x,t)—x is periodic with period 1.
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We scaled the mass to be unity for simplicity. The initial and boundary conditions have
been chosen as a uniform deformation in order to identify the effect of the ghost force. We
will compute the deviation of the solution away from the equilibrium. For this purpose,
we define the error y(x,t) =y(x,t) —x, and the error satisfies

§(x0t) = Laely) (x,8) =y (x,t) — Lac[T—x](x,)

:»ch [X](X,t) Ef<x/t) (2.4)
with f given by
0 if |x|>2e,
_Ke_z if x=—¢,
x,t)= 2.5
f(xt) 2Ky i x—0, (2.5)
€
_k if x=e.
I3

The function f(x,t) is precisely the ghost force. Since it is independent of the temporal
variable, we denote it by f(x) for simplicity. Finally, we supplement the above problem
with the homogeneous initial condition and periodic boundary condition as

{y(x,O)zO and y(x,0)=0, xecL. 2.6)

y(x,t) is periodic with period 1.

3 Observations from numerical results

In this section we show several numerical results. Since the operator L4 coincides with
Lcp in the local region, and with £, in the nonlocal region, it is natural to look at mod-
els similar to (2.4), in which L is replaced by either Lcp or L, in the entire domain.
Therefore, our numerical experiments are conducted for the following three models:

e Model I: Ly is approximated by Lcg: i —Lcgly] = f-
e Model II: Ly is approximated by La: i — Lat[y] = f.
e Model III: The quasicontinuum model (2.4).

In all these models, we impose homogeneous initial condition and periodic boundary
condition (2.6).

As an example, the force constants are obtained from the Morse potential [29]. In
particular, we choose x; =4.4753 and x, = 0.4142. All the simulations are performed in
the domain x€ (—1/2,1/2], and the ODEs are integrated using the Verlet’s method. Since
all three models are Hamiltonian systems, this method is particularly suitable.
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Figure 1: The gradient of the error. Left to right: Solution computed from Model I, Il and Ill. From top to

bottom: The solutions at time £=0.01,0.05,0.2 and 1. ¢=1/2000.

First we show the solutions computed from the three models at different time step.
The results are shown in Fig. 1. For this set of numerical tests, we have chosen e=1,/2000.
We observe that the error firstly develops at the interface, and then it starts to spread
toward the local and nonlocal region for all three models. Another noticeable feature
is that the error exhibits a peak at the interface, and the peak remains for all later time.
At t =1, the error is observed in the entire domain. Our main observations here can be
summarized as following:

(1) In the presence of ghost forces, the error grows very quickly. It reaches O(1) on the
time scale O(¢);

(2) On the time scales t=0(¢) and t= (1), the solutions of all three models are qual-
itatively the same.

Next we monitor the solution for those atoms near the interface. In Fig. 2, we show
the time history for those atoms. We observe that for most of the time, the error oscillates
around certain constant values, and the constant values depend on the location of the
atom. These constant values show a peak at the interface x=0.

In Figs. 3 and 4, we show the time history of the solution at the interface for various
values of e. The observation is that the amplitude of the oscillation decrease as ¢ gets
small. However, the constant values around which the solutions oscillate do not change
as ¢ varies.
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Figure 2: The time history of the gradient of the error near the interface. Left to
Model I, Il and Ill. From top to bottom:

and x =2e.
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right: Solution computed from
The solutions near the interface: x=—-3e,x=—-2e,x=—¢,x=0,x=¢
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Figure 3: The gradient of the error. The solutions are computed from Model | with different choice of €. Left
to right: Solution computed for e=1/2000, e=1/4000 and e=1/8000. From top to bottom: The solutions
near the interface: x=—3¢, x=—2¢, x=—¢, x=0, x=¢ and x=2e¢.
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Figure 4: The gradient of the error. The solutions are computed from Model Il with different choices of €. Left
to right: Solution computed for e=1/2000, e=1/4000 and e=1/8000. From top to bottom: The solutions
near the interface: x=—3¢, x=—-2¢, x=—¢, x=0, x=¢ and x=2¢.

4 Explicit solutions for the approximating model

In view of the numerical results, we have observed that the dynamical behavior of model
I bears is similar to that of the original problem (2.4) at both the time scale O(¢) and time
scale O(1). Therefore, we will turn to this model to study the effect of ghost forces. Model
I'is convenient to analyze, particularly because it admits an explicit representation of the
solution. Recall that in Model I, we solve the following problem:

e t) = Leplyl(xt)=f(x), x€L,
y(x,0)=0, y(x,0)=0, (4.1)
y(x,t) is periodic with period 1.

Without loss of generality, we let L= (—1/2,1/2] with N atoms, and N is assumed to be
an even integer for technical simplicity. Obviously, e=1/N, and we will switch to the
notation

w(n,t)=w(—1/2+net), n=12,---,N. 4.2)
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We express the solution of (4.1) in terms of the lattice Green’s function [23], which is
defined as the solution of the ODEs:
G(n,t)—Lcp|G](n,t)=0, n=0,---,N,
G(n,0)=0, G(n,0)=4,, (4.3)
G(n,t)=G(n+N.,t).

The solution of (4.1) is given by

t N
y(n,t) :/0 (Z G(n—m,t—s)f(m)) ds,

m=1
where f is given by (2.5) under the transform (4.2). As a result, we have

% G(n—m,t)f(m)= %2 (2G(n—L,t)—G(n—L—-1,t)—G(n—L+1,t)),

where we have set L=N/2.
Using the method of separation of variables, we have the following explicit form for

the lattice Green’s function G:
2k
i (4.4)

Gn,t _E mwkt cos =

with wy being the dispersion relation given by wy = (2/¢)+/k1+4Ksin(krt/N).

Using the fact that Y_)_, f(m) =0, we write

Z

4 _
K2 Z !sin (Uk t 5)]SIHZ%COSZICWH(TZ—L)~

N
Y G(n—mt—s)f
m=1

This leads to
N—1
e 2 ) sin 2 o 2k—ﬂ(n—L).

t)=—
V)= i ST STy

Using the above expression we bound y(#,t) as follows
2J1|
il < e (4.5)

This estimate shows that the magnitude of the error y(n,t) is as small as O(¢) for all n
and all time ¢. This in turn suggests that the magnitude of the error caused by the ghost

force is small, which is consistent with that of the statics problem [4,6,27]
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A direct calculation gives the discrete gradient of the error:

Dy(n,t)= y(n-l-l,tz —y(n,t)

1 4x, N=' o 2k ko 5wyt
=—_ — 1/2—-L - -
NK1+4K2,§15m N (n+1/ )smNsm >

Clearly we may write Dy(n,t) as

1 4k, & 2k .k 5wyt
— — 1/2—L — —. 4.6
NETEwr k;)sm N (n+1/ )sin N SN (4.6)

Dy(n,t)=—

It follows from the above expression that Dy(#,t) is anti-symmetric in the sense that
Dy(n,t)=—Dy(N—n—1,t).

Therefore, we only consider the case n> L. By (4.5) we bound Dy(n,t) trivially as

4xz |
Dy(n,t)| < )
Dy(nt) <
This shows that Dy(n,t) is uniformly bounded for all n and all time ¢. In the next two
sections, we seek a refined pointwise estimate of Dy(n,t) in the case when ¢ is of the
order O(1) and O(e). The same method can be employed to obtain a refined pointwise
estimate of y(1n,t), and we leave it to the interested readers.

5 Estimate of the error over long time scale

In this section, we estimate the error for t=0(1). By (4.6), we write Dy(L,t) as

1 4y N kmo . L wyt
sin” —sin” ——.
N 2

Using the identity Y_I (sin®(k7t/N)=N/2, we write

1o
N x1+4x>

g:sinzk—n—i—l 212 Nsinzk—ncos(w t)
&7 N "No+io=" N ‘

Dy(L,t)=

Ko 1 2k, & s k7t
=— — — t). 5.1
K1 +4102 * N x1+4xo k:OSII‘l N cos(wit) ®-1)

When n # L, we use the fact that

N
2krt k7t
in—-— 1/2—L)sin— =0,
k;)sm N (n+1/ )smN
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and we write the expression of Dy(n,t) in (4.6) as

1 2K2
Dy(n,t) =
V)= N e =N

2k k
sin=—* (n+1/2— L)sin%cos(wkt),

which can be further decomposed into

N

Dy(n,t) 1_* sink—n{sin(wkt—l—zlcwn(n—l—l/Z—L))

- N K1 +4xK7 =0 N

—sin(wkt—%wn(n-l—l/Z—L))}. (5.2)

To bound Dy(n,t), we need to estimate an exponential sum as Z,If:oe( f(k)), where the
shorthand notation e(f(k)) =exp(27if(k)) is assumed. The basic tool is the truncated
form of the Poisson summation formula of Van der Corput [42]. The following form with
an explicit estimate for the remainder term can be found in [14, Lemma 7].

Theorem 5.1. (TRUNCATED POISSON) Let f and ¢ be real-valued functions satisfying the
following conditions on a closed interval [a,b]:

1. f"and ¢'(x) are continuous;
2. 0< f"(x) <Cy;

3. There are positive constants H, U, ¢o, p1, A such that U>1,0<b—a < AU and

lp(x)|<PpoH, |¢'(x)|<Pp1H/U.

