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Abstract

This paper is concerned with conditionally structure-preserving, low regularity time
integration methods for a class of semilinear parabolic equations of Allen—Cahn type.
Important properties of such equations include maximum bound principle (MBP) and
energy dissipation law; for the former, that means the absolute value of the solution
is pointwisely bounded for all the time by some constant imposed by appropriate
initial and boundary conditions. The model equation is first discretized in space by
the central finite difference, then by iteratively using Duhamel’s formula, first- and
second-order low regularity integrators (LRIs) are constructed for time discretization
of the semi-discrete system. The proposed LRI schemes are proved to preserve the
MBP and the energy stability in the discrete sense. Furthermore, their temporal error
estimates are also successfully derived under a low regularity requirement that the
exact solution of the semi-discrete problem is only assumed to be continuous in time.
Numerical results show that the proposed LRI schemes are more accurate and have
better convergence rates than classic exponential time differencing schemes, especially
when the interfacial parameter approaches zero.
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1 Introduction

Phase-field modeling is an important mathematical tool for solving interfacial prob-
lems in scientific and engineering fields. Phase-field models were first introduced by
Fix [17] and Langer [30], and have gained increasing interest and attention in solid-
ification dynamics [4, 5] and other areas such as fracture mechanics [6, 7], viscous
fingering [18, 41], hydrogen embrittlement [23, 40], vesicle dynamics [3, 37], etc.
A thorough review on phase-field modeling can be found in [11]. The Allen—Cahn
equation, originally introduced by Allen and Cahn in [2], is a well-known phase-field
model used to describe the motion of antiphase boundaries in crystalline solids. It
belongs to a class of semilinear parabolic equations of the form:

ou=e*Au+ fu), x € 2, t >0, (1.1)

where 2 c R (d = 1,2,3) is an open and bounded Lipschitz domain, u : 2 x
[0, 00) — R is the unknown function, ¢ > 0 is the interfacial parameter representing
the width of the transition regions, and f : R — R is a nonlinear function. An initial
boundary value problem associated with equation (1.1) is obtained by imposing the
initial condition u(x, 0) = ug(x) for any x € £2, and suitable boundary conditions
(e.g., periodic or homogeneous Neumann or Dirichlet boundary conditions).
Suppose that the nonlinear function f satisfies the following assumptions:

(AD) f(B) =0 =< f(=P)for some f > 0.

(A2) fis continuously differentiable and nonconstant on [— 8, B].

Then the solution to (1.1) satisfies the maximum bound principle (MBP) as analyzed
in [13], namely if the initial data is pointwisely bounded in absolute value by g, then
the solution is also pointwisely bounded in absolute value by g for all the time, i.e.,

max |up(x)] < p =— max|u(x,t)]<p forallz > 0. (1.2)
xef2 xef2

For example, for the Allen—Cahn equation with f(u) = u — u3 [14], the solution is
bounded by 8 = 1. In addition, as a phase-field type model, equation (1.1) can be
viewed as an L? gradient flow with respect to the energy functional

2
Eu) = / (%|Vu(x)|2 + F(u(x))) dx, (1.3)
2
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where F is a smooth potential function with F'(«) = — f(u). Thus, the solution
to (1.1) decreases the energy (1.3) in time:

4 ey = —/ x> dx < 0. (1.4)
dt I?)

Such a property is known as the energy dissipation law of the phase transition process.
MBP and energy dissipation are two physical properties of Allen—Cahn type equa-
tions (1.1), thus they are highly desired to be preserved when constructing numerical
schemes for these equations.

Various MBP-preserving schemes for semilinear parabolic equations have been dis-
covered recently. In [53], it was shown that implicit-explicit discretization in time and
central finite difference in space for the Allen—Cahn equation preserve the MBP. The
decay of the discrete energy functional along the time is obtained based on the MBP
result. The generalized Allen—Cahn equation with a nonlinear degenerated mobility
was studied in [48], where a first-order semi-implicit scheme was proved to preserve
the MBP under some time step constraint (which can be further improved by adding a
stabilizing term). Following these ideas, both linear and nonlinear second-order Crank-
Nicolson/Adams-Bashforth schemes were constructed in [21, 22], which guarantee the
MBP and energy stability for the Allen—Cahn equation as well as its variants. When
solving problems with strong stiff linear terms, exponential-type integrators such as
exponential time differencing (ETD) and integrating factor Runge—Kutta (IFRK) meth-
ods have been shown to be more effective. Based on Duhamel’s formula (also known
as the variation-of-constants formula) along with approximating the nonlinear term by
polynomial interpolations, the ETD schemes [38, 39] evaluate the linear part exactly,
ensuring both stability and accuracy. In [13], a general framework of ETD schemes for
a class of semilinear parabolic equations was established, where linear and nonlinear
operators have to satisfy certain conditions to preserve the MBP. ETD methods were
also used for the nonlocal Allen—Cahn equation [12] and the conservative Allen—Cahn
equation [32]. A combination of ETD with overlapping domain decomposition was
studied in [34]. Unlike ETD, the main idea of IFRK methods is to use the integrating
factor to eliminate the stiff linear term before applying the conventional Runge—Kutta
method. A four-stage, fourth-order IFRK scheme was proposed in [26] which pre-
serves the MBP under some certain condition on the time step size. By adding a
stabilizing constant, the stabilized IFRK method was introduced in [33] and shown
to unconditionally preserve the MBP up to the third order. In addition, uniform L”—
bounds, which are weaker than the MBP, were also studied for numerical discretization
of the Allen—Cahn equation in [62].

Similar to the MBP preserving schemes, energy stable numerical methods for time
integration of the Allen—Cahn type equations as well as other gradient flows have
attracted much attention. Examples of traditional approaches include fully implicit
method [15, 58], convex splitting schemes [19, 49, 54, 55], stabilized semi-implicit
methods [16, 52, 53, 59] and ETD schemes [12, 13, 27, 28, 64]. Some novel linear
schemes have been investigated in the past few years such as the invariant energy
quadratization (IEQ) schemes [60, 61, 63] and the scalar auxiliary variable (SAV)
schemes [10, 50, 51], which monotonically decrease certain modified energies. The
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main idea of these two methods is to transform the energy functional (1.3) into
quadratic forms of some new auxiliary variables. Because of the efficiency of the
SAV approach in term of computations, many of its variants were also developed [1,
9, 24, 36].

It should be noted that convergence and error estimates play an essential role when
analyzing a numerical scheme. A common way is to first discretize the model problem
(cf. equation (1.1)) in space, then apply time integration to the space-discrete problem.
Convergence of the numerical solution to the exact space-discrete solution is usually
obtained under some assumptions on the smoothness of the exact solution. In particular,
ETD schemes [12, 13] require the exact space-discrete solution to be in C 1 for the
first-order scheme and in C? for the second-order scheme. Similarly, convergence of
the IFRK schemes [26, 33] only holds when the exact solution at least belongs to C”
in time, where p is the order of the method. Therefore, it is desirable to develop time
integration schemes for Allen—Cahn type equations which only require low regularity
on the exact solution but hold similar optimal error estimates, while still preserving
the two intrinsic properties, namely MBP and energy stability.

The LRIs are recently introduced time discretization techniques for evolution prob-
lems, which require weaker regularity assumptions for error analysis than those by
classical methods. The so-called resonance based schemes were developed for non-
linear dispersive equations at low regularity, including the Korteweg-de Vries (KdV)
[20, 56, 57], Schrodinger [42—44], Boussinesq [45], and Dirac [47] equations. These
schemes are based on Fourier series expansions of the solution (instead of Taylor
expansions as in classical methods), thus they are restricted to periodic boundary con-
ditions only. High-order resonance-based methods can be constructed using decorated
tree series as shown in [8]. Recently, a new framework of LRIs has been introduced
in [46] which does not rely on Fourier expansions, thus can be applied to general
boundary conditions. The idea is to introduce filter oscillations to treat the dominant
oscillations exactly and use a stabilized Taylor series expansion to approximate the
lower order parts. First- and second-order LRIs have been constructed and analyzed
in [46]. The LRIs can be coupled with various spatial discretization techniques, such
as finite element methods as considered in [31], where a first-order semi-implicit LRI
scheme was applied to solve the Navier—Stokes (NS) equations. Analysis of tempo-
ral convergence for both space-continuous and fully discrete problems were carried
out under a weaker regularity condition than the semi-implicit Euler method and the
classical exponential integrator.

In this paper, we aim to construct first- and second-order LRIs for the time approx-
imation of equation (1.1) which is discretized in space by the standard central finite
difference. The proposed schemes are obtained by iterating Duhamel’s formula as in
[46] and are shown to preserve MBP, from which energy stability and error estimates
of the numerical solutions can be proved independently. In particular, convergence of
the fully discrete numerical solution to the exact space-discrete solution is obtained
for both first- and second-order schemes, by only assuming that the exact solution
is continuous in time (instead of C! or C? as required by ETD or IFRK methods).
The main contribution of our work can be summarized as follows. Firstly, we do not
require high regularity of the solution to the semi-discrete system of (1.1) to carry out
error estimates, the regularity is passed to the nonlinear function f instead. Secondly,
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we optimize the condition on the time step size At to preserve the MBP, allowing the
use of fairly large At. Thirdly, the proofs of energy stability rely only on the MBP,
avoiding some extra conditions on the exact solution (needed for many other methods
due to the use of error estimate results for the proof). Finally, numerical results show
that the proposed LRIs (especially the second-order scheme) are more accurate and
have better convergence rates than the ETD schemes, especially when the interface
parameter ¢ in (1.1) is very small. We also would like to note that the proposed LRI
schemes can be straightforwardly applied to other similar systems, e.g., nonlocal or
fractional Allen—Cahn equations [12].

The rest of this paper is organized as follows. In Sect. 2, we discretize the model
equation (1.1) in space using the central finite difference method and then derive
first- and second-order LRI schemes for time integration of the space-discrete prob-
lem. Next, MBP and energy stability of the resulting fully discrete numerical solution
are proved in Sect.3; we also discuss the MBP results under some typical choices
of the potential function. In Sect.4, we carry out convergence and temporal error
analysis of the proposed LRI schemes under low regularity assumptions. In Sect. 5,
numerical results are presented to illustrate the accuracy and convergence of the pro-
posed schemes. Finally, some concluding remarks are given in Sect. 6. Throughout the
paper, we suppose that assumptions (A1) and (A2) hold; any further conditions on f,
if required, will be stated explicitly.

2 Space-discrete problem and low regularity integrators

Assume that the spatial domain £2 in R? is either a finite interval (d = 1), a rectangle
(d = 2), or a rectangular parallelepiped (d = 3). We consider a uniform partition of
£2 into rectangular elements; for simplicity, we assume all elements have equal sides
and denote by A the length of the side of each element. Let N be the number of grid
points of the mesh for unknowns, and denote by

u(t) = W' @), u?@), ..., u )T,

where u/ (¢) is the approximation of u(x j, t) for j = 1,2, ..., N. Using central finite
differences for spatial discretization of problem (1.1) with the homogeneous Neumann
boundary conditions, we obtain the following space-discrete system:

du
- —Aut f@), 2.1

where f(u) = (f(ub), fu?), ..., fu™)T,A = 2Dy, and Dy, is defined as in [29].
Particularly, Dj, = A, in one dimension, D, = I ® A;, + A, ® I in two dimensions,
and Dy =IQIQRA,+IRA, QI+, ®I ® I in three dimensions. Here ® denotes
the Kronecker product, I is the identity matrix, and A, is a square matrix of order N
given by
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-2 2 0 0
1 -2 1 0
1 .
Ap = 2 )
0 1 -2 1
0 0 2 =2

It is well-known that matrix Dj, is diagonally dominant with all diagonal entries
negative. We then have the following result [26, Lemma 3.3], which is crucial to the
analysis of exponential-type integrators:

Lemma 1 Foranyy > 0, we have ||e?P || s < 1, and therefore || e" 4o < 1.

Based on this result, the space-discrete problem (2.1) is well-posed and preserves the
MBP as stated below (the proof is similar to Theorem 2 in [34]).

Theorem 1 Given any fixed terminal time T > 0. Assume that the initial data is
bounded by B in absolute value, i.e., |\ug||p~ < B, then the semi-discrete system (2.1)
admits a unique solution u € C([0, T]; RN) and

lu(®)lloo < B forallt €0, T].

Remark 1 The result of Theorem 1 still holds when one imposes the periodic boundary
condition or the Dirichlet boundary condition (where the Dirichlet data is also assumed
to be bounded by § in absolute value); see [13] for more details. In addition, other
types of spatial discretizations (e.g., finite volume and lumped-mass finite element) for
problem (1.1) can also be considered without affecting the analysis presented in this
paper, provided that the corresponding matrix A = (a;;)nxn satisfies the following
property [13, Proposition 2.5]:

N
laiil = > laijl, @i <0, aij =0 (j #1i). 22)
J=1j#i

A slightly more relaxed condition on A for Lemma 1 to hold can be further found in
[26, Lemma 3.3].

For the time discretization, let us consider a uniform partition of the time interval
[0,T]:0=1)<t] <--- <ty =T,with the step size At = % The exact (in time)
solution to (2.1) at each time level is given by Duhamel’s formula:

At
Utyms1) = e ulty) +/ DA F Uty +5))ds, m=0,1,...,M—1.
0
(2.3)

The main idea of LRIs developed in [31, 46] is to use again Duhamel’s formula to
compute u(t, + s) in (2.3). In particular, we have, for any s € [0, At]:

Uty + ) = e Aulty) + f ' BT L (u(ty + 0)) do. (2.4)
0
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Using (2.4) to approximate u(#,, + s) in (2.3) leads to the first- and second-order LRIs
described below.

For convenience of presentation, we introduce the following notation: for any func-
tiong : R — R,letg : RN — R bedefinedas g(v) := (g(v1), g(v2), ..., gwn)7’,
for any v = (vq, v2, ..., vy)T € RY; when g is sufficiently smooth, we denote by

a[’
ﬁ(v) = diag(g® (v1), g P (v). ... gP (wy)), peN. 2.5)

Note that when p = 1, (2.5) is simply the Jacobian of g. In addition, we make use of
the notation © for denoting element-wise operations, e.g., v©2 = (vlz, v%, R vlzv)T
andu © v := (uyvy, uava, ..., unyon)’.

2.1 First-order low regularity integrators

Let us take Uy = u(0). For first-order schemes, we approximate u(t,, + s) by SAU,
in (2.3) and obtain: form =0,1,..., M — 1,

At At
Upsr =AU, + / A=A £ (5AU ) ds = eAAU,, + / g(s)ds, (2.6)
0 0

where g(s) = eA=94 f(¢AU,,). We then compute the integral on the right-hand
side using one-point quadrature rules, which leads to the following schemes:

(i) LRI1a with g(s) on [0, At] approximated by g(0) (as in [46]):
Upi1 = AU, + Atf(Up)). 2.7)
(i) LRI1b with g(s) on [0, A¢] approximated by g(A#):
Upir = e AU, + Atf (24U ,). (2.8)

We remark that the LRI1a scheme is identical to the first-order IFRK scheme [25, 26],
while the LRI1b scheme (first proposed in [31]) is essentially different from the IFRK
or ETD schemes.

2.2 Second-order low regularity integrator

Let us approximate u (t,, +s) by SAU,, + s f(U,,) from (2.4), and plug that into (2.3)
to obtain: form =0,1,..., M — 1,

At
Ui =AU, +/ A=A £ (AU, + sf(Un))ds.
0
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By replacing f(e*AU,, + sf(U,)) by f(e*AU,,) + s%(eSAUm)f(Um), we arrive
at

At At
3
Upyii =AU, +/O g(s)ds +/O seW*SM%(esAUm)f(Um)ds.

Finally, the LRI2 scheme is defined by computing the integral fOA’ g(s) ds using the
trapezoid rule and approximating e(4—)4 % (€AU ) f(U,,) by e?tA % U fU
in the above equation:

At At2 9
Um+1 :eAtAUm_i_?I:eAl‘Af(Um)_i_f(eAtAU’n):I+_eAtA f

2 E(Um)f(Um)

(2.9)

3 Properties of the fully discrete numerical solutions
3.1 Discrete maximum bound principle

We shall prove that the LRI1 and LRI2 schemes proposed in the previous section satisfy

the MBP in the discrete sense. We first state some preliminary result needed for the

MBP proof. It is easy to see from assumptions (A1) and (A2) that |H|Iir113 f(x) <O.
x|<

Define wq := > 0.

1
e
Lemma 2 It holds that
x+ofx) <p forallx € [—B, Bl and w € (0, wp].

Proof Let fo(x) = x 4w f(x), wehave fj(x) = 1 +wf'(x) = 0, forany @ € (0, wo]
and x € [—p, B]. Moreover, as f(f) <0 < f(—p), we deduce that

—B = fo(=B) = folx) = fo(B) =B forallx € [, B,

which concludes the proof. O

Both LRIla and LRI1b schemes preserve the discrete MBP under certain time step
constraint as stated below.

Theorem 2 Suppose that |\ug|| Lo < B, then the numerical solution {U ,,} generated by
the LRI1a scheme (cf. Eq. (2.7)) or the LRI1b scheme (cf. Eq. (2.8)) is also pointwisely
bounded in the absolute value by B, i.e.,

”Um”OOEﬁ’ m=071""7M5

provided that 0 < At < wy.
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Proof By induction, we only need to prove: if ||U,,|lcc < B, then it also holds that
lUm+1lloo < B. For the LRI1a scheme, by applying Lemmas 1 and 2, we deduce
from (2.7) that

1Umt1lloo < e oo|Um + Atf Um)lloo < B forall At € (0, wol.

For the LRI1b scheme, as ||eAAU,, ||oo < B (Lemma 1), together with Lemma 2 we
obtain

IUm+1lloo = 162480, + At f (e AU ) oo < B forall At € (0, wol.

The proof is thus completed. O

Unlike the LRI1 schemes, the LRI2 scheme requires a stronger condition on f to
obtain the discrete MBP, namely:

(A3) fis twice continuously differentiable and nonconstant on [— 8, B].
The MBP preservation of the LRI2 scheme is guaranteed by the following theorem.
Define

wp = — ‘irllig}g[f”(x)f(x)].

Theorem 3 Suppose that f satisfies (Al) and (A3). If |ug||~ < B, then the numerical
solution {U,,} generated by the LRI2 scheme (cf. Eq. (2.9)) is also pointwisely bounded
in the absolute value by B, i.e.,

WWnlleo <B, m=0,1,..., M,

provided that 0 < At < Sowg, where &g is given by

50— min{l, §}, if w1 > 0,
0= 1, ifw; <0,

. —1+,/1+7w(2)w1 .
=—)s > 0.
with § 2o ifw; >0

Proof By induction, we again only need to show thatif |U,, ||co < B then |U+1llcc <
B. Apply Lemma 1, for any §; € (0, 2) we have

51 At
1U 1l < EeA’AUm + > f(e*AU,,) .

2-6
+ H S Ay
o0
At At? 9
+ AR W) + TeAtAé(Um)f(Um)

o0

)
S ?1 eAZAUm + f(eAlAUm)

At
81

oo
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1
+ 5 H Q2—=8)Uy + Atf(U,) + Atzg(Um)f(Um)

o8]

Notice that ||e2" AU, |loo < B. If ?—]’ € (0, wp] (i.e., At € (0, §1wp]), then we observe
by Lemma 2 that

<B

e ¢]

At
eAtAUm + Ef(eAtAUm)

Define K (x) = (2—81)x + Atf (x) + Ar? f/(x) f (x) for x € [—PB, B]. Rewrite K (x)
as follows:

K(x) = 2= 81)x + (1 + Atf' (x) Atf (x).
If At € (0, wo], one can apply the property of £ (x) in the proof of Lemma 2 to obtain
—(2—-38)B = K(—p), and K(B) = (2—61)B. (3.1
On the other hand,
K'(x) =2 =8 + Atf' (x) + AL/ () + A2 f/(x) f (x)

2
% + Atf’(x)) + 47"1 — 81+ AP f(x) f (x)

I
Al

> - — 8 — At*w; forall x € [—8, B].

If§; < 7 and At < /1 (2 — 81) in case of w; > 0, then we have
4 [0} 4

K'(x)>0 forallx e [-8, Bl
Therefore, K is non-decreasing on [— 8, B]. This, combines with (3.1), gives us
[K(x)| <2 —=461)B forallx € [-8, Bl

Thus,

2 -4
2

)
Uit lloo < 315 + B =B, (3.2)

provided that the following conditions are all satisfied

7
S (0, Z) . At € (0,81mp], At € (0, wol,

1 /7
At < —(——81> if w; > 0.
w; \ 4
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If w1 < 0,wecanchoose §; = 1 and the condition on the time step size is At € (0, wo].
If w; > 0 then At has to satisfy the constraint below

1 /7 7
0 < At <min {wg, Sjwg, .[— | = — 81 , 61€(0,-),
w; \ 4 4

or equivalently,

1 7
0 < At <womin {1, 6y, 3 <——51> .
wywy \4

The best choice of the constant §; in this case is §; = & because of the the following

relations:
8= ! (7 8) S (O 7)
B wjor \ 4 ' T4)

Hence, we require 0 < At < womin{l, §} when w; > 0. Consequently, (3.2) is true
for all Ar € (0, Sowol, which completes the proof of Theorem 3. O

Remark 2 1f the nonlinear function f satisfies additionally f(—8) = f(8) = 0 for
some B > 0, then (3.1) is obviously true without the requirement 0 < Af < wp. Also
in this case, it is not difficult to prove that w; > 0, meaning that § exists. Thus, the
range of Ar can be enlarged, particularly, 0 < Ar < Swy. This is the case for both
double-well potential and Flory-Huggins potential functions [13]. The double-well
potential function F(u) = é—lt(u2 — 1)? gives the nonlinear term f(u) = u — u>, then
f(=1) = f() =0,i.e., B = 1. By simple calculations, we obtain

3 —4+58 6
w==, §=— ~ —,
2 3 5
Therefore, the MBP is preserved when 0 < Af < % (for the LRI1 schemes) and
0 < Ar < % (for the LRI2 scheme). The Flory-Huggins potential function is given
by F(u) = %[(1 +u)ln(l +u) + (1 —u)In(1 —u)] — %uz, where 0 < 0 < 6.
Then f(u) = —F'(u), namely, f(u) = %ln {fz + 6.u. Consider a particular case
[26] where & = 0.8 and 6, = 1.6, then 8 & 0.9575 satisfying f(—8) = f(B) = 0.
We can easily verify that

1—p?

= —— ~0.1247, ~ —£(0.932) £7(0.932) ~ 13.1739, § ~ 1.367.
RS w1 ~ — £(0.932) £(0.932)

w0

Thus, the conditions on At to preserve the MBP are 0 < At < 0.1247 for the LRI1
schemes and 0 < Ar < 0.1705 for the LRI2 scheme. We shall verify these time step
constraints in the numerical experiments (cf. Sect.5).
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3.2 Discrete energy stability

The discrete energy Ej, is defined as
N ) 82
EyU) =Y F(U)- TUTD;,U forall U = (U, U?,...,UM)T e RV,

i=1

(3.3)
where F is the potential function. In the following, we show that the first- and second-
order LRI schemes are conditionally energy stable in the sense that the discrete energy

is bounded at all times. We first state some preliminary results needed for the main
theorem. Let us define Fy = max|y|<g | f(x)| and Fi = max||<g | f'(x)].

Lemma3 If [Unlloo < B forallm = 0,1,---, M, then there exists W in RY,

IWlleo < Fo such that
EnUni1) — ExUn) < Umi1 — Up)T (W — AU 11),

form=0,1,--- , M — 1.

Proof We first have the following identity from (3.3):

N
_ i i e 7 T
ExUns1) = ExUn) = Y [FWUy40) = FWU) = = Wy DiUnis = Up DaUp).
i=1

(3.4)

Since U, llec < B form = 0,1,..., M, by the mean value theorem, there exist
Y1, V2, ..., yn suchthat |y;| < Bfori =1,2,..., N and

F(U.,\) — FU.) = (U}, —UDF (y) = U, = U f), i=1,2,...,N.

Let W := —[f(71), f(72). ..., f(ym)]", we can see that [W|ls < Fo and
N . .
Y IFWh ) = FWUD = U1 — U)W, (3.5)
i=1

On the other hand, D, is negative semidefinite and symmetric, so

0> (Unst —Un) Dy(Ups1 — Up)
= Ur7;z+thUin+l
+U! DU, — UL DU, — UL DU sy
=-Ul . DyUps1 + ULDWU 42U i1 — Up) DU .
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Therefore,

Ul DU, — Ul DU, > 2(Upi1 — Up) DUy (3.6)
From (3.4), (3.5) and (3.6), we get

Ep(Uni1) = EnUn) < Umir = Up)" (W — AU 1),

which leads to the conclusion. O

Lemma4

(i) If 0 < At < wq and f satisfies (Al) and (A2), then the numerical solution {U,,}
generated by the LRIl a scheme (2.7) or the LRI1b scheme (2.8) satisfies

IUm+1 = Unlloo = (BllAlloo + Fo) At.

(ii) If0 < At < Spwo and f satisfies (Al) and (A3), then the numerical solution {U,}
generated by the LRI2 scheme (2.9) satisfies

IUm+1 = Unlloo < (BllAlloc + Fo + Sowo Fo F1) At.
Proof By Theorem 2 or 3, we know that the numerical solution {U,,} generated by

the schemes (2.7), (2.8) or (2.9) preserves the MBP, meaning that ||U ;| < B for
m=20,1,..., M.

(i) Consider the LRI1a scheme (2.7). Define q(t) = ¢'AU,, + te"A f(U,,), then
q10)=U,,q1(At) = U, 41, and

q\() = AU, + YA f(U).
By Lemma 1, we can easily see that
g} (Dllso < BllAlloo + Fo forallt > 0.
Apply the mean value theorem, we get
IUm+1 = Unlloo = 1g1(A1) —q1(0)llcc = (BllAlloo + Fo)Ar.

Similarly for the LRI1b scheme (2.8), define g2 (1) = AU, + tf(eAlA U,,), then
q2(0) =U,, and g>(At) = U,,41. Moreover,

g5 llco = AU + F(e* AU llso < BlAllso + Fo  forallt > 0.
The result of (i) then follows by the mean value theorem.
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(ii) For the LRI2 scheme (2.9), define g3(¢) = ‘Il(fH‘qz(t) + pAIA af LUn)f(Up),
then g3(0) = Uy, q3(At) = U4 and

FAGES q’z(t) A1 8f

q5(1) = 5

(Um)f(Um)

Thus we have

lg’ )llso + 12401
lg4(1) oo < 221 == 45100

< BllAlloc + Fo + dowoFoF1 forall t € [0, Af].

+ Sowo Fo Fi

Then the result of (ii) follows by the mean value theorem. O

Theorem 4 Suppose 0 < At < wq (resp. 0 < At < dowp) