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CONVERGENCE OF A FAST EXPLICIT OPERATOR
SPLITTING METHOD FOR THE EPITAXIAL GROWTH MODEL
WITH SLOPE SELECTION*

XIAO LIf, ZHONGHUA QIAOf, AND HUI ZHANGS

Abstract. A fast explicit operator splitting method for the epitaxial growth model with slope
selection has been presented in [Cheng et al., J. Comput. Phys., 303 (2015), pp. 45-65]. The original
problem is split into linear and nonlinear subproblems. For the linear part, the pseudospectral
method is adopted; for the nonlinear part, a 33-point difference scheme is constructed. Here, we
give a compact center-difference scheme involving fewer points for the nonlinear subproblem. In
addition, we analyze the convergence rate of the algorithm. The global error order O(72 + h%) in
discrete L?-norm is proved theoretically and verified numerically. Some numerical experiments show
the robustness of the algorithm for small coefficients of the fourth-order term for the one-dimensional
case. In addition, coarsening dynamics are simulated in large domains and the 1/3 power laws are
observed for the two-dimensional case.
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1. Introduction. Recently, epitaxial growth has become an important tech-
nique for the growth of thin films. By using the epitaxial growth technique, it is
possible to grow high-quality crystalline materials and form structures with high pre-
cision in the vertical direction [10]. There has been a large amount of research interest
in the dynamics of epitaxial growth. Different kinds of models have been developed to
describe the growth evolution, including atomistic models, continuum models, and hy-
brid models [6]. In our work, we are interested in continuum models for the evolution
of epitaxial growth with slope selection [15]. Evolution is governed by the following
nonlinear partial differential equation:

(1.1) uy = V- [(|Vu]? = 1)Vu] — 6A%u, (2,y) € Q, t € (0,T],

where § > 0 is a constant, Q = (0,2L)? with L > 0, and u : R? x (0,00) — R is an
Q-periodic scaled height function equipped with the initial data

u(z,y,0) = uo(z,y), (x,y)€ Q.
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The fourth-order term models the surface diffusion and the nonlinear second-order
term models the Ehrlich-Schwoebel effect [5, 18, 23]. Equation (1.1) is the gradient
flow with respect to the L?(Q2) inner product of the energy functional

(1.2) E(u) = /Q (i(|Vu2 -1)2+ g|Au|2) dady.

With the periodic boundary condition, it is easy to show that the energy F decreases
with respect to the time. For the coarsening dynamics governed by (1.1), the expo-
nents measured experimentally are 1/3, which is observed in numerical simulations of
the epitaxial growth [1, 22, 26, 33] and analyzed quantitively by introducing a kinetic
scaling theory [15].

There have been many theoretical and numerical studies on the epitaxial growth
model with slope selection. The well-posedness and regularity of the initial-boundary-
value problem of the model (1.1) are studied in [15] using the Galerkin approximation
method. For the growth simulations, a large computational domain is necessary in
order to make the effect of periodicity assumption as small as possible and to collect
enough statistical information such as mean surface height and width of the pyramid-
like structures. In addition, a sufficiently long integration time is necessary in order
to detect the growth behaviors and to reach the physical scaling regime. To carry out
numerical simulations with large time and large computational domain, highly stable
and accurate numerical schemes are required. Equation (1.1) is highly nonlinear with
a small surface diffusion parameter §, which makes it difficult to design an effective
numerical scheme. In [20], two stable and convergent linearized difference schemes
are derived by using the method of reduction of order [28]. The convergence rates
are O(1 + h?) and O(7? + h?) in discrete L?-norm, respectively. Both the nonlinear
part and the diffusion term are treated explicitly there. In [22], two unconditionally
energy stable difference schemes are presented. These two schemes are second-order
convergent in time and nonlinear. Because of the unconditional stability, an adaptive
time-stepping strategy is proposed there. In [26, 30], the first- and second-order (in
time) convex splitting schemes are constructed under the framework exploited by
Eyre [7]. Still, both schemes are nonlinear and unconditionally energy stable. The
similar technique has been used extensively on different phase field models, e.g., the
phase field crystal models [31, 32], a diffusive interface model with the Peng—Robinson
equation of state [19], etc. In [33], the authors introduce an implicit-explicit scheme
combined with a Fourier pseudospectral approach, where the nonlinear term is treated
explicitly and the fourth-order term implicitly. To guarantee the stability, they add
an extra artificial term consistent with the truncated errors in time. However, the
condition, under which the energy stability can be obtained without any restriction
on time step, depends on the unknown numerical solutions. In a recent work [16],
this assumption on the boundedness of the numerical solution has been removed. In
[21], a mixed finite element method with the Crank—Nicolson time-stepping scheme
is presented and the energy laws are proved for both semi- and fully discrete forms of
the scheme.

In [1], a fast explicit operator splitting (FEOS) method based on the Strang
splitting schemes [27] is constructed to simulate the model (1.1) for both one- and
two-dimensional cases. The main idea of the method is to split the original equation
(1.1) into nonlinear and linear parts whose exact solution operators are denoted by
Sy and S, and then to evolve one splitting step (from ¢ to ¢t + 7) via three substeps:

w(z,y,t+7) =8¢ (%) Sn(T)S, (g) u(x,y,t).
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A similar strategy has also been used to solve the phase field crystal equation in [14].
In [1], the nonlinear part is solved by the 33-point center-difference scheme combined
with the large stability domain explicit Runge-Kutta solver, and the linear one by
the pseudospectral method. Their numerical experiments indicate that the proper
constant time step should be 7=¢§/100. In addition, the FEOS method has also
been successfully utilized on the convection-diffusion equations [2, 3, 4] and the mod-
ified Buckley—Leverett equations [11]. It is capable of achieving a reliable numerical
solutions in an efficient manner, that is, only a few splitting steps are performed [4].

In our work, we concentrate mainly on the error estimate of the FEOS method
for the model (1.1) in the two-dimensional case. The main issue, which is different
from that in [1], consists of three aspects. First, we discretize the nonlinear part by a
25-point center-difference scheme in space and the explicit strong stability preserving
Runge-Kutta method in time and combine the so-called frozen coefficients technique
with the Fourier analysis method to derive a constraint on the time step for the
stability. Second, we analyze the convergence of the entire algorithm. The global
discrete L2-error consists of the truncation errors from the splitting and the nonlinear
and linear schemes, respectively. Third, we carry out numerical experiments to verify
the convergence rate and test the robustness of the algorithm with small § in the one-
dimensional case. Numerical experiments suggest that the time step can be set as
7 = 0/10, a little better than that in [1], because the difference scheme for nonlinear
part involves fewer points, which may loosen the restriction on the time step. In
addition, we simulate the two-dimensional coarsening dynamics to observe the —1/3
power law of the energy and the 1/3 power law of the mean height.

The organization of this paper is as follows. In section 2, we present the FEOS
method for the two-dimensional epitaxial growth model with slope selection and give
a sufficient condition for the stability of the algorithm here. In section 3, the discrete
L2-error estimate of the FEOS method is shown both theoretically and numerically.
Further numerical experiments are carried out and the power law for the coarsening
dynamics is observed in section 4. Some concluding remarks are given in section 5.

2. Fast explicit operator splitting method. Here we present the algorithm
developed in [1], where the nonlinear and linear parts are approximated by different
methods, and construct a more compact difference scheme for the nonlinear part.

2.1. Splitting strategy. In [1], the model (1.1) is split into the nonlinear part
(2.1) uy = V - (|Vul*Vu)=: N (u)
and the linear part
(2.2) ug = —Au — §A%u,

whose exact solution operators are denoted by Sy and Sy, respectively. Introducing
a splitting time step 7, the solution of (1.1) is resolved from ¢ to ¢ + 7 via the Strang
splitting method [27] consisting of three substeps:

(2.3) w(a,y,t+7) =S¢ (%) Sn(7)Se (g) u(z,y,1).

In general, if all the solutions involved in the three-step splitting scheme (2.3) are
smooth, the operator splitting method is second-order accurate [27].

For the nonlinear subproblem (2.1), the solution is L?-stable with respect to the
initial data, which is described precisely by the following proposition.
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PROPOSITION 2.1. Assuming that ug,vo € H2..(Q), we have

per
[Sn(B)uo — Sn(B)vollrz(e) < lluo — vollrz) V>0,
where H (Q) = {ulo : u € H(R?) and u is Q-periodic}.

Proof. Set u(z,y,t) and v(z,y,t) to be the solutions of (2.1) with the initial data
u(-,+,0) = ug and v(-,-,0) = vp, respectively. Noting that H?(Q) < WH4(Q) and
using the standard Galerkin method, one could show that the solution u belongs to
C([0, T); W (€2)) with u; € L2(0,T; L2, (2)), and so does v. Let w = u — v; then

per per

1d
f—HwHQLz(Q) = / wyw dedy = —/(|Vu|2Vu — |Vo[2Vv) - Vw dzdy

1
=—5 / (IVul* + |Vo]? + |[Vu + Vv|?)|[Vw|? dzdy < 0,
0

which leads to [|w(t)||z2(q) < [[w(0)||£2(q), that is,
Jaft) — v(®)llz2(e < [4(0) ~ v(0) 20y V>0,

which completes the proof. 0

In practice, the exact solution operators Sys and Sy are to be replaced by their
numerical approximations. In the following two subsections, we present the numerical
methods given in [1], while the algorithm for the nonlinear part is a little different.

2.2. Compact center-difference scheme for the nonlinear subproblem.
Using the method of lines, the nonlinear subproblem (2.1) can be reduced to a system
of ODEs, which can be efficiently integrated by a stable explicit ODE solver. Here we
adopt the fourth-order difference to discretize the space and choose the third-order
strong stability preserving Runge-Kutta (SSP-RK3) method [8] as the ODE solver.

Introducing a spatial scale h = 2L/J, where J = 2N is a positive even integer,
the grid nodes are defined as (xj,yx) = (jh,kh), j,k =1,2,...,J. The fourth-order
semidiscrete scheme for (2.1) can be written as [13]

(2.4) dujp(t) _ —Fjrok +8Fj1 5k —8Fj 1k + Fjajk
. dt 12h
—G, +8G ik p+1 = 8Gikk—1 + Gyp k-
4 Cikk+o j,k,k+112h jik,k—1 Jikk—2 Na(w)].ks
where

14 0 0 4
Firejn = F(Dyujron, Dytjeor), Gikpre = G(Dyttjpre, Dyt ppe), € ==£1,42,

here F(p,q) = (p* + ¢*)p, G(p,q) = (p* + ¢*)q, and

(2.53) D;2Uj+2,k _ 25Uj+2,k — 48uj+1,k + SGUj)k — 16’11,]',1,19 + Su.j727k7

12h

ujon + 10w 1 — 18, + 6u; 1% — Uj_ok
2.5b)  Dilu; = 22+2 s+l J, i—1, J—2,
( ) z Wji+lk 28 ,
(250) Dyluy_y, = LE2EC 6ujy1,k + 1871@2‘,2 — 10uj -1k = 3uj2k
(2.5d) DI2u;_op = —3ujpak + 16ujp1k — 3?;,? + 48uj_15 — 25uj—2,k7

s S8Ust s 111 — S _ ] B
(2.5¢) Dguﬁe,k _ TYirek+2 + u]+z,k+i2h Ujek—1+ Ujtek 2 g 41,42,
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—Uj 2,k + B8Ujp1 kpr — BUj—1 k40 + Uj—2 k40

2.5f D% oy = 0= 41 49
(2.5f) PN, o 7 42,
(2.58) D 2uj o = 25uj k2 — 48uj g1 + 36ujk — 16uy 1 + 3uj,k727
v 12h
(2.5h) D+1Uj i1 = 3 k2 + 10U g1 — 18uj g + 6ujp—1 — um_z’
v 12h
i -1 Uy k+2 — 6uj g1 + 18uy k — 10u; g1 — 3uj k2
(251) Dy ujp—1 = 9% ,
(2.5)) D;2uj,k_2 _ 3 ke + 16U kg — 3?;;1-,1@ +48uj k-1 — 25uj,k72.

The fully discrete scheme for (2.1) is obtained by applying the SSP-RK3 method [8]
uM =y + TN, (u™),

3 1 1
5. @_3n, 1w, L (1)
(2.6) U 4u +4u +47Nh(u ),

1 2 2
un-‘rl _ gun + gu(2) + gTNh(u@))

This completes the numerical approximation of the operator Syr. We notice that our
scheme (2.4)—(2.5) is fourth-order in space, which is the same as the scheme (2.7)-
(2.9) given in [1]. In addition, our scheme is more compact than the scheme in [1],
since the former utilizes 25 points while the latter uses 33, as proposed in Figure 1.

——————
rrrrrr IS SIS
——————
""" XX XX X L XX XX X
—————— CX @R X @ X XX
""" XX XX X o XX X X X
~~~~~~
,,,,,, B TP ST AU
(a) The scheme (2.4)—(2.5) here. (b) The scheme (2.7)—(2.9) in [1].

Fic. 1. The “x” represents the point involved in the scheme expanded at the “o” point.

According to the property of strong stability preserving, the stability restriction
of the SSP-RK3 method is identical to that of the forward Euler scheme. We use the
“frozen coeflicients” method (see, e.g., [17]) to analyze the stability of the forward
Euler scheme

n+1 n n n n n
(@7) k"M e P 8F e — 8E e T F ok
T 12h
n n n n
Gl ko T8GT p k1 = 8GT k1 + Gk
b

+ 12h

Copyright © by STAM. Unauthorized reproduction of this article is prohibited.



Downloaded 09/23/21 to 158.132.161.52 Redistribution subject to SIAM license or copyright; see https://epubs.siam.org/page/terms

270 XIAO LI, ZHONGHUA QIAO, AND HUI ZHANG

where F' o = Fjtojk(tn)s G} g g = Giggotre(tn), £ = £1,£2, that is,
Sl - Dt SR [2D+;h?“ ]
TG TR e S BT e =
+ (|th|2)?,k,k+2 N D;Li;ikﬁ} + (|th|2);-‘7k’k+1 . [QD;;L]’“H
T s |~ 2Bt (g [P
where _ _

(‘th|2)?+é,j,k (D, uli g k)2+(D2U§L+z,k)2,
¢
(|th|2)?,k,k+e (DY Uy, P ere)” +(Dyu?,k+£)2'

¢ 0 :
The terms Dby gk Dyuﬁ_g ko Datd e Dyu] k4 approximate the values u, (v,

Yir tn), Uy (Tjpes Ys tn)s Uz (T, Yo, tn)s Uy(Zj, Yte, tn) with the error O(h%), respec-
tively. Freezing the prefactors of the square bracket terms by the constant

A= T?E}CX{(\VWF)?HJ,M (IVhul®)} e+ £ = £1,£2},

we obtain the following linear scheme:

n+1 n n n n n
Uik T Uk _ g Wk F 16U = 30U, + T6UF U,
T 12h2
n n n n n
—Uj o + 16U, — 30uf, +16uf, g —ufy o
1212 ’

which can be transformed into the following form:
n 4r n
(2.8) ultt = (1—5r)uf o g (W U W )
- E(U?Jrz,k Fuf g g+ U o U o),

where r = A7/h2. The “frozen coefficients” method says that (2.7) is (locally) discrete
L?-stable as long as (2.8) is discrete L2?-stable. Using the Fourier analysis method,
the symbol of the difference scheme (2.8) is

plor,09) =1— g[(l —coso1h)(7 —cosorh) 4+ (1 — cos ooh)(7 — cos o2h)].

Therefore, |p(o1,092)| < 1 if and only if

6
0<r< .
== (1 —coso1h)(7 —cosoyh) + (1 — cos o2h)(7 — cosozh)
As (1 —¢)(7 = ¢) € [0,16] when ¢ € [~1,1], we obtain r < 2, namely,
2. —h?
(29) - 16Ah

Obviously, this is a sufficient but not necessary condition for the stability of the Euler
scheme (2.7) and thus of the scheme (2.4) combined with the SSP-RK3 solver.
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2.3. Pseudospectral method for the linear subproblem. In [1], (2.2) is
solved by the pseudospectral method via the following procedure. They first use the
FFT algorithm to compute the discrete Fourier coefficients {u,q(t)} from the point
values {u;;(t)}. Then they calculate Uy (t + 7) = e*a™ U, (t), where

™(p? + ¢%) <W2(p2 - q2))2
/\pq = -0

L2 L?

Finally they recover the point values of the solution at the new time level, {u; »(t+7)},
from the discrete Fourier coefficients {t,q(t + 7)} using the inverse FFT algorithm.

For the continuous and Q-periodic function w(z,y,t), there exists the Fourier
series in the complex form at time t:

(2.10) u(z,y,t Z Z Ty (t fﬂ- Pw-i—qy)’

pP=—00 q=—00

where the Fourier coefficients are given by
- 1 in
(2.11) Upg(t) = m/ u(z,y, t)eff(m”y) daedy, p,q=0,+1,£2,....
Q

It is easy to see that the Fourier coefficients satisfy the following ODEs:

d .. _ 72 (p? 4 ¢°) (7T2(192+612)>2
Apg = -0

aupq(t) = Apqllpq(t), 12 I
The exact solution is
Upg(t +7) = 7 lpg(t), p,g=0,%+1,42,...,
and then
(212) ((E Y, t+ 7' Z Z upq t + 7— (PI+Q7J)'
p=—00 qg=—00

It is easy to see that the pseudospectral method proposed in [1] is the discrete form
of the procedure above.

In the theory of the spectral method [24, 25], the FFT and the inverse FFT
algorithm can be expressed as

J J
(2.13) Tipg(t) = S5 ulag, g, t)em EETTW) | p g = 0,41, %2, £N,

2
Jcp 9 j=1k=1
and
(2.14) w) = DD Tpg(t)e Tt =12 ],
p=—N q=—N

where ¢, and ¢, are defined as

2, |r|=N,
(2.15) e = { Il
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The pseudospectral procedure can be expressed as
u(t + 1) = Fg e " Falu(®)](p, a)},

where wu(t) is the matrix with the elements {u;x(t) : j,k = 1,2,...,J}, and #; and
Fq ! are the discrete Fourier transform and the inverse transform, respectively. Using
the Parseval’s formula and the fact that [e*r«™| < e®s (for any p,q), we obtain

(2.16) lu(t + 1) < 3 [[u(t)],
where || - || represents the discrete L2-norm, that is,
JJ
lull = | A2 Y0 D (ujn)?.
j=1k=1

The inequality (2.16) implies the stability of the pseudospectral procedure.

Remark 2.2. We point out that we just consider the L2-stability rather than en-
ergy stability of the numerical solutions. In fact, such a splitting scheme as (2.3)
cannot preserve the energy stability as the original problem (1.1).

3. Error analysis and accuracy tests. Here we investigate the convergence
rate of the FEOS method given above, and then conduct some numerical accuracy
tests to verify our results. It is well-known that the spatial size h is usually controlled
as order O(\ﬁ) in order to capture the interfaces, that is, h < C11v/0 for some Cy; > 0.
Combining with the stability condition (2.9), we have

J.

. <
(3.1) T < T6A

3.1. Error estimate. We denote by u(z,y,t) the splitting solution satisfying
exactly the scheme (2.3) and write UJy = u(xj, yg, ts), 0" = u(-, -, tn), and Uf, =
w(z;, Yk, tn). We denote by Sﬁ'f and SZ the discrete approximations of the operators

Sn and S, respectively, and by uj, the numerical approximation of U 7> satisfying
T T
"t = Sk (5) Sh(7)Sh <§) u™.

Defining a sample operator 1" : C0..(Q) — R7*/ as I"u = (u(x;,yr));k, we have

U = I"i", where C™ () = {ulg : uw € C™(R?) and u is Q-periodic}. For simple

per
notation, we omit the 3 or 7 following the symbols Syr, S, SJI\’/, or S below.

To estimate the error, we need some lemmas. For simplicity, we write Syru to
mean Sy (u) and S{v to mean S{,(v), though the operators Sy and S} are actually

nonlinear. We state the accuracy of S kf obtained in section 2.2.
LEMMA 3.1. Assume that the solution to the nonlinear subproblem (2.1) belongs

to H5(0,T; HS..(Q)). Under the condition (3.1), there exists a positive constant C1,

independent on T and h, such that
11"Spu — STl < Cyr(r® + b)) Vu € HS,.(9).

Proof. To avoid confusing notation, we denote by V(z,y,t) the exact solution
to the subproblem (2.1) and by vil, the numerical solution approximating
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Vi = V(xj,yk, tn). Our purpose is to estimate [VHE — vt provided V[, =
vy = u(zj,yx) for given u € C5.:(€2). Recall that the numerical solution v"*!
satisfies

oM = 0" + 7N, (V1),

3 1 1
0@ = Sy 4 =@ 4 ETNh('U(l))v

4 4
1 2 2
" = gv" + gv@) + gT./\/h(v(Q)),

and correspondingly, the exact solution V"t satisfies
VO =V T (NL(V) + Ry,
1 1
V(Q) = ZV" + ZV(l) 4 ZT(Nh(V(l)) + RS))’

1 2 2
yrtl = g‘/" + g‘/‘(2) + gT(/\[h(V@)) _|_REL?)) + R¢+1,

where R is the truncated error generated by using the SSP-RK3 solver, and
P NV =N (V™) RV = NV A, (VD) R = N(VP)—N, (V).

Generally, we denote R, = N'(V) — N}, (V). Using the Taylor formula, we have

2ht oy L Gy 4 vy ®
Ry = === (VVPV)e + 12 (VaV Ve + 5o (VVPV)S
2h*

h* ht
= S (VVPV), + T (V) + S (9VPV)P) + hot.

If Ve C4[0,T];CS..(Q)), we have ||Ry|| < C'h* and ||RPH|| < C”7%. By noting

per
that the mapping N}, : R7*/ — R7%7 is an elementary function, we know that the
Jacobian of A}, is bounded by a constant, denoted by K, and then A}, is Lipschitz
continuous with K the Lipschitz constant. Since

v @ = 7R
Ve @ i(vm — oWy 4 iT(Nh(V(l)) N (™)) + %Rgp’
V= 20 ) 4 2 (V) - N ) + 2R 4 R
we obtain
[V — o) = 7B < O,
[V =@ < 10+ KDV® — o0+ 3R]
< iC’(l + K1)Th* + iC/Thél = %C’/(Q + K7)7h?,
[Vt o < 20+ KV — o)+ S BP) 4+ R

IN

1 2
60/(1 + K7)(2+ K1)Th* + §C'Th4 + 0"t
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Under the condition (3.1), we have
[V — o™ | < Cy(rh? + 7).
According to the Sobolev embedding theorem, we have

Hp o (Q) = Cper (), HP(0,T5 Hpo, () = CH([0, TT; Cper (),

per per per per

which completes the proof. ]
We can derive the stability of S f{, by using the result of Sy.
LEMMA 3.2. Given m > 8. Under the condition (3.1), there exists a positive
constant Csy, independent on T and h, such that

|Shv — Shwl|| < [Jv —w|| +2C17(72 + h*) + Coah™ Vo, w € R7*7.

Proof. Let T be some function, belonging to H™ (), such that I"s = v, for

per
example, the two-dimensional trigonometric interpolation of v in €. Similarly, let

w € H™ (Q) such that I"w = w. Using Lemma 3.1, we obtain

per
[Skrv = Syw| < [|S¥v — I"Spo|| + | I"Sy — I"Snw|| + | I"Syw — Syw|
< Oy (73 4+ W) + || TM(SNT — Syw)|| + Cr7 (72 + ).
Since the L?-norm of an {)-periodic function on €2 can be approximated by the discrete
L?-norm with spectral accuracy [29], using Proposition 2.1, we have
11" (SnT — Sx®)|| < [[SaT — SN £2(2) + CA™
<[ =@ L2@) + CR™ < [lv — w| + Coh™.

Therefore, we obtain
|Shrv — Stw| < |lo —wl|| +2C1 (3 + h*) + Coh™,

which completes the proof. ]
The stability inequality (2.16) can be rewritten in the following form.
LEMMA 3.3. ||Sho|| < e®s|jv| Yo € R7*7.

The error estimate of the operator SZ defined in section 2.3 can be proved in the
framework of a spectral method [25] (see also [9]).

LEMMA 3.4. Given m € N and m > 1, there exists a positive constant C3, inde-
pendent on T and h, such that

||Ih8£u - SZIhUH < C?,"LleeTtShm Yu € H™ (Q)

per
Proof. We use the notation w, w, w, and w, representing

0o oo 0o N

w(z,y,t Z Z Upg(t eL (prtay) w(z,y,t Z Z Tpg (t ef(pw+qy),

p=—00 g=—00 p=—00q=—N

N N N N

w(z,y,t Z Z Uy (t (pa+qy) 0 (z,y,t) Z Z Ty (t (px+qy)
—Ng=—N —Ng=—N
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where Up,(t) and Uy,,(t) are given by (2.11) and (2.13), respectively, Assuming that
w(-,+,0)=w(,-0)=u(,-0) =w(,-,0) =u, we know that

2N 2N
11"Spu — SEThu||* = h? ZZ lw(xj, Yk, 7) — W(x;, yx, T)|* < 441 + 4A5 + 2B,
j=1 k=1
where

2N 2N

Ar =023 fw(wg, ye, 7) = Wy, yp, 7)1

j=1k=1
2N 2N

AQ*hzthﬂ iy Yk, T (xjayka )|27

j=1k=1
2N 2N

B =0,y 7) — (x5, gk, 7).

j=1k=1
We first estimate the terms A; and A,. Since

2N 2N 00 2

Ay = h? ZZ Z Z apq('r)e%r(p$j+qyk)

j=1k=1|p=—00|q|>N

=4I? Z Z [Upq(T)

p=—00q|>N

<4L%e% Z Z [tipq(0)
p=—00|q|>N
oo
<4LPe% Y | NS Py (0))
p=—00 lg|>N

=4L26%N72m Z Z q2m|apq(0)‘2’

p=—00|g|>N
and, similarly,

2N N 2

N
Ay =02y~ Sy Tpg ()0 E (Prs+ave)

j=1k=1|q=—N |p|>N
N
SALPB NI N N pP i (0)),
g=—N [p|>N

we obtain

oo

N
A+ Ay <AL N2 ST N @M (002 + Y0 DT pPg(0)
p=—00 [g|>N q=—N |p|>N

oo oo

<4L2625N 2m Z Z 2m_|_q2m |upq( )|2

p=—00 qg=—00
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< 4L N2 Z Z

4+ q° )" g (0 )|?

p=—00 qg=—00

= 4L%2 N 72" |u?,

where | - |, represents the seminorm of Hg (€2).
We next estimate the term B. It is easy to obtain

2N 2N

B=h*» Y

> Y @)

j=1k=1"'p=—Nqg=—N

=4I° Z Z [tpg (T

—Ng=—N

<4rL? %Z Z|qu

—N g=—

— Upg(T) |2

— Tipq (0)*.

2

ﬂpq(T))e%'(pxﬂy)

Now we look for the upper bound of B via the following four steps.

(i) Magnify the sum
N

2

—-N

A direct calculation leads to

N N-1

D= Z Z (g — tpgl* +

p=—N \¢g=—N-+1

N N-1

IN

N

Z tpg — “pq

q=—N

1 N ~
1 Z |2Upq *2upq|2
q=*N

Z Z qu*aquJr% Z |apq*2apq|2+% Z mpq‘Z

p=—N \gqg=—N+1 q=*N q=*N
N N 1
< Z Z [Upq — Cqlipg|® + 5 Z [pq|®
p=—N \q=—N g=xN
N N 1N
= Z Z (g — cqlipg” +§ Z Z |tipq]?
q=—N \p=—N p=—N q=%N
N

(]

q=—N

piN

Z |Upg — Cpcq“pq‘ +* Z |uz)q|2 "‘* Z Z ‘upq|2

—N g=%N

= Z z tpg — Cpcq“pq| JF* Z Z |upq|2+* Z Z |qu‘2

—Ng=—N
=: D1 + Dy + D3,

—Np=*tN

—Ng=*N

where ¢, and ¢, are defined as in (2.15).
(ii) Estimate the term Dg + Ds. Since

N

N
S DIDITEL D Ol Rl SF el
q

——N p=%N q=—N [p|>N
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1 N 1 oo oo
LA WD WSROI S

q=—N |p|>N q=—00 p=—00

and, similarly,
Lo om o= N 2m~ 2
D3§§N " Z Z g [upgl”,
p=—00 g=—00

we obtain

Dy + D3 < 7N 2m Z Z 24 ) = 7N72m|u|72n.

gq=—00 p=—00

(iii) To estimate the term D;, we first prove that

(3.2) CpCqlipq = Upq + E Up+2rN,q+2sN -
r2452+40

In fact, substituting (2.10) into (2.13), we have

2N 2N ‘
CpCqlipg = 4N2 ZZ ( Z Z % ””J'+Syk)> e~ F Pz +ayk)

j=1k=1 \r=—o00s=—o0

2N 2N 0o

j=1k=1r=—00s=—00

:47;/_2 Z Z UTSZe T (r—p)z; Ze T (s—a)yn

T=—00 S=—00

= § E Up+2rN,q+2sN

T=—00 §=—00

= Upq + E , Up+2rN,q+2sN
r2452+£0

since

2§N: (o _pye, ) 2N, T —p=2IN, .

er i = 0 4N here [ is an integer.
Ny ) r—p ’

j=1

277

(iv) Estimate the term D;. Using the formula (3.2) and the Cauchy—Schwarz

inequality, we have

2

E Up+2rN,q+2sN

=—N q=—N ' r24+52+40
N N
< Z Z Z [(p+2rN)2+(q+23N)2}7m
—Ng=—N r24524£0

Z [(p + 2TN)2 + (q + 28N)2}m |ap+2TN)q+25N 2

r24524£0
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< max > [p+2rN)?+(g+2sN)P "

Z Z Z (p+2rN)*+ (¢ + 23N)2]m [Uptorn,g+2sN 2

—N g=—N r2452#£0

<| > [@N-N)?+@2sN-N?""| 2uf?,
245240
1
= 2N~ uly, Z 2 277
r2rarn0 [(2r —1)2 4+ (25 — 1)?]
The series

1 1
2 oI S 2 @iy s 1

r2482#0 245240

1 1
< = < ifm>1
=3 22 2r —1mf2s —1m ~ o0 BT

+52#0

so we obtain Dy < 2SN ~2m|y|2  where S is the sum of the series above.
As a result of (i)—(iv), we obtain

B < 2(1 +48)L%% N2 u)?,.

So we obtain
| T"Spu — SET"u||* < 4(5 + 48) L?|u|?,e% N~

which leads to the expected result. 0
Now we write the discrete L2-error estimate as the following theorem.
THEOREM 3.5. Assume that ug € HJ. (2) with m > 8 and the solution to the

problem (1.1) belongs to H(0,T; H™ (Q)). If we set u® = U° = I"ugy and the condi-

per

tion (3.1) holds, then the discrete L*-error at T = nt is

n u™ 4 hm
(3.3) U™ —u"|| < C (72 +h* + — -
Furthermore, for the case T ~ h?, we have

(3.4) U™ —u™|| < C(7% + h?).

Proof. Assume that ©”~!, the numerical solution at t,_1-level, is given; then the
discrete L%-error at the t,,-level should be

(3-5) [U" — | < U™ = U+ IU" = u®]].
The Strang splitting scheme (2.3) is second-order [27], which means that

U™ = U™ < Cor?.

Copyright © by STAM. Unauthorized reproduction of this article is prohibited.



Downloaded 09/23/21 to 158.132.161.52 Redistribution subject to SIAM license or copyright; see https://epubs.siam.org/page/terms

AN OPERATOR SPLITTING METHOD FOR THE MBE 279

The second term in the right-hand side of (3.5) can be bounded as follows:
" = | = 11" SeS S — SkShesSkun |
< I"SeSnSeu™ ™t = SEM S S|
+ | SEIMSnSu™ ™ — SESKSpu™ |
= |(1"Se — SEIM)SnSea™ | + | SEI" SyeScu™ ™ — S Spu" )|
< O3|SnSct™ e h™ 4 o35 | I"SySpu™ ™ — SHShu™ ||,
where the last inequality is the consequence of Lemmas 3.3 and 3.4. In addition,
1" SnSeu™ ™" — SN Spu™ | < 1" SpySeu™ ™ — ST Scu™ ||
+ ISH I Scam ! — Sk Shu™ |
= [(I"Sn = Sy I")Scu ™|
SN (1" Sca" ") = Sk (Spum )|
<3CT(T% + hY) + Coh™ + | I"Spu ™" — Spu™ Y|,
where the last inequality is the consequence of Lemmas 3.1 and 3.2. Furthermore,
|1 Sean ™" = Spu || < [[ISpa™ ™t = SpIu | + ||SETM T — Spun |
= (|18 = SE™)a M| + ISE T —u Y|
< Csfa" e T h™ e [T — un Y|,

where we use the fact U"~1! = I"%"~!. Then we obtain

||(7" —u" < ez ||Tj'"_1 - u"_lH + 3Cleﬁ7'(7'3 + h4) + (02 + C5Cr(1+ 634%))e4%hm7

where Cr = max{|Sy'Sc0*|m, [0F|m : 0 < k < n}. Setting F™ = Hﬁ" — u"|| and
T T T hm
G =3C1e% (1° + h*) + (Co + C307(1 + eﬁ))em7,
we have

F'<emF" '47G, n=1,2,....

Using the Gronwall’s lemma and the fact e* — 1 > z (z > 0), we obtain
% -1
77 D < b 70 4 2565 Gl

Since FO = ||U° — u|| = 0, we obtain

~ . L pm

U™ —u"| < 258% (301845(7'3 + h4) (02 + C3Cr(1+ 675)) 5) ,
-

and thus

||Un — UnH < C0T2 + 2(56% (3016‘;5(7'3 + h4) (CQ + CgCT(l + e%)) T“h) .
T

. 302 T 3C 11
For 7 < min{ 3539, 1}, we have e < es14 =: Cyp; then we obtain

m

n n Z 2 Z 4 T h
U™ —u"| < (Co+60e25 C1C2)7° + (6023 C1Ca2)h™ +25e28 OQQ(CQ-’-C?,CT(:[JFCQQ))*,
.
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which implies the estimate (3.3). Furthermore, we set the step 7 ~ h? to obtain

h™ ~ hm72
T

1o
~ 2™ 1,

Since m > 8, we obtain the error estimate (3.4). ]

3.2. Accuracy tests. Now we carry out the accuracy tests on (1.1) with § = 0.1,
T=1,Q=(0,27) x (0,27), and

ug(x,y) = 0.1(sin 3z sin 2y + sin 5z sin 5y),

which is a classical example studied either theoretically or numerically [15, 20, 22, 33].
We take the numerical solution obtained with 7 = 5 x 107° and J = 2048 as the
“exact” solution. The tests are conducted with different spatial scales, and the time
step is set to be T = Cyh?, where the constant Cy is chosen to render 7 = 0.005 when
J = 128. Table 1 shows the discrete L?-errors implying an accuracy nearly O(72+h?),
which is consistent with Theorem 3.5.

TABLE 1
The discrete L?-errors with different spatial scales and time steps.

e(J/2 e(J/2
J - le()] lle(7/2)|l log, lle(J/2)Il
] lle(Nl lle(Dl
128 5x 1073 1.0278 x 10~° * *
256 1.25 x 103 9.5361 x 10~7 10.7779 3.4300
512 | 3.125 x 104 6.5869 x 10~8 14.4774 3.8557
1024 | 7.8125 x 10~° 2.4026 x 10~Y 27.4156 4.7769

4. Numerical experiments. As mentioned in section 3, a reasonable time step
size 7 should be controlled as order O(5). We will set 7 = §/10 in the following
numerical experiments.

Ezxample 4.1. We consider the one-dimensional epitaxial growth model

Ut = (ui)x — Uy — OUggya, (z,t) € (0,12) x (0,77,
u(+,t) is 12-periodic, t€0,T],

2
u(z,0) =0.1 <sin L; + sin % + sinﬂx) , x €10,12].

The evolution of this initial-boundary-value problem is studied theoretically via
the perturbation analysis [15] to observe the morphological instability due to the
nonlinear interaction. It is also a classical example for the numerical experiments in
the case § = 1. Here we will present the results obtained by the operator splitting
method given in section 2. Figure 2 shows the results of the case § = 1 with J = 128
and 7 = 0.1, which is consistent with the existing work [15].

In addition, we also present some results from reducing ¢ to 0.1, 0.01, and 0.001,
respectively. The results are summarized in Figures 3-5. The first plot in each figure
presents the height u(z,t) at some time ¢, the second one shows the corresponding
gradient u,(z,t), and the third one plots the evolution of the energy E(u(-,t)).

Figure 3 presents the results of the case § = 0.1 with (J,7) = (128,0.01) and
(J,7) = (256,0.005). We find that both solutions have few differences between them,
so we are convinced that the results presented here are credible. The energy decreases
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0 2 4 6 8 10 12 0 2 4 6 8 10 12 0o 2 4 6 8 10 12
X x X
(a) height: t =0 (b) height: ¢ =0.5 (c) height: t =15
0.4 0.4 2
0.2 0.2 1
o_ 0 \/\ 0
-0.2 -0.2 -1
-0.4 -0.4 -2
0 2 4 6 8 10 12 2 4 6 8 10 12 0o 2 4 6 8 10 12
X x X
(d) height: t =20 (e) height: t = 30 (f) height: ¢t = 60
2 1 6.5
1 05 5.5
4.5
0 0

3.5

-1 -0.5 25 \
-2 -1 1.5

0 2 4 6 8 10 12
X

(g) height: ¢ = 100

0 2 4 6 8 10 12
X

(h) gradient: ¢t = 100

0 20 40 60 80 100
t

(i) energy: 0 < ¢ <100

Fic. 2. Example 4.1: The results of the case § = 1.

1.5 1 3
0.5 25

0.5
0 2

-0.5
-0.5 1.5
-1.5 -1 1

2 4 6 8 10 12
X

(a) height: ¢ = 200

0 2 4 6 8 10 12
X

(b) gradient: ¢t = 200

0 40 80 120 160 200
t

(c) energy: 0 <t <200

Fi1G. 3. Ezample 4.1: The results of the case § = 0.1 obtained with (J,7) = (128,0.01) (solid
line) and (J,T) = (256,0.005) (dashed line).

little after ¢t = 200 so that we view the solution at ¢t = 200 as the steady state. It is
observed from the left and middle graphs that there are two complete waves in the
steady state whose gradients do not exceed the range between —1 and 1.
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05 05 25
2
0 0
1.5
-0.5 -0.5 1 —L——
-1 -1 0.5
0 2 4 6 8 10 12 0 2 4 6 8 10 12 0 100 200 300 400 500
X X t
(a) height: ¢ = 500 (b) gradient: t = 500 (c) energy: 0 <t <500

F1G. 4. Ezample 4.1: The results of the case 6 = 0.01 obtained with (J,7) = (256,0.001) (solid
line) and (J,7) = (512,0.0005) (dashed line).

0.8 1 3
0.4 0.5

2
0 0

1
-0.4 -0.5

-0.8 -1 0

2 4 6 8 10 12 0o 2 4 6 8 10 12 0 200 400 600 800 1000
X X t
(a) height: ¢ = 1000 (b) gradient: t = 1000 (c) energy: 0 <t <1000

Fi1G. 5. Ezxample 4.1: The results of the case 6 = 0.001 obtained with (J,7) = (512,0.0001)
(solid line) and (J,T) = (1024,0.00005) (dashed line).

Figure 4 gives the results of the case 6 = 0.01 with (J,7) = (256,0.001) and
(J,7) = (512,0.0005). Figure 5 gives the results of the case 6 = 0.001 with
(J,7) = (512,0.0001) and (J,7) = (1024,0.00005). Likewise, we can trust these re-
sults. The solutions at the steady states present more waves in the considered domain
than those above, and the gradients still locate in the interval [—1,1].

From the gradient graphs of Figures 2-5, we find that the smaller § is, the more
points on the gradient curves locate at the horizon lines y = 1 or y = —1. This
is a consequence of the competitions between the Ehrlich-Schwoebel effect and the
dissipation mechanism of the energy functional

2L
E(u) :/ (i(ui _12 4 gu2> dz.
0

It is seen that the Ehrlich-Schwoebel effect selects the slope |u,| = 1 while the dissi-
pation term weakens the selection. To reduce § means to weaken the dissipation effect
or, equivalently, to strengthen the slope selection. And thus, the gradient interfaces
connecting —1 to 1 turn steep and the solution curves turn sharp there.

Ezample 4.2 (coarsening dynamics). We simulate the two-dimensional epitaxial
growth model (1.1) with § = 0.1 on the domain © = (0,100) x (0,100) with a 512x 512
grid. We set the initial data as a stochastic state by a random number varying from
—0.001 to 0.001 on each grid point. The time step is set to be 7 = 0.01.

This example is intended to verify the power laws for the energy evolution and
the height growth.
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) V4

(a) t =100 (b) t = 2000 (c) t = 30000

F1G. 6. Example 4.2: Contour lines of the free energy Fyree.

10° 10°
— ] 1 11/3 -
. 10 .-
10°
energy height
107° - — —-1/3law - — —1/3law
107"
10° 10° 10" 10° 10° 10*
t t
(a) energy evolution (b) height growth

FiG. 7. Example 4.2: The power law for the evolution of the energy and the interface height.

Figure 6 presents the contour lines of the free energy
1 )
Flree == Z(|vu|2 —1)2+ 5|Au|2

at ¢ = 100, 2000, and 30000.

Figure 7 shows the evolution of the energy and the interface height. Panel (a)
presents the power law for the evolution of the energy. The energy curve is plotted in
log-to-log scale and nearly parallels to the dashed line 3, which suggests that the
energy evolves in time as the power law Ct® with o &~ —3. Panel (b) presents the

power law for the growth of the interface height A(t), which is defined by

h(t) = <|(12|/Qu2(w,y,t) dxdy)

Again, the height curve is plotted in log-to-log scale. The growth of the interface
height approximately obeys the power law Ct? with 3 ~ %, which is consistent with
the existing works (see, e.g., [20, 22, 33]).

N|=

5. Conclusions. In this work, we investigate the error estimate of an FEOS
method for a nonlinear fourth-order diffusion equation modeling epitaxial growth
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of thin films. The convergence order O(7? + h%) in discrete L2-norm is proved
theoretically and verified numerically. For the nonlinear subproblem, we construct
a 25-point center-difference scheme in space and use the third-order explicit SSP-
RK3 scheme in time. Since fewer points are involved in the scheme at each node
compared to the 33-point center-difference scheme presented in [1], the restriction for
the stability may be reduced. We carry out several numerical experiments to verify
the efficiency of the derived algorithm and present some results for small §’s with the
time step 7 = 0/10. Furthermore, we find numerically the coarsening exponents for
the energy evolution and the height growth are —1/3 and 1/3, respectively.
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