Forany A,0<A <1, the equation

E gme(fm)= ¥ [ plxlef(x)—vx)dr+oR 63

a<n<b a—A<v<p+A7"

holds, where a = f'(a), = f'(b) and
R=(¢o+Ag1)H (9.42+9c0+12A+ 7 (10A " +2InA !
+4.5(1+A)*1—4.51n(1+A)+6.51n(ﬁ—a+2))).

Here 0 is a function such that [0] <1.

The assumption f” >0 can be relaxed to either f” >0 or f” <0. In the latter case, the
second condition is replaced by —Co < f”(x) <O0.
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5.1 The estimate for Dy(N/2,t)

Tobound Dy(N/2,t), we start with the representation (5.1). Using Theorem 5.1, we trans-
form the exponential sum in (5.1) to a shorter sum with a bounded remainder. To clarify
the dependance of the constant, we denote y = t\/x1 +4x;, and assume that 1 <y <N
since t=0(1) and N >2. We also denote by | p| the integer part of a real number p, and
denote its fractional part by {p}=p—|p].

Lemma 5.1. Let ¢(x)=sin?(7tx/N) and f(x) =7/ (rme)sin(7rx/N). There holds

% X /ON/24’(X)€(f(X) —vx)dx

a—1/2<v<y+1/2
+Ce(1+ey+log(y+2)), (5.4)

1
N

N
kg)fl)(k)E(f(k)) ' <

where C is independent of N,t and y.
Proof. Itis easy to write the exponential sum as follows,
N N/2
Y 9(R)e(F(K) =2 p(Re(f(K) ~p(N/2)e(f(N/2)).
k=0 k=0
With such choice of f and ¢, we have
a=0, b=N/2, a=0, B=v,
po=¢1=1, H=m, A=1, U=N/2.
Setting A=1/2 and using Theorem 5.1, we obtain
1 N2 1 N/2 R
SYWe(fR) = X [T p@e(f(x) —vadrror,
k=0 a—1/2<v<y+1/270
where
R=2m (9.42+97T’y/N—|—6—|— 71 (2042In2+3—4.5In(3/2) +6.51n('y—|—2))) .
This immediately implies that there exists a constant C such that
|6R/N| < Ce(14ey+In(y+2)).
We obtain (5.4) by combining the above two inequalities. O

Remark 5.1. The choice of A is not unique. However, it cannot be too small. Otherwise,
the remainder term blows up as A —0.

To bound the shorter sum in (5.4), we rely on the following first derivative test.
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Lemma 5.2 (First derivative test). [28, Lemma 1, p. 47] Let r(x) and 6(x) be real-valued
functions on [a,b] such that r(x) and 6'(x) are continuous. Suppose that 0'(x)/r(x) is positive
and monotonically increasing in this interval. If 0< A1 <0'(a)/r(a), then

<

b
/u r(x)e(0(x))dx|< o
Remark 5.2. If 6'(x) /r(x) is negative and monotonically decreasing on [a,b] and
0'(a)/r(a) <A1 <0,

then we obtain the same bound by taking complex conjugates. Moreover, if ' (x) /r(x) is
monotone on [a,b] and

0" (x)/r(x)|>A1>0, x€(a,b),
we obtain the same bound by combining the above two cases.

We write

N / . va)de / " pyre(Guv)ay,
)

where ¢(y) =sin’y, and G,(y) = (N/7)(ysiny—vy) for any v € N. By Lemma 5.1, it
remains to estimate the integral fo /2 @(y)e(Gy(y))dy for v=0,---,[y+1/2]. The three
casesv=0,v=1,---,|y+1/2] -1 and v= | y+1/2] will be treated separately in the fol-
lowing lemmas. We denote F,(y) =G, (y)/ ¢(y).

Lemma 5.3. There holds

/2
| ewe(Goty) dy| <2(ny) 2. 55
Proof. For any ¢ € (0,71/2) to be chosen later, we have, for any y € (0,71/2—9),
N7y siné N’y N’yé

and > ——

Foly) 2 Fo(m/2-0) = T coszé_ s

where we have used the fact that tanx > x for x € [0,77/2]. Using Lemma 5.2 with A =
N/, we obtain

/2—4
/0 p(W)e(Gow) dy| < 75

The integral over the complementary portion of the interval can be bounded as

‘/m y))dy‘ /n/2 dy <é.

/2 5 /2=6

On adding the two estimates we deduce that

/2 1
/0 ¢<y)e(Go(y))dy‘ <N—'r5+5

This is minimized by taking § = (N-y)~1/2€ (0,71/2), and we obtain (5.5). O
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The second case is more involved because F, changes sign over (0,71/2).
Lemma 5.4. If1<v <<y, then

v Gu(y))dy| < L 5.6
e —. .
/0 9(y)e(Gu(y)) y'_\/N—,y (5.6)
Proof. For 1<v <1, there exists y, € (0,71/2) such that F,(y,) =0 with cosy, =v/7. For
any 7 € (0,min(y,,7/2—y,)) that will be chosen later, we write

/On/zfp(y)e(Gu(y)) dy= ( /0 A /y Wﬂ) 9(v)e(Gy(y)) dy.

yu+1 v—1

We deal with the three integrals separately.
Using Lemma 5.2 with Ay =|F,(y, —17)|, we obtain

/Oyv—W(P(y)e(Gv(y))dy‘ < 1

7| F, (yo—1)|”

and

_ N7y cos(yy—n)—cosy, 2N sin(y, —1/2)sin(1/2)
T sin®(y, =) & sin® (i, —17)

S 2N sin(7/2) o 2N7y ,

~— 7w siny, ~ 7m?siny,

|E,(yv—17)|

where we have used Jordan’s inequality
2
sinx > —%, X€E [0,7t/2]. (5.7)

This gives
7Tsiny,

/()yl/_”qv(y)e(Gu(y))dy‘ <Ny

Using Lemma 5.2 again with A; = |F,(y, +7)|, we have, for the second integral,

1
7| Fy (yo+17)|

/2
/ qo(y)E(Gv(y))dy‘ <
Yut1n

Furthermore,
N7 cosyy —cos(yv+17)
E(yv+1)|=—
Fo(yw ) =— sin? (y,+1)
_ 2Ny sin(yy+1/2)sin(1/2)
T Sin2<yv+17)
N 2Ny sin(y,+1/2)
= 2 02
e sin®(y,+7)
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This leads to

/2 . sin®(y,+1)
/yﬁﬂq)(y)e(Gv(y))dy' = 2Ny sin(y,+1/2)

If y, €(0,71/4], we would require that € (0,y, ). We will have, sin(y, +#) <sin2y, <2siny,
and siny, <sin(y,+1/2) since y, <y, +1/2<2y, <7 /2. The bound for the above integral
is changed to

/2 27tsiny,
e(Gu(y))dy| < Tomdr,
/qu@) (Gu(v)) y‘ Ny

We estimate the remaining integral trivially:

Yoty
/M qv(y)E(Gv(y))dy‘ <2.

Summing up all the above estimates, we obtain

S5msiny,

/On/zqv(y)E(Gv(y))dy'S Ny 2

Taking 7 = (N7)~'/2siny,, which is less than y,, we obtain

__5m  2siny, _57/2+V2 _.3n
- 2y/Ny Ny~ /Ny VNv’
On the other hand, if y, € (w/4,71/2], we would require that # € (0,71/2—y,). We will

have siny, <sin(y, +1/2) since y, <y, +1/2<y,+n < 7/2, and sin*(y, +71) <1<2sin’y,
since sin®y, >1/2. We bound the second integral as

/()n/zfp(y)E(Gv(y))dy‘

/2 nsinyy
e(Gu(y))dy| < =00,
/qu(y) (Gu(v)) y'_ N

This yields

37tsiny,

/On/zqv(y)E(Gv(y))dy'S Ny 20

—-1/2

In this case, we can choose 7= (Nv) provided that

n<m/2—y,. (5.8)
This immediately implies that

/2 3
/0 ¢<y)e(Gv<y))dy' <o

Such choice of 7 is feasible since v >1> /7 /N, which yields v > 77, or equivalently,
1 < cosyy, =sin(m/2—y,) <m/2—y,. This directly gives (5.8). Finally we get (5.6). O
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Next we consider the endpoint case v=|y+1/2].
Lemma 5.5. Let v=|y+1/2]. Ifv>"y, then

7'[/2 4
/0 ¢(y)e(Gv(y)) dy‘ SV (5.9)
If v<-y, then
/2 37
/0 P(y)e(Gu(y))dy| < N (5.10)

Proof. If v > vy, then there exists a stationary point v, of F,(y) with cosy, =v/y—
\/(v/7)?—1. Because F,(y) is monotonically increasing over (0,y,) and monotonically
decreasing over (y,,7/2), we get min,c (g /2)|Fv(y)| > |Fu(yv)|- To each of the two in-
tervals we apply Lemma 5.2 with A = |F,(yy)|. On adding these estimates we deduce
that

/2
e(G dy| < ———, 5.11
/0 9(y)e(Gu(y)) y' S TROR] (5.11)
which yields (5.9) by using
_Ny 2/00_1) >N
Rl =5t (v/ryfini1) 2 5
When v=|vy+1/2] <+, we invoke the estimate (5.6) to get (5.10). O

Summing up the above estimates for the shorter sum, we obtain the estimate for the
exponential sum in (5.4).

Lemma 5.6. There holds

N
Y ¢p(ke(f(K))
k=0

1

N <C (e(1+w+log(7+2))+\/§(1+7)>, (5.12)
where C is independent of N,t and y.

Proof. Denote vo=|vy+1/2]. If vp> 1, then

Vo 7'[/2

T v—1 .7
Z/O /Zqo(y)e(Gv(y))dy:/O fp(y)e(Go(y))dy+Z/o /qu(y)e(Gv(y))dy

v=0 v=1

+ /0 n/zqv(y)e(GvO(y))dy-

Using the estimates (5.5), (5.6), and (5.9), we bound the above sum as

Vo

V;O /Omfp(y)e(Gv(y)) dy

1/071
<2(N7) 2431 Y (Ny) V2 4+4(Ny) !
v=1

<t (Ny) 23y +1)+4(Ny) ™" (5.13)
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If vy <y, then we have vp= |y | and

Vo

Zfon/zqv(y)E(Gu(y))dy:/O

v=0

n/zqv(y)E(Go(y))der Zol /On/zqv(y)e(Gv(y))dy-

Proceeding along the same line that leads to (5.13), we obtain

Vo w/2
Y [ ewe(Guy) dy| <2(Ny) 2 437(y/N) 2, (5.14)
v=0
Combining the estimates (5.13), (5.14) and (5.4), we obtain (5.12). O

Substituting the estimates (5.12) and (5.4) into (5.1), we obtain the pointwise estimate
for D(N/2,t) as follows.

Theorem 5.2. If t=0O(1) and n=N/2 or N/2—1, then

K2
K1+4K2 | T

D N
y(n,t)+ T

ﬁ(e[1+s’y+log(’r+2)]+\/g(l-l-’y)), (5.15)

where C is independent of N,t and .

The above estimate means that Dy(n,t) is in the O(/¢) —neighborhood of —#x, / (k1 +
4xy) whenn=N/2orn=N/2—1.

5.2 The estimate for Dy(n,t) with n#L
By (5.2), we need to estimate two exponential sums Y3 ¢ (k)e(f(k)) with

1/2—-L
$(x) :sin%, f(x)= lsin%—l—%x,

and +1/2—1
L TX Yy Tx n -
¢(x)=sin N f(x)= oSN — .
In what follows we only give the full details for estimating of the first exponential sum,
and the same proof works for the second exponential sum. Denote by o=(n+1/2—L)/N,
proceeding along the same line that leads to (5.4) and choosing A=max(1/2,1—{y+0}),
we get

1| N o Lrtel+1 7y
| LoWe k) |<| 2 L [ ewe(Guw)dy
k=0 v=0
+Ce(14+ey+log(v+2)), (5.16)

where C is independent of N, t and «y. Here ¢(y) =siny and G, (y) = (N /) (ysiny+oy—
vy).
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Lemma 5.7. There holds

t/
/0 2¢<y)€(Go<y))dy' <min <2(N7)‘”2,n+1/%)- (5.17)

Proof. 1f 2(Ny)~1/2 < 1/(n+1/2—L), then we proceed in the same way that leads to
Lemma 5.3 to obtain

/On/2¢(y)€(Go(y)) dy' gz(N,y)fl/z‘

Otherwise, using Lemma 5.2 with A= (n+1/2—L)/ 7t, we obtain

/2 1
/0 qv(y)E(Go(y))dy' S VR

The combination of the above two inequalities gives (5.17). O

Lemma 5.8. Let v=|vy+o0|+1, then

/2
/ qo(y)e(cv(y))dy‘ <4(N7) 7 (5.18)

Proof. The function F, has a stationary point y, that satisfies cosy, =v/(v—o¢). In this
case, applying the first derivative test directly to the integral may yield a bound of the
form 1/(Nsiny, ), which is undesirable since v, can be very close to zero when v is close
to v+ 0. Instead, for any d € (0,77/2) to be determined later on, we have

) 52

6
< = —.
qv(y)dy_/o ydy=-

5
/0 9(y)e(Gu(y)) dy' S/O
If y, <6, then we use Lemma 5.2 with Ay =|F,(9)]|. This gives

/2 1
/5 qv(y)E(Gv(y))dy' S TEGT

If y, > 6, then we proceed along the same line that leads to (5.11) to get

[y s ——2 2
e - = .
s PN = g o B )] IE ()]

A direct calculation gives

N 1—cosy,cosé _ N 1—cosd
= (v—0)——— > (y—

£, ()] n(v 0 siné _n(v 0 siné
N 0 _N(v—o)
= — — - > ~7
7r<v Q)taDZ_ 27 o
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and for y, >4,

2N(v=g), 2N(v=0); (5.19)

N .
|FV(VV)|:E(V_Q)SIH.‘/1/2 2 72

Combining the above four inequalities, we obtain, for any é € (0,77/2),

/2 1 2 T
/ ¢<y)€(Gv<y))dV' = max <nva(5)!’7r!Fv(yv)!) = Nv—o)0

Summing up, we have

/2 avl < 52 T
/0 P(y)e(Gu(y)) J/'_j+m~
Taking 6 =7t'/3(N(v—0))~3€(0,71/2), we get
/2 3 B B
[ ote(Gw)ay| <3PPI <aNE -9, 620
which yields (5.18) by using the fact thatv—o0>y+0—0="1. O

Proceeding in the same way thatled to (5.10), we obtain a parallel result of Lemma 5.4.
The proof is postponed to the appendix.

Lemma5.9. If 1<v<|vy+o], then

/2 37
/0 9(y)e(Gy(y))dy S\/N_Tinyv' (5.21)

The estimate for the endpoint case v= | y+0¢] is essentially the same with the argu-
ment that leads to (5.21). However, the root y, varies with the magnitude of the fractional
part of y+o. Therefore, a more careful treatment is required to obtain a bound that is in-
dependent of the magnitude of {y+0}. The proof is also postponed to the appendix.

Lemma 5.10. Ifv=|vy+o], then

/2
/0 qv(y)E(Gv(y))dy‘ <4m(Ny) 12 (5.22)

Combining these lemmas, we have the following estimate.

Theorem 5.3. If t=0(1), and n#N/2,N/2—1, then

Dyn ] <c 2 <\@(1+v)+8(1+w+log(7+2))>, 629

where C is independent of N,t and .
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Proof. Summing up the above three lemmas, we obtain

[y+el+1 .7/2
/0 9(y)e(Gy(y))dy
=0
- [y+e]-1| .n/2 12 23
<N V2 Y | [ pwe(Gul)dy| +an(nig) 2
v=1
_1/2L'Y+QJ_1 -1/2 -2/3
<371(Nv) V; sinyy—l—STt(N'y) +4(Ny) /",

A direct calculation gives

lrtel-1 4 lr+e]-1 1

L oan L& VI-(v—0?2/7
[v+e] 1

[v+ol-1 .

< Z /+1 ! dx:/ dx
=1 v 1= (x—0)%/9? 1 V1=(x—0)*/7?
Y+o 1

< dx=n.

—/@ N e R

Combining the above two inequalities, we obtain

L7+9J+1/n/2

¢(y)e(Gu(y))dy| <5m(Ny) 2(149)+4(Ny) >3 (5.24)

v=0 0
It remains to estimate the integral fon/ 29(y)e(Gy(y)) dy with

¢(y)=siny and G,(y)=(N/m)(ysiny—qy—vy).

We choose A =1/2. The remainder is still bounded by O (¢(1+¢ey+log(y+2))). Obvi-
ously, there holds —g—A > —1 since |¢|<1/2. It now remains to estimate the shorter sum
withv=0,---,| y—0+1/2]. We deal with the cases whenv=|y—o|+1,v=|7—0] and
v=0,---,| v—0]|—1 exactly the same with those of Lemmas 5.8, 5.10 and 5.9, respectively.
This results in

Ly—el+1 /2
Y [ ewe(Gu)dy| <5m(NY)VA(14+9) +4(N) 2,

v=0 0

which together with (5.24) gives the final estimate (5.23). O
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6 Estimate the error over short time

In this section, we estimate the solution over a shorter time interval t = O(¢). This is mo-
tivated by the previous observation that the error already develops to finite magnitude
within this short time scale.

Lemma 6.1. Ift=0(¢) and n#N/2,N/2—1, then

|2
Dy(n,t)| <
\ y(n/)\_CK1+4K2

(\n+1/2—N/2\—2/3+52/3). 6.1)

where C is independent of N and t.
The proof of this lemma is essentially the same with that of Theorem 5.3.

Proof. Asto f(x)="/(rme)sin(rrx/N)+ox, we have a=¢ and p=7+0. We choose A=1/2,
and the remainder term is bounded by O (e+log(y+2)e)=0(¢). There are only two terms
in the shorter sum (5.3), i.e., v=0 and v=1, since t=O(¢). When v =0, using Lemma 5.2
when A= (n+1/2—L)/m, we obtain

/2 1
/0 qo(y)E(Go(y))dy‘ <AL

Using (5.20) when v =1, we obtain

/on/zq"(V)e(Gl ) dy‘ <4[N—(n+1/2-1)] >3 <8N 22,

As to f(x) =/ (me)sin(rtx/N)—ox, we still take A =1/2, and the remainder is still
bounded by O(e). There is only one term in the shorter sum, i.e., v=0. Proceeding along
the same line that leads to (5.20), we get, for any é € (0,71/2),

/2 52 T
/o @(y)E(Go(y))dy‘§5+m,

which is minimized by taking = 7'/3(n+1/2—L)~1/3€ (0,7t/2). This gives

/2
/0 €0<y)€(Go(y))dy‘§4(n+1/2—L)2/3.

Summing up the above estimates, we get (6.1). O

We use Euler-MacLaurin formula instead of the truncated Poisson summation for-
mula to bound Dy(N/2,t), because this approach gives a more explicit bound for the
remainder. The starting point is the following first-derivative form of Euler-MacLaurin
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formula. For any real valued function f(x) in [4,b] with continuous first derivative, we
have

/;ﬂx)dx:bz;N“(f( )+ f(b) +— Zf( +k_)
_ b;{a ub ((xb—_aZN B {(xb—_aZNJ —%)f’(x)dx. 62)

Starting with (5.1), and applying Euler-MacLaurin formula (6.2) to

f(x)=sin?xcos|[(27/¢)sinx]

with =0 and b =71, we obtain

1Y Lk n 1 [7(/Nx |Nx| 1Y\,
Nk;)sm Wcos(wkt)—][of(x)dx—l-ﬁ/o (7— {7J —§>f (x)dx.
The remainder can be directly bounded as
Nx Nx 1\
b G5 )2

The integral fo x)dx can be calculated as follows.
n /2 2y o 5
][Of(x)dx: . f(x)dx:][ sin?x E ( ) S M xdx

) 2
(-1)" 2—7 ! n/ sin?" 2 xdx
) € (2m)!J) o

L2\ 1 2m+1)!
(1) (?) 2m)! (2mt2)

e 1 2m+1
—ym (L S
0< ) (e) (m!)2 2m+2

7T

3
I

I
ngk

0

3
I

Il
gk

3
Il

This implies the following estimate for Dy(N/2,t) when t=O(¢).
Lemma 6.2. If t=0(¢) and n=N/2 orn=N/2—1, then

o]

Dy(nt)~ E(—1)m(1>2’“( 1 2m+1

Py . l)2 2m 2 <27 (e+y). (6.3)

The above estimate means that Dy(N/2,t) is in an O(g) —neighborhood of a constant
that depends on the ratio t/e.

Remark 6.1. We cannot directly use the above approach to estimate Dy(n,t) because an
undesirable term O(n/N) may appear in the bound.
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7 Discussion

The issue of ghost forces frequently arises from multiscale coupling methods in both
static and dynamic problems. As a first step to understand this critical issue in dynamic
problems, we have considered the original quasicontinuum method applied to a one-
dimensional atom chain model. Based on numerical simulations and direct analysis, we
show that the error caused by ghost forces develops rather quickly. On the O(1) time
scale, the error is observed in the entire domain, and the gradient of the error is O(1) at
the atomistic/continuum interface. Therefore, the effect of ghost forces is more significant
than that of the static case. Our study also suggests that the issue of the ghost force may
even be more severe than the artificial reflections at the atomistic/continuum interface.
The order of the error obtained from this analysis has been confirmed by numerical tests,
shown in Fig. 5, and seems to be sharp. In the analysis, we have considered a surrogate
model that is an approximation to the quasicontinuum model. The surrogate model is
more amenable to analysis, and it correctly predicts the short time and the long time
behavior of the error caused by ghost forces of the original model. The analysis of the
original dynamic QC model would require a different method, and it will be pursued in
our future works.

= =047x-17
y=049x-18 y=050%-1.7 y

In(IDy(n.H)
In(IDy(n.0))

In(|Dy(n, t) + 5%

P S S R ; e ; P U SR
w4 82 & 18 6 4 2 7 8 B4 82 8 18 8 74 72 7 48 B4 82 8 78 6 4 a2 1 48
In(e) In(e) In(g)

Figure 5: The maximum of the gradient of the error over O(1) time scale. Left to right: n=L—3, n=L—2
and n=L—1. The linear fitting is based on results obtained from the cases e=1,/1000,1/2000,1/3000,1 /4000,
and 1/5000, on a log-log scale. In all the three cases, the rate is close to one half.
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A Proof of Lemma 5.9

The proof of this lemma is essentially the same with that of Lemma 5.4.

Proof. For 1<v <1, there exists y, € (0,7/2) such that F,(y,) =0 with cosy, = (v—0) /7.
For any # € (0,min(y,,7w/2—1y,)) that will be chosen later, we write

/2 Yv—1] /2 Yvtn
/0 o(y)e(Gu(y))dy= </0 ot )fp(y)E(Gv<y))dy-

Using Lemma 5.2 with Ay =|F,(y, —7)|, we obtain

Yv—1 1
G dy| < ————,
/0 ¢(y)e(Gu(v)) y‘—n!ﬂ(yv—n)!
and
~ Ny cos(yy—1)—cosy, 2N+ sin(y,—n/2)sin(n/2)
By =1)| = — —— = (7 —
s sin(y, —17) s sin(y, —1n)
2Nvy . 2Nvy
> - sin(n/2) > -

where we have used Jordan’s inequality (5.7) in the last step. This gives

Yv=1] T
/0 qo(y)E(Gv(y))dy‘ < 3Ny

Using Lemma 5.2 again with A = |F,(y, +7)|, we have

[ eweGum)ay| < -

e < .
N ]
Furthermore,

N7y cosy, —cos(y,+1) 2Ny sin(y,+1/2)sin(1/2)
\Fo (o +1)|=— ; = :
T sin(y, +7) T sin(y,+7)
< 2Nyn sin(yy +17/2)
— 2 sin(yy+7y)
which yields

n/2 rtsin(yy, +1)
Gy(y))dy| < - .
/Wq)(y)e( W) dy 2N7yysin(yy+17/2)
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If y, €(0,7t/4], we would require that 7€ (0,1, ). We will have, sin(y, +7) <sin2y, <2siny,,
and siny, <sin(y,+1/2) since y, <y, +1/2<2y, <7/2. The bound for the above integral
is simplified to

7T

/2
/WﬂcP(y)e(Gu(y)) dy‘ S

A trivial bound for the remaining integral yields

/quv(y)e(Gv(y))dy‘ <2y.
Yv—1

Summing up all the above estimates, we obtain

/m ()e(Gu(y))d ‘<3—”+2 (A1)
) PWe(Guy)dy| <57 2. -

Taking 7 = (N7)~'/2siny,, which is less than y,, we obtain

/2 37 2siny, 37
G dy| < < .
/0 ?(v)e(G.(v) y‘ ~ 2y/Nysiny, * V/Nvy = /Nvysiny,
Now, if y, € (7t /4,7/2], we would require that 7€ (0,77/2—y, ). We will have sin(y, +71) >
siny, since y, <y, +1/2<y,+n <7 /2, and sin(y, +7) <1<+/2siny, since siny, >1/+/2.
We bound the second integral as

/2 \/571,'
e(Gu(y))dy| < —,
/Wﬂqv(y) (Gu(v)) y‘ N
This yields
n/2 (1+v2)m
<— .
/0 qv(y)E(Gv(y))dy'_ Ny 20
In this case, we might choose 7= 1 (Nv)~1/2 provided that
n<m/2—yy. (A.2)

With such choice of 1, we have

/n/zqv(y)e(Gv(y))dy‘ <
0 ~ V/Nvy

This choice of 7 is feasible since

v—0>1/2>(1/2)y/7/N=nn,

which yields 17 < cosy, <7 /2—y,, this gives (A.2) and completes the proof. O
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B Proof of Lemma 5.10
Proof. There exists v, € (0,71/2) such that F,(y,) =0, and

v—eo_r—{rte}

cosyy = Y
Using the elementary inequality
2
1= ccosx<1-2, xelo,n/2), (B.1)
T T
we obtain
Tyt LY+
rirter o, o Jmotel (B2)
2 7 7

Proceeding along the same line that leads to (A.1), we get for any r7 € (0,v,),

We take 7 = (N+) /2, which yields

/2
/0 ¢<y)e(Gu(y))dy‘§\/N_7§Tv.

If {y+o} satisfies
{rreb 2 12
v TN
then using the left hand side of (B.2), we obtain 1 € (0,y, ).
On the other hand, if

+ 2 _

{r+e} <Z(N9) /2
0% s

then letting 6 =2(Nv) /4, we have

2 —
{’y-l—Q}S(S_Sl cosé/ (B3)
0% 27 2
where we have used the right hand side inequality of (B.1). It follows from the above
inequality and the right hand side of (B.2) that y, <§/+/2 < §. Using Lemma 5.2 again

with Ay =|F, ()|, we get

1

/;/qu(y)E(Gv(y))dy <SRG
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We estimate the contribution of the complementary portion of the integral trivially:

/05¢(y)6(Gv(y))dy' S/O(Sydy=%2~

On adding the above estimates we deduce that

T2 &2 1
[ ewe(Gutm)ay| < Gl

A direct calculation gives

_ Nycosyy—cosé _ Nyl—cosd—{vy+o}/v
o siné 0w sind '

[F,(9)]
Using (B.3), we obtain

Nyl—cosé Ny 6 _ Nvyé
F(0)]>=— =— .
IF(9)1= 27t sind 2 N2 4

This gives
2

n/2 ) 4 _ _ _
[ oe(G ) dy| <5 s =2(N) 22N <al)

Finally, we have

/2
/n qo(y)E(Gv(y))dy‘ <max(47(N7) =1/ 4(N7)~1/2) =4m(Ny) =2,
0
The proof is complete. U
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