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A PRECONDITIONED STEEPEST DESCENT SOLVER FOR THE
CAHN-HILLIARD EQUATION WITH VARIABLE MOBILITY

XIAOCHUN CHEN, CHENG WANG, AND STEVEN M. WISE

Abstract. In this paper we provide a detailed analysis of the preconditioned steepest descent
(PSD) iteration solver for a convex splitting numerical scheme to the Cahn-Hilliard equation
with variable mobility function. In more details, the convex-concave decomposition is applied to
the energy functional, which in turn leads to an implicit treatment for the nonlinear term and
the surface diffusion term, combined with an explicit update for the expansive concave term.
In addition, the mobility function, which is solution-dependent, is explicitly computed, which
ensures the elliptic property of the operator associated with the temporal derivative. The unique
solvability of the numerical scheme is derived following the standard convexity analysis, and the
energy stability analysis could also be carefully established. On the other hand, an efficient
implementation of the numerical scheme turns out to be challenging, due to the coupling of the
nonlinear term, the surface diffusion part, and a variable-dependent mobility elliptic operator.
Since the implicit parts of the numerical scheme are associated with a strictly convex energy,
we propose a preconditioned steepest descent iteration solver for the numerical implementation.
Such an iteration solver consists of a computation of the search direction (involved with a Poisson-
like equation), and a one-parameter optimization over the search direction, in which the Newton’s
iteration becomes very powerful. In addition, a theoretical analysis is applied to the PSD iteration
solver, and a geometric convergence rate is proved for the iteration. A few numerical examples
are presented to demonstrate the robustness and efficiency of the PSD solver.

Key words. Cahn-Hilliard equation, variable mobility function, convex splitting numerical
scheme, energy stability, preconditioned steepest descent iteration solver, iteration convergence
analysis.

1. Introduction

The Allen-Cahn (AC) [1] (non-conserved dynamics) and Cahn-Hilliard (CH) [4]
(conserved dynamics) equations are well known gradient flows with respect to a
particular free energy. Suppose that Q € R? (with d = 2 or d = 3) is a bounded
open domain. The CH free energy functional is formulated as

2
m B0) = [ (fo' - 36+ SIv0 ) ix.

for any phase field function ¢ € H'(Q2), where ¢ is an interface width parameter.
This free energy is termed regular since it is defined for all ¢ € H'(Q). Other free
energies, such as those only defined for 0 < ¢ < 1, are possible but will not be
considered here. For simplicity, we assume that {2 is a rectangular domain, and
periodic boundary conditions for ¢ are enforced. The standard CH equation is the
conserved gradient flow with respect to the free energy functional (1):

2) o=V (M@)VR), pi=0,E=0"—p—c*Ap.
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This equation is termed degenerate if there are values of ¢ for which M(¢) =0. A
common choice for the degenerate case is

(I+0)(1-9), -1<¢<1

0, l¢] > 1.

Otherwise, the equation is non-degenerate. Often times, researchers assume that

M = 1, for simplicity. In this paper, we will consider the non-degenerate, non-
constant case. In particular, we will assume that, for all ¢,

(4) 0 < Mo < M(¢) < My <oo.
A specific example that we could consider might be the mobility

VO+ 9221 -9)2+42, -1<¢<1
4, 6l > 1,

®3) M(¢) = {

®) M(¢) = {

which is a regularized version of (3). The regularization parameter ¢ is assumed to
be a fixed value, independent on . Subsequently, the following energy dissipation
law is available, which comes from the gradient structure of (2):

(6) 4 Bo(0) = - /Q M) Viuldx < 0.

Of course, the usual mass conservative property is valid, i.e., [ di¢dx = 0, which
follows from the conservative structure of the equation.

There have been extensive numerical works for the Cahn-Hilliard equation. In
particular, energy stability has attracted more and more attentions, since it plays
an essential role in the accuracy of long time numerical simulation. The standard
convex splitting scheme, pioneered by Eyre’s work [16], is a very useful approach to
obtain the energy stability at a numerical level. This framework treats the convex
part of the chemical potential implicitly and the concave part explicitly. In turn, the
unique solvability and energy stability could be theoretically justified by a convexity
analysis. An extension to the second order energy stable numerical schemes have
also been reported, based on either Crank-Nicolson [12, 15, 24, 25] or BDF-type [10,
43] temporal discretization. Similar ideas have been widely applied to various
gradient flows, and both first and second order accurate (in time) algorithms have
been developed. See the related works for the phase field crystal (PFC) equation and
the modified phase field crystal (MPFC) equation [2, 3, 27, 39, 42]; epitaxial thin
film growth models [5, 9, 34, 38]; non-local Cahn-Hilliard-type models [21, 22, 23];
the Cahn-Hilliard-Fluid and related models [6, 7, 13, 14, 20, 26, 41]; et cetera.
Other than these numerical algorithms, which preserve the energy dissipation in
the original phase variable, a few other numerical works have been reported for the
reformulated physical system with an introduction of certain auxiliary variables,
such as the scalar auxiliary variable (SAV) approach [35, 36, 37]. Some linear
numerical schemes with stabilization approach [30, 31, 32, 40] have been reported
as well.

Most existing numerical works have been focused on the Cahn-Hilliard flow with
a constant mobility function, and the numerical investigation of variable mobility
gradient flow turns out to be limited. In addition, the numerical implementation
for the variable mobility equation is usually challenging. In this article, we look at
a first order accurate in time, energy stable numerical scheme for the Cahn-Hilliard
equation, propose a nonlinear iteration solver, and provide a theoretical analysis
for the convergence of the solver. For simplicity, we use apply the convex splitting
method for the chemical potential, in which the nonlinear term and the surface
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diffusion term are treated implicitly, which the expansive concave term is explicitly
updated. In addition, the mobility function is computed explicitly, so that the
discretization of the temporal derivative corresponds to an elliptic operator. This
in turn ensures the unique solvability of the numerical scheme. The energy stability
follows from the convex splitting structure of the numerical scheme.

Based on the fact that the numerical method is equivalent to a minimization
of a strictly convex energy functional (at the numerical level), we propose the
preconditioned steepest descent (PSD) solver for the numerical implementation of
the scheme. The PSD solver for the nonlinear p-Laplacian was considered in a
pioneering work [28], while an application of the PSD algorithm to a more general,
regularized elliptic equation is analyzed in a more recent work [18], in which a much
sharper iteration convergence rate has been established if a higher order diffusion
term is involved. For the convex splitting numerical scheme applied to the Cahn-
Hilliard equation with variable mobility function, the PSD solver turns out to be
a very robust tool. The key idea is to use a linearized version of the nonlinear
operator as a pre-conditioner to get the search direction. In more details, at each
iteration stage, the surface diffusion operator is kept the same as the original form, a
constant-coefficient linear operator is used to approximate the nonlinear part in the
chemical potential, while a discrete version of (—A)~! is formulated to approximate
the temporal derivative, coupled with the variable mobility function. The resulting
equation (for the search direction) could be very efficiently solved with the help
of FFT, due to the fact that all the linear operators have eigenfunctions exactly
same as the Fourier basis functions. Subsequently, once the search direction is
obtained, a one-parameter optimization (of the numerical energy functional) over
the search direction is taken. In fact, it is a strictly convex optimization in terms of
the parameter, the Newton’s iteration could be very efficiently implemented. Since
the main computation cost at each iteration stage is associated with the Poisson-
like solver to obtain the search direction, the numerical implementation of the PSD
algorithm is decomposed into the sequence of the Poisson-like solvers.

In addition, we provide a theoretical analysis for the convergence rate of the
PSD iteration algorithm, which turns out to be highly challenging, due to the non-
linearity of the numerical scheme, and the variable mobility nature. Fortunately,
we are able to recast the equations as equivalent minimization problems involving
strictly convex functionals in Hilbert spaces. Because of this fact, the convexity
analysis enables us to theoretically derive the convergence analysis for the nonlin-
ear iteration solver. In particular, the non-increasing numerical energy (at each
iteration stage) indicates a uniform discrete L* bound of the numerical solution in
the iteration process, and this nonlinear estimate will play a very important role.
Moreover, a careful application of discrete Sobolev embedding makes a connection
between the discrete L* norm and the corresponding energy norm associated with
the precondition stage. All these techniques lead to theoretical justification of the
geometric convergence rate for the PSD iteration solver, which is the first result for
variable mobility gradient flow equations, to the best of our knowledge.

The rest of this paper is organized as follows. In Section 2, we describe the
finite difference discretization of space, recall some basic facts and formulate the
first order convex splitting numerical scheme for the variable-mobility Cahn-Hilliard
flow. In Section 3, we propose the PSD iteration solver, and provide a theoretical
analysis of the geometric convergence rate. Some numerical results are presented in
Section 4. Concluding remarks are given in Section 5. For completion, an optimal
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rate convergence analysis of the convex-concave numerical approximation scheme
for the PDE is provided in Appendix A.

2. Review of the numerical scheme

2.1. The finite difference spatial discretization. The standard centered finite
difference spatial approximation is applied. We present the numerical approxima-
tion on the computational domain Q = (0,1)? with a periodic boundary condition,
and Az = Ay = Az = h = % with N € N to be the spatial mesh resolution
throughout this work. In particular, f;; stands for the numerical value of f at
the cell centered mesh points ((i + 3)k, (j + 3)k, (k + 3)h), and we denote Cyer as

C'per = {(fzgk)‘fz,],k = fi+aN,j+l3N,k+'yN7 Viyj: k‘704767'\/ € Z}7

with the discrete periodic boundary condition imposed. In turn, the discrete average
and difference operators are evaluated at ((i+1)h, (j+2)h, (k+2)h), ((i+3)h, (j+
Dh, (k+ 3)h) and ((i + 2)h, (j + 3)h, (k + 1)h), respectively:

1 1

Acfiysjr = 5 (fisrgm + figw) s Dafizijn= 7 (fixrk — figk)s
1 1

Ayfijetr = 5 (figerke + fijk) s Dyfijiin = n (fij+1,k — fijik) s
1 1

Asfijney = 5 Gigerr + fuin) s Dafijrey = 5 (Fjmer = fige) -

Conversely, the corresponding operators at the staggered mesh points are defined
as follows:

1 1
aoffn =5 (Fggu+Fiyin) s deffn=5 (Fissu—Flyin),
1 1
Y —— Y Y Y —— Y Y
ayfije =3 ( gk T fi,j—%,k) o dyfige =g (fi,jJr%,k - fi,j—%,k> ’
1 1

z — z z z e z z
0 fij = 2 (fi,j,kJr% + fi,j.,k—%) v e fijn= h <fi,j,k+% a fi,j,k—%) :

In turn, for a scalar cell-centered function g and a vector function f = (f*, fY, )7,
with f©, f¥ and f* evaluated at ((i+1)h, (j+3)h, (k+1)h), ((i+ )R, (+1)h, (k+

D), (i + 2k, (G + 2)h, (k + 1)R), respectively, we define
9f = (Aag 17, Ayg - ¥, Asg - )",
and the discrete divergence is defined as
(7) Vi (gfjm_’k =dy (Azg- fw)q‘,,j,k +dy (Ayg - fy)”k +d. (A.g- fz)q‘,,j,k .

In particular, if f: V¢ = (D¢, Dy, D.¢)T for a certain scalar grid function ¢,
the corresponding divergence becomes

(8) VIL'(gvh¢)~ ik dy (A:tg . quﬁ)i,j,k'i'dy (Ayg . qus)i?j,k"'dz (Azg . Dz¢)i,j,k .

ij
Of course, when g = 1, have

) (Ah‘i’)i,jk =V (thﬁ) igk dy (Dw¢)i,j,k +dy (Dy¢)i,j7k +d. (Dzﬁb)i,j,k :

9

For two cell-centered grid functions f and g, its discrete L? inner product and
the associated 2 norm are defined as

N
(fog) =0 " figugige Ifllz = ((f, )2

i,j,k=1
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In turn, the mean zero space is introduced as éper = {f €ECper | 0=Ff:= %‘(f, g) }
Similarly, for two vector grid functions fz (f=, v AT, § = (g%, ¢%,9%)T, with
F2(9%), Y (9"), 7 (97) evaluated at ((i +1)h, (j + 3)h, (k + 3)h), ((i+ 3)h, (j +
Dh, (k+2)h), ((i+3)h, (j+ 2)h, (k+1)h), respectively, the corresponding discrete
inner product is defined as

73] =1 g7+ [0, 9", + 197,

where
[F7,9 ) = (aa(f79"), 1), 117, 9"); = (ay(f¥9°), 1), (7, 97], = (a=(f797), ).
In addition to the discrete || - ||2 norm, the discrete maximum norm and ¢ norm
are defined as
i < — .

Moreover, the discrete H} and H? norms are introduced as

IVfll3 == [Vaf, Vi f] = [Dof, Dafl, + [Dyf, Dyfl, + [D-f, D-f],,
A = UF0S+ UV RFIS s W = 1 + ARSI

The summation by parts formulas are recalled in the following lemma; the detailed
proof could be found in [24, 39, 41, 42], et cetera.

Lemma 2.1. (24, 39, 41, 42] For any 1), ¢,g € Cper, and any f = (f*, f¥, £.)7, with
fe, fY, f* evaluated at ((i+ 1)k, (j+ $)h, (k+ 2)h), ((i+ 3)h, G+ 1)h, (k+ $)h),
((i+3)h, (j+3)h, (k+1)h), respectively, the following summation by parts formulas
are valid:

—

(11) <¢7 Vh : f> = - [V}L¢>ﬂ ’ <¢7 Vh : (gvh¢)> = - [V}megvh(b] .

In addition, some notation needs to be introduced to facilitate the analysis in
later sections. For any ¢ € Cper and a positive cell centered grid function g (at a
point-wise level), the weighed discrete norm is defined as

(12) Il ;1 = /@ La ™ (),

where ¢ = £;1(<p) € éper is the unique solution to the discrete Poisson problem

(13) Ly() ==V (gVre) = ¢.

In the simplified case of g = 1, it is obvious that L4(1)) = —Ap1), and the discrete
H,; " inner product and Hj, ' norm are introduced as (1, p2)—1.n = (¢1, (—An) 1p2),

and [l —1n = v/ (¢, (=An) ")

2.2. The first order convex splitting numerical scheme. The mobility func-
tion at the face-centered mesh points are defined as

(Mk)i+%,j,k = Aw(M(¢k))i+%,j,k7
(14) (Mk)zﬁ-%k = Ay(M(¢k))i,j+%,k7
(Mk)i,j,mé = Az(M(ﬁﬁk))i,j,kJr%-
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The following finite difference scheme could be applied to the variable-mobility
Cahn-Hilliard equation (2): given ¢* € Cper, find ¢*+1 € Cper such that

¢k+1 _ ¢k .
(15) — =V (Mkvh#k+1) R I

Regarding the energy stability analysis, the following discrete energy is intro-
duced:

1 a1 2 e 2
(16) En(@) i= {1813 — 51613 + S IVasl3.

The unique solvability and energy stability properties are stated in the following
theorem.

Theorem 2.2. Given ¢* € Cper, there exists a unique solution PFtl ¢ Cper to the
numerical scheme (15) with ¢*+1 — ¢F € Cper- In addition, the following energy
stability estimate is valid:

(17) Eh(¢k+1) + At [Mkvhllk+17vh/~lk+l] < Eh(¢k)
Proof. The following nonlinear operator is introduced:

o -1 ;
(18)  N(@)i= (= Va- (MFV)) (6= 9") + Ato? — 2AtA0.

The numerical scheme (15) can be expressed equivalently via the following nonlinear
system
(19) Na(9) = f = Atgh.

Meanwhile, we observed that solving (19) is equivalent to minimizing the following
discrete energy functional:

52

A
LI9nol - (£, 9),

_ L ke Aty
() )= gle- I + T+

which is defined over the admissible set
Wh = {¢k+1 S Cpcr ¢k+1 - d)k € épor} .

Moreover, J, is strictly convex in terms of ¢. As a result, the unique solvabili-
ty of (19) is a direct consequence of the strict convexity of .Jj, following similar
arguments as in [42].

The energy stability estimate (17) comes from the convex splitting structure of
the numerical scheme. The details are left to interested readers. |

3. The preconditioned steepest descent iteration solver

3.1. The nonlinear iteration solver. The numerical energy functional J,(¢) is
convex, and its first and second order functional derivatives could be represented
in the weak form as

(21)

50 (O)) = { (-0 (V1)) (6-0%),0{ + A 0) +AHT10, V) —{f,v)
for any v € éper, and

(22) 52J($) (v, w) = <(fvh : (Mkvh)) o w> F3AHG0, w)+2 ALV v, Viw),
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for any v, w € épcr. Applying the discrete Holder inequality on (21) and (22) yields
the following bounds:
(23)
3
106 T (@) ()] < l1¢ll -, Mlvll e +At [l [vlly+e* At [Vl IVRolly+1F 1Lz 10l
and
(24)
2
1057(&) (v, w)] < ollgy, Mlwll s +3At 615 ol wlly +*At [ Vavll, [[Vawll; -
Again, the discrete numerical energy functional is given by (20). For the discrete

-1 £ the following estimate has been derived in a recent work [33]; the readers

are referred for this article for the detailed proof.

Lemma 3.1. [33] Assume that the mobility function M(¢*) has uniform lower and
upper bounds, such that 0 < My < M* < My. For any g € Cpcr, we have

(25) B0 < lolly, < TRlol

Let us define the operator
(26) Antp = (=Ap) "1 + Atyp — 2AtARp,

for all ¢ € Coper, This operator is clearly symmetric and positive definite, and it can
be efficiently inverted using the FFT. The preconditioned steepest descent method
can be formulated as follows: ¢(© := ¢¥, and, for n > 1,

(27) ¢(n+1) = ¢(n) + andn7
where the search direction d,, € éper is defined as the solution to
(28) Andn = f = Ny(6™),

and the step length av, is the solution to
(29) ay = argminaJh(qﬁ(”> + ad,,) = argzero,, <6¢Jh(¢(”> + ady), dn> .

Remark 3.2. In (28), the computation of f — Nj(¢(™) is involves the computa-
tion of C;;k. In fact, the computation of this inverse operator is equivalent to a
minimization of a quadratic energy, so that a preconditioned steepest descent (PSD)
solver could be applied. Extensive numerical experiments have implied a computa-
tional cost of approzimately three Poisson solvers are sufficient to obtain a machine
error precision solution for this part. For the optimization problem (29), the New-
ton’s iteration could be applied to obtain an exact solution. Because of the one
parameter nature of the optimization, the Newton’s iteration turns out to be very
efficient. This approach has greatly improved the efficiency of the nonlinear itera-
tion process. Also see [8, 11, 17, 19, 44] for the applications of the PSD solver to
various gradient flow models.

3.2. The nonlinear iteration convergence analysis. The following lemma will
be used in the later analysis.

Lemma 3.3. The search direction d,, defined in (28) is the steepest descent direc-
tion, at the point ¢ € Wy, with respect to the norm || - | 4, where

2 2 2 2
(30) lunllZy,, = llunllZy p + At flunll; + At [ Viunl5 -
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Proof. By definition, the (normalized) steepest descent direction at the point v €
Wi, is a vector d € Cper satisfying

(31) o n(v)(d) = = 10pJn ()]l Ndlly =1,

where || -||,, is an appropriate norm on V' = Cper and || - Il is the standard dual
norm defined by

|01 (v) (w)]

(32) 106 Tn(V)lly == sup =2 T
u€V =Cper u \4
From (28), the search direction for our scheme satisfies

(33) (Andp,v) = =04 Jn(6™)(v), Vv € Cper-

Clearly, d,, is the Riesz representation of the functional —5¢Jh(¢(")) in the space
V with respect to the norm ||| 4, . As a consequence,

(34) ldula, = |50 nt6™)

and

(35 8In(0™)(dn) = = daly, = = 80T @)]| -l -

forall d, € V. O

Corollary 3.4. Let ¢ be the sequence generated by (27), then
(36) Tn(¢" ) < (™).

Lemma 3.5. Let {¢(™} be the sequence generated by (27) and e, = Ju(¢™) —
Jn(9), where ¢ = ¢F1 is the exact solution to (15). Then there exists a constant
C1, independent of €, such that

(37) H¢<H)H4 <(Cy, Vn2>0.

Proof. It follows from the Corollary 3.4 that
(38)
Tn(@" V) < J(@™) <0 < () = AtE(9F) < - < AtE(¢°) < AtCo,

where Cy > 0 is independent of h > 0. Since

1 At 2At
(39) (@) =5 o= ¢ 2 + T I0lE+ 5 IVael; - At(6",0).

it follows that

At 4 2At 2
)y > =2 |p | — k- pn)
Tno™) = S|+ S [Tae | - vt o)
At 4 e2At 2 At
s 2ULm) H |7 By k2 (n)2
> o™, + | wne ™| - S8 IE + s ™),
so that
At 4 2Nt 2 At At
2 () " _2515m 12 < k Sy k2
1o, + S [vae | - S < AtBueh) + Sle IS
At
(40) < Ao+ S8 1B,
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Meanwhile, taking a look at the detailed form of Ej(¢*), we observe that
Co > En(¢")

1 1 g2
= LIM - D1t + vt

() SR

= S 4 2 9 h 29
where we have used the following quadratic inequality:

1 1 1
Then we get
(43) 16414 < (8Co +4j2)"/*.
Furthermore, with an application of discrete Holder inequality, we arrive at
1/4

(44) ¥l < llg*lla - 1914 < (3Gl + 41012) /",

Going back to (40), we get

Lo mypga , € ez Ly myp2 1 2\1/2
(45) 1||¢ s+ 5||Vh¢ 2 - 5”@5 5 < Co+ 3 (8Co|Q| +4[Q?) .

Again, we apply a quadratic inequality and observe that
1 1 1
4 PO I - (71)2>_7Q_
(46) SI8™ = SI6™ = —2 10
Substitution of the last inequality into (45) yields
1 n 52 n 1 1/2 1
U1 516+ SIVAs™IB < Co+ 5 (8CoI2] +412)* + S al.

Therefore, we have

1/4
(48) 61l < (8Co +4(8ColQ + 41022 +4100) = Cn,
as desired. In a similar fashion, we also get
1/2
(49) IVh6 ™Il < e (2Co + (8Col@ + 4102 + |0])

Note that constant C1 is e-independent. This completes the proof of Lemma 3.5. [

The following lemma gives a discrete 2-D Sobolev inequality, from H' into L?;
the detailed proof could be found in an existing work [18].

Proposition 3.6. [18] For all ¢ € Cper, we have

1 3
(50) [6lly < BollellZy - IVaells
for some constant By > 0 that depends only upon €.

The following inequality plays an important role in the nonlinear iteration anal-
ysis.

Lemma 3.7. For any u,v € éper, the following inequality is valid:

(51) (ST (1) = SgTn(v),u = v) = C lu —vl[%,

where .
o Mo 1 M@e 1
= =, ———AtT2 | .
Cy mm(zf\/@727 M, t )
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Proof. A careful calculation reveals that

(52)

(0pJn(u) — 6pJn(v),u —v) = |ju— UHi;Alk + E2AL| Vi (u— )5 + At(u® — 03 u—v).
Meanwhile, the following estimate is available:

(53) (u® —v®u—v) >0.

As a consequence, we get

(Fonw) by Tu(0)u =) 2 u— vl + ALVl o)l
M
M
> Pyl + AVl — )l
1
M 1
> shmelu= vl 5T = o)l
(54) + M€ R — 3,
My

in which the second step comes from inequality (25) (in Lemma 3.1), and the third
step is the direct consequence of the following Cauchy inequality:
(55)

1
Mo 1 2 MEE
o~ vIZin+ 52 AL Va(u—v)l; 2 /\/?1 VAt =vll-1n - [Valu =)l
1
Mie
> Atlu —vl|2.
> =005V Alfu - ol
Finally, considering
2 2 2
(56) llu = vl =l =]y, + At Vau = v)l; + At [[Va(u = v)|l;,
we conclude that estimate (51) is valid by choosing C5 as indicated above. (]

Lemma 3.8. The iteration error is defined as e, = Ju(¢™) — Ju(¢). With the
same assumptions as Lemma 3.5, we have

2
(57 en < Gan(6™) = 85n(6),6") = 0) < Cs 600
and
(58) |0201,(0™) (dn, )| < Cu ldull?y,

for any 6™ in the line segment from ¢ to ¢tV where the constants Cs, Cy >
take the following forms:

2MP M,y
Mo

C3:= Cy' = max (2 At%),

(59)
1 .
Cy == max(1, My My?) + T 33 B2C2e 3 AL,
with Cq, Bo as given in Lemmas 3.5, 3.6, respectively.

Proof. By convexity of Jy, we have

(60) () = Jn(9) < (39 Tn(&™) = 89T (9). 6™ — ).
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With an application of inequality (51) in Lemma 3.7, we arrive at
(05 Tn (™) = 85 Tn(0), 6™ — @) = (S5Ju(6'™), 6™ — o)
< (n) _ ()
< sn@™)|,, oo

Ap
2

(61)

IN

L6 oo, + S0

Ap,

IN

1 — n 2 1

2Cs [Fame ™ +3

(G0 Tn(9") = 05T (), 6 — ¢).

Therefore, we can take constant Cs = C5* = max(2, Atz 1), such that

2

(62) € < Gan(6™) = 0u(0), 6" = 6) < Cs 85I (6) -
Next we derive a bound for (5§Jh(9'L)(dn, dn)

(24):

(63) [03T(0")(dns du)| < lldnllz 1, + BALNO" I3 lldn[§ + £*At [ Vndall;

. We begin with an application of

With the help of the ¢4 estimate (37) (in Lemma 3.5), we get
(64) 16%]l, < Cir.
On the other hand, an application of discrete Sobolev inequality (50) (in Proposi-
tion 3.6) indicates that
2 2 4 3,2 1 3
=y + 2 At [ Vadnlly 2357722 A2 [[dal2 ), - [Vadnll3

4

3.3 2
(65) 233T52At430 ? ldnlly s

with the Young’s inequality applied in the first step. Consequently, a substitution
of (64) and (65) into (63) yields

n M n
0516 (s dn)| < T lall” 1 + > At [Vndall3 + 3AL 16" 7 ]
0

1 :
(66) < (max(t M) + ] 3TBRCETAR ) (a2 93l
Considering
(67) Il = 120+ A% [+ 28 V3,

we conclude that estimate (58) is valid by choosing Cy = max(1, M;Mg?) + % .
3%B§Cfe_gAt%. Note that both By and Cy are ¢, At independent. This finishes
the proof of Lemma 3.8. O

Remark 3.9. We see that C3 = O(1) if At = O(e?), while C3 = O(EilAt%)
with a small € value. A similar scaling law is available for Cy: Cy = O(e71) if
At = O(e?), while Cy = O(E*%At%) with a small & value.

For the case of d = 3, p = 4, the discrete Sobolev inequality becomes
1 7 .
(68) H¢||4 < BOH‘Z’Hil,h : ||Vh¢H28 , Voe Cper'
The estimates corresponding to (63)-(65) turn out to be

(69)  [83In(0")(dn, dn)| < lldnllz=, +3AL[6"I7lldn§ + 2> At [ Vndnll3
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(70) 1%[l, < Ch,

and

(1)

8 7. .7 1 T 8 7.7 _
dnl® +e> At [Vndal > A d|| %y o (IVhdnlld > —5e A5 By [[dn| -

77/8EZ = 77/8
Then we get

6571 (67) (dn dn)|
3
(72) g(max(LMl/\Ag?) +3 77/85*%&%0%35)(\\(1“@ + €25 | Andal2).
In comparison with (67), we conclude that estimate (58) is valid by choosing
Cy = max(1, My My ?) + g T8 EALIC2B2.

Theorem 3.10. Let {¢(™} be the sequence generated by (27). Then
_L
203Cy°

Proof. For any « from the definition of the steepest descent direction, we apply
(58) from Lemma 3.8 and get

(73) en < Cteg, where Cs:=1-—

2
n n n a
In(@™ +ad,) — Jn(6™) = adyJu(¢™)(d,) + 5 0371(0) (dn dy)
2
«@
(74) < abgdn(#")(dn) + 5 Ca lldul,
o? 2
- (_ a” ) ‘
(—a+5Ca)|gsne™)| -
Hence the minimum achieved at a,, = C%; Then we have
€nt+l —€En = Jh(¢(n+1)) - Jh(d)(n))
(75) < Jn(@™ + andn) = Ju(6™)
Los 7 o
S G
Therefore,
1 NIE
€n —€nt1l = 2704 ‘5¢Jh(¢( ’))HV
1
76 > ns
( ) - 203046
in which the estimate (57) of Lemma 3.8 was applied in the last step. Hence,
1
(77) €n+1 S (1 - 20304) €n-
Then the desired result follows. O

In fact, by the representation formula (59), we see that Cs > 2, Cy > 1, so that

0<C5:1—ﬁ<1.

Remark 3.11. A geometric convergence rate is assured by Theorem 3.10. Re-
garding the convergence constant, we observe that C3Cy = O(e™1) for a time step

choice At = O(g?), while C3Cy = 0(5_%At%) with a small € value. In turn, this



STEEPEST DESCENT SOLVER FOR THE CAHN-HILLIARD EQUATION 851

estimate leads to a convergence rate of al, with 0 < ag < 1 for At = O(?), while
ap=1- O(AF%E%) in a general numerical set-up.

This analysis also verifies the following well-known fact observed in the exten-
sive numerical experiments: the steepest descent nonlinear iteration provides a fast
convergence for a small time step size. With a smaller value of €, the numerical
implementation becomes more and more challenging. Moreover, a small time step
size also accelerates the convergence speed for a small value of €.

The contraction estimate (77) is valid for the error of the discrete energy (20).
Meanwhile, such a contraction estimate is not directly available for the numerical
error of the original phase variable: ¢, := ¢ — ¢. However, we are still able to
derive a geometric convergent estimate for such a numerical error. The functional
inequality is available

S0 () an) + 553716 an,00)

1
= SBIO) )

My
2M?3

Tn(6™) = ()

2
e* At
(78) > HQnHQ—l,h + THthnH;

with 6 in the line segment from ¢(™ to ¢. Note that the second step comes from
the fact that d4.J5(¢) = 0, and the following fact is used in the last step:
(79) 360%(gn)? > 0.

As a direct consequence, we get

My e2At
W”anZ—Lh + THVhCInH% <en
<Cfeo
n 1 k12 At k4 4
<(0)" (= 56 = 6"12 ., + T (0"~ 9l
e2At .
+ S (IVn6" 13— IVa0l3) + At(s*, 6" — 9))
(80) <At(C5)" Ry,
where

1 2
Ric= 11614 = 191D + S (1906*13 — 194613) + (6%, 6" — 9).

This yields the geometric convergence analysis for the numerical error ¢, in both
|- |l and discrete H} norms. We also notice that Ry = O(At), since ¢ is the exact
numerical solution ¢**! for the convex splitting scheme.

4. Numerical results

4.1. Convergence test for the numerical schemes. In this subsection we per-
form a numerical accuracy check for the numerical scheme (15). The computational
domain is chosen as = (0,1)2, and the exact profile for the phase variable is set
to be

(81) D(z,y,t) = %sin(ch) cos(2my) cos(t).
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FIGURE 1. The discrete £2 numerical errors vs. the iteration num-
ber, with a spatial resolution N = 256. The numerical results are
obtained by the proposed PSD iteration solver. The time step
size and surface diffusion parameters are taken as: (a) At = 0.01,
€ =0.05, (b) At =0.01, e = 0.01, and (c) At =0.02, £ = 0.05.

To make ® satisfy the original PDE (2), we have to add an artificial, time-dependent
forcing term. Then the numerical scheme (15) can be implemented to solve for (2).
In addition, we set the mobility function as

(52) M(g) = 31+ 7).
Notice that this mobility function has a uniform lower bound M(¢) > 1.

First, we verify the efficiency and accuracy of the proposed PSD iterative solver.
The first time step is taken into consideration, and we take the spatial resolution
as N = 256 (with h = ﬁ) To investigate the iteration performance and its
dependence on certain parameters, such as the time step size At and interface
width e, we take three different parameter combinations: (a) At = 0.01, ¢ = 0.05,
(b) At = 0.01, ¢ = 0.01, and (c) At = 0.02, ¢ = 0.05. The discrete 2 iteration
errors are displayed in Figure 1, in terms of the iteration number.

In all three cases, the geometric convergence rate has been clearly observed in
the iteration process, which justifies the theoretical analysis (80). In addition, the
convergence rate turns out to be faster with a smaller time step size At or a larger
surface diffusion parameter €, by making a comparison between (a) and (b), (a) and
(¢), respectively. This numerical behavior also agrees with the analysis outlined in
Remark 3.11. Meanwhile, all these iterations have reached the machine precision
within 40 iteration stages. In the practical computations, only 5 to 10 iteration
stages are needed at each time step.

Next, the accuracy check for the fully implemented numerical scheme is per-
formed. The spatial resolution is fixed as N = 256 so that the spatial numerical
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Numerical error

FIGURE 2. The discrete 2 and > numerical errors versus tem-
poral resolution Np for Ny = 100 : 100 : 1000, with a spatial
resolution NV = 256. The numerical results are obtained by the
computation using the numerical scheme (15). The surface dif-
fusion parameter is taken to be ¢ = 0.5. The data lie roughly
on curves C N “ for appropriate choices of C, with a, = 1.3463,
confirming the first order temporal accuracy of the scheme.

error is negligible. The final time is set as T' = 1, and the surface diffusion pa-
rameter is taken as ¢ = 0.5. Naturally, a sequence of time step sizes are taken as
At = NLT with Ny = 100 : 100 : 1000. The expected temporal numerical accuracy
assumption e = C'/At indicates that In|e] = In(CT) — In N, so that we plot In |e]
versus. In N to demonstrate the temporal convergence order. The fitted line dis-
played in Figure 2 shows an approximate slope of -1.3463, which in turn verifies at
least first order temporal convergence order in both the discrete 2 and ¢*° norms.

4.2. Numerical simulation of coarsening processes. In this subsection, we
perform a two-dimensional numerical simulation showing the coarsening process
with variable mobility function (82). The computational domain is set as Q =
(0,1)2, and the interface width parameter is taken as £ = 0.005. The initial data
are given by

(83)

?7]. =0.05-(2r;; — 1), r;; are uniformly distributed random numbers in [0, 1].

The numerical scheme (15) is implemented for this simulation. For the temporal
step size At, we use increasing values of At in the time evolution: At =5x107° on
the time interval [0,0.5], At = 10~ on the time interval [0.5,3] and At =2 x 1074
on the time interval [3,7]. Whenever a new time step size is applied, we initiate the
two-step numerical scheme by taking ¢~1 = ¢°, with the initial data ¢° given by
the final time output of the last time period. The time snapshots of the evolution
by using € = 0.005 are presented in Figure 3, with significant coarsening observed
in the system. At early times many small structures are present. At the final time,
t =7, a single structure emerges, and further coarsening is not possible.

In particular, the long time characteristics of the solution, especially the ener-
gy decay rate, are of great scientific interests. For the epitaxial thin film growth
and polynomial-approximation Cahn-Hilliard gradient models, certain theoretical
analysis [29] has provided an upper bound of the energy decay rate as t~/3, and
some numerical experiments have also demonstrated such a scaling law [10, 12].
Meanwhile, for the Cahn-Hilliard flow with variable mobility function, the energy
dissipation law has also been an interesting issue. In this article, we provide some
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19873 T"

t =0.05

b sh g g

F1GURE 3. (Color online.) Snapshots of the phase variable ¢ at
the indicated time instants over the domain Q = (0,1)2, ¢ = 0.005,
with the solution-dependent mobility (82). Finally, there is a single
structure at t = 7.

time

FicURE 4. Log-log plot of the temporal evolution the energy Ej,
for ¢ = 0.005, with a variable mobility function given by (82).
The energy decreases like a.t’ until saturation. The red lines
represent the energy plot obtained by the simulations, while the
straight lines are obtained by least squares approximations to the
energy data. The least squares fit is only taken for the linear part
of the calculated data, only up to about time ¢t = 100. The fitted
line has the form a.t’, with a. = 0.01895, b, = —0.3845.

numerical evidences. Figure 4 presents the log-log plot for the energy versus time,
with the given physical parameters, in which the discrete Ej, is defined as (16).
The detailed scaling “exponent” is obtained using least squares fits of the com-
puted data up to time ¢ = 100. A clear observation of the a.t’ scaling law can
be made, with a. = 0.01895, b = —0.3845. It is amazing to obtain an energy
dissipation scaling index for the Flory-Huggins Cahn-Hilliard flow in the long time
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numerical simulation, which is close to the t~1/3 scaling observed in the polynomial
approximation model.

5. Concluding remarks

In this article, the preconditioned steepest descent (PSD) iteration solver is con-
sidered to implement a first order convex splitting numerical scheme, combined with
the finite difference spatial discretization, to the Cahn-Hilliard equation with vari-
able mobility function. The convex-concave decomposition is applied to the energy
functional, while the mobility function is explicitly updated to ensure the unique
solvability. In terms of the numerical implementation of this nonlinear numerical
scheme, coupled with a variable-mobility approximation, we propose a precondi-
tioned steepest descent iteration solver in the computation, since the implicit parts
of the numerical scheme are associated with a strictly convex energy. Such an it-
eration solver consists of a computation of the search direction (involved with a
Poisson-like equation), and a one-parameter optimization over the search direction,
in which the Newton’s iteration becomes very powerful. At a theoretical level, a
geometric convergence rate is proved for the PSD iteration, which is the first such
result for the variable-mobility gradient flows. In addition, an optimal rate conver-
gence analysis and error estimate have also been established for the fully discrete
finite difference scheme. A few numerical examples are presented to demonstrate
the robustness and efficiency of the PSD solver.
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Appendix A. The convergence analysis for the numerical scheme

In this appendix we provide an optimal rate convergence analysis for the fully
discrete scheme (15). Let @ be the exact PDE solution for the variable-mobility
Cahn-Hillaird equation (2). With sufficiently regular initial data, it is reasonable
to assume that the exact solution has regularity of class R, where

(A1) @ €R:=H*(0,T;Cper() N H' (0,T;C2,.(Q)) N L= (0,T;CL, () .

per per

Theorem A.1. Given initial data ®(-,t = 0) € CS.,(Q), suppose the exact solu-
tion for the variable-mobility Cahn Hilliard equation (2) is of regularity class R.
Then, provided At and h are sufficiently small, and under the linear refinement
requirement C’lh <At < C’gh, we have

k 12
(A2) @8 = "2+ (ALY (IVA(@ — )[F) T < C(AL+ b2,
j=1

for all positive integers k, such that t, = kAt < T, where C' > 0 is independent of
At and h.
Proof. A careful application of Taylor expansion for ® gives

(I)kJrl _ (I)k
(A.3) QA
with the local truncation error ||[7%*1||o < C(At+h2). In turn, the numerical error

function is introduced at a point-wise level:

(A.4) P =" — ™, Ym > 0.

= Vi (MEV (@F41)? - @F — 20, @441 ) ) oL
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In turn, subtracting (A.3) from (15) leads to

Tk+1 _ Tk . .
T =V (@) — 1w
(A5) + METRWETE = G = 20,854 ) 4 744,
where
(A.6) N = (@FH1)0 — (ghH1)P = MEHIGRL
(A.7) N’2k+1 = ((I)k+l)2 + (Dk+1¢k+1 + (¢k+1)27
(A.8) YL (®k+1)3 —BF _ 22N, BF

The exact solution ® has the following bounds:
(A.9) 1]l Lo 0,7ty < C5, [®™]l6 < C5, ¥m > 0.
Since V™! only depends on the exact solution, we assume a discrete W1° bound:
(A.10) V" o + IVAV" oo < Cs,  ¥m > 0.

Since the numerical scheme (15) is unconditionally energy stable, we have

(A.11) Ep(¢™) < En(¢™ ") < -+ < En(¢°) < Gy,
so that
(A.12) 6™ Iy < Co :=Ce(Co + Ca).

Consequently, with an application of 3-D Sobolev inequality (C.1), we conclude
that

(A.13) 6™ 16 < Cll¢™ |2 < C1 := CCo, ¥m > 0.

In addition, we make an a-priori assumption for the numerical error function at the
previous time step:

(A.14) IVré" s <1,

and this assumption will be recovered by the convergence estimate at the next time
step. As a result, the W,}A bound of the numerical solution at t* becomes available:

(A.15) IVr 6" lla = IV (D*F = ¢¥)[la < [IVh®* |4+ | V" |l < Cs + 1.
Taking an inner product with (A.5) by 2¢F*! leads to
(1513 1641 + 164+ - 3413)
At 2 2 2

(A.16) + 2V, MEV L (VEFL = 227, 6741))
:2<vh&k+l7/\;‘kvhq§k - (M(Qk) - Mk)vhvk+1> + 2<Tk+1a (Z;k+1>7

in which the summation by parts formulas have been applied.
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For the right hand side terms, the following estimates are available:
2Vid* !, MIVLEE) < 2 M(@F)lloo - [V 2 - IV RS 2
(A17) < 2M|IVAG o - [VE (|2 < Ma([Vad™ I3 + 1Vad®]13),
(A18)  |M(@") = M| = |M/ (W) (@F — ¢)] = IM'(EW)*| < M(gH,
- 2<vhq~5k+l7 (M(q)k) - Mk)vlzvk+1>
< 2[[Vag™ o - [M(@F) = ME[lz - ViV oo
< 205 Vg |z - M|6F (|2 = 205 M | Vad** |2 - [16¥I2
(A.19) < CsM (Vg5 + [16°13),
(A20)  2(r*HH GF ) < [|ITR TS (|G,
in which £ is between ¢* and ®*. Notice that the uniform bounds for the mobility
function, My < M(¢) < My, as well as its derivative bound, |M'(¢)| < M, and
the W,"> bound (A.10) for V¥*1, have been used in the derivation.
For the nonlinear error term, we focus on the inner product in the x direction;
the corresponding analysis in the y and z directions could be similarly carried out.

Over any fixed mesh cell, from (4,7, k) to (i + 1,4, k), the following identities are
valid:

(A.21)
Dx(fg) = (Axf) : (Dacg) + (Aacg) . (Dxf)v (Awf)i+1/2,j,k = %(fi,j,k + fi+1,]}k‘)7
(A.22)
DINllc+l = DCE(N2IC+1¢~)I€+1) = (AINQICJA) ’ (Dzék_H) + (D:L'Nszrl) : (Aw&ﬁ—l)-

For the first decomposition term in (A.22), we see that the nonlinear coefficient is
non-negative at a point-wise level, i.e., ./\/'Qk"'1 > 0, so that

(A.23) 2D M MF(ANGFTY) - (DM H)) > 0,

in which the fact that M(¢*) > M has also been used. For the second decompo-
sition term in (A.22), we look at the part of D, ((¢*+1)2). A further application of
the identity (A.21) implies that

Do ((¢F1)?) = 2(A, 6" 1) - (Dy¢*),  so that
2(Dy ™, ME(D, ((67)?)) - (AudF )

v

(A24) =D ¢ MF(A¢" ) - (Dt - (A" )

<4 D" g - [MF[loo - 165 6 - [1D26" 2 - 165+ 6

<O ARG o - My - Co - Cr - 6" Iy < Col And™ 2 - 16" |1y
with Cy = CCyC1 My, in which the discrete Sobolev inequalities (C.1), the discrete
H' and L% bounds for the numerical solution, given by (A.12), (A.13), have been
applied in the derivation. Similar estimates could be derived for two other expansion

terms of Nf“; the results are stated below, while the technical details are skipped
for the sake of brevity:

2Dy, MF (D, ((871)2)) - (A268T)) < Cal| And*la - |85 |

A25 o - L .
2 2(Dy¢™, ME(Dy (@M - (Ap0 1)) < Cl|AR™ 2 - 1684 1y,
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with C3 = C(CoCl + (C5)?)M; . Subsequently, a combination of (A.23)-(A.25)
leads to

(A.26) 2D, MEDLNTH) < 3G ARG |2 - (165 |14

The estimates in the y and z directions are similar; the details are skipped for the
sake of brevity:

2(Dyd" 1 MFD NI < 3C5)| A" o - 165 [
2D MEDNTT) < 3C3) 0" 2 - (165 |1y -

Then we obtain
(A.28)~ } . 3
2Vt MEVLNETY) <903 A" 2 - 10|y

(A.27)

1 ~ 81 ~ 1 9 e
<5 Mo [ Mgt + - CEMG e (16 + [Vt ),

For the nonlinear error estimate associated with the surface diffusion part, the
technical lemma in Appendix B is required. Finally, a substitution of (A.17)-(A.20),
(A.28) and (B.1) into (A.16) results in

i Tk+112 _ | 1k12 1 2 Tk+1)2
7 (1654113 = 16¥13) + 3 Moe? 1 2n "3
<Cs(IVad" 15+ 1Vad®13) + Coll g™ 113 + 1*13) + I+ 3.

with C5 = My + CsM +81C3My e 2 +2e2MM, Cg = CsM + 8103 My e 2 + 1,
Meanwhile, an application of Cauchy inequality implies that

G5l V™ 15 = = Cs (6™, And™) < Cs 6™ 2+ [ And™ 2

(A.29)

(A.BO) < 02 —2|| Im |2 1 2 A Tm |2 _
<2C5e || ||2JF8-/\/10fS ARe™]5, m=Fkk+1.

A substitution of (A.30) into (A.29) results in

1 - . 1 .

7 (197713 = 165 13) + 3 Mos? | And™ 13
<(Co +2C3e ) (1615 + 16°115) + 17113

An application of discrete Gronwall inequality implies that

(A.31)

E+1
- 1 -
(A.32) 113 + Mo Aty [ And (5 < C(AL + 1),
(=1
so that an optimal rate convergence estimate has been established.
Recovery of the a-priori assumption (A.14)
With the optimal rate error estimate (A.32) at hand, we are able to obtain the
following error bounds at time step t*+1:
< C(At? + h?),

- - 2
(A33)  [FH < CAL+ A2, A, < CAITHRD)

in which the linear refinement constraint C’liz < At < C’gh has been applied. In
turn, an application of the discrete Sobolev inequality (C.1) implies that

(A.34) IVR" e < ARG 2 < C(AL2 +h3) <1,

provided that At and h are sufficiently small. Therefore, the a-priori assump-
tion (A.14) is valid at the next time step t**1, so that an induction analysis could
be applied. This finishes the convergence analysis.
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Appendix B. A technical lemma

The following technical lemma is needed in the proof of the convergence of the
numerical scheme. The notation and the assumptions are the same.

Lemma B.1. Under the point-wise bounds, Mo < M* < My, |IM'(¢)| < M, and
the a-priori bound (A.15) for the numerical solution at the previous time step, we
have

_ <Vh(;;m+1, M(d)m)thh&m+l>
1 - -
(B.1) > Molland™ 13— MO VG,

where the constant MY only depends on Mgy, M1, Cs, Cy and M.

Proof. An application of summation by parts implies that
(B.2) —<th~5m+1’ /\u/l(d)m)thhJ)erl) _ <Ah¢~)m+17 Vi - (M(qsm)vhq;erl)).

Meanwhile, at a fixed grid point (i, 4, k), a detailed finite difference expansion reveals
that

Vi (M(@™)Vd™ )ik
:(M(bmy)i,j,k'Ah(g"H»l

.5,k

1 m m
+ §(Dav(M¢m)i+%,j,ka¢i+§1,j,k + Dw(Md)m)i—%Jka“ z:r%lﬂk)

1 im im
+ §(Dy(M¢m)i,j+%,kDy¢v A +Dy(M¢m)i,j—§,kDy¢' '+1 k)

ii+1k ij—%,
1 m im
+ 5(Dz(M¢m)i7j,k+%Dz¢i’;kl+% + D (M¢m)i,j,k—éDz¢,;,]Tkl_%)-

Subsequently, an application of discrete Holder inequality leads to

(VR @ M6 VAR
=(Dnd"™ Vi - (M(¢™) V™))
> min(M(¢™)) - [And™ 13
— VAWM @™ Dl IVa™ 4 - [ And™ 2.

Meanwhile, the following bound is available for ||V, (M¢@™)||4:

V(M@ N4 UM (Olloc - 6™ (|4 + M (D)o - IVn8™[I4)
(B.4) <M - CCy + My [|V3rg™ 4
<M - Cé1 + M1(C5 + 1) = 04,
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in which the a-priori estimates (A.13), (A.15) have been applied. Going back (B.3),
we arrive at

— (Vo™ M(¢™) Vi ARd™ )
=(Ap ¢ V- (M(¢™) Vo™ )
> Mol Ard™ M3 = CallVad™ s - |AR™ 2
> Mol And™ 3 — CCHlIVAd™ 3 - [|And™ ]
> Mol And™ 3 — CC4lIVad™ 3 - 1An6™ 3

(B.5) N ARE™ |2

Bl N sl

- 1 - -

>Mol| Apg™ 3 — §M0||Ah¢m“\|§ - MW V,¢m 3

1 m m

=3 MollAng™ I3 = MO 7,6m 5,
in which the Sobolev inequality (C.2) has been applied in the second step, and the
Young’s inequality has been applied in the last step. Moreover, M () only depends
on My and Cy, henceforth on C;, C5, M; and M. This finishes the proof of
Lemma B.1. O

Appendix C. Some discrete Sobolev inequalities

The following inequalities were used in the proof of convergence of the numerical
scheme.

Lemma C.1. For any 3-D periodic grid function f (over cell centered mesh points),
we have

(C.1) 1flle < Cllfllaz,  IVaflls < ClARSIl2
1 3
(C.2) IViflla < ClIVRflls - 11ARSI3 -

Proof. Due to the periodic boundary conditions for f and its cell-centered repre-
sentation, it has a corresponding discrete Fourier transformation:

K
_ E PN 2mi(Lx; +my, +nzy
(03) fi,j,k — fl,m,ne ( +1/2 Yj+1/2 k+1/2)’

Lmn=—K

with f¥. . the discrete Fourier coefficients. And also, its extension to a continuous
function is given by

K
(C4) fF(w7 y) — Z f;]?’m’ne%ri(ﬂav{»myﬁ»nz).

Lmn=—K

Parseval’s identity (at both the discrete and continuous levels) implies that

N-1 K K
FN 2 N
(C5) Z |f73,j|2 =N° Z ‘fé,m,n|27 ”fF” = Z |f2,m,n‘2'
4,5,k=0 Lmn=—K Lmn=—K

Based on the fact that AN = L, this in turn results in

K

(C.6) 1A =1l = > 1 n

Lm=—K

2
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For the comparison between f = D, f and 9, fr, we look at the following Fourier
expansions:

Jir1gk = figk

D, fit1256 = o
K
(C.7) = Z H‘Zfej\in n€2ni(€x;+1+my1+1/2+zk+1/2)7
Lmn=—K o
K
(C_S) 8LfF($7 Y, z) = Z V[fgm7n82m<h+my+”’2)7
Lmn=—K
with
2isin(lwh
(C.9) e = —%ﬁ), ve = —24mi.

A comparison of Fourier eigenvalues between |u,| and |v¢| shows that
(C.10) %wg el < l, for —K<(<K,

which in turn leads to

(C11) 2 oufell < 1D fll < 10, el

A similar estimate could also be derived:

(©12) 210,551l < 1Dyl < 10,76, 210-Fell < ID- 11 < 10-fell

A combination of (C.6), (C.11) and (C.12) yields

2
(C.13) el < 1l < 1l

Meanwhile, the following estimate has been established in recent works [8, 19]: For
a 3-D periodoic grid function f, we have

p .
(C14) 11y <[ Blelr, withp =16
As a result, by taking p = 6, we obtain the discrete Sobolev inequality
(C.15) 1£lls < V3l fellizs < Cllfellar < Cllfllu;-

in which the Sobolev embedding (for continuous functions) has been applied at the
second step, while the estimate (C.13) has been recalled in the last step.

The second inequality in (C.1) could be proved in a similar manner.

The inequality (C.2) is based on the following estimates

(C.16) IVnflla < V2|V felLs, (similarly),
(C.17) IVafllz < Vel [ARfll2 < 1A fell,
(C.18) IV fellze < CIIVfel? - |Afe] 7.

This finishes the proof of Lemma C.1. 0
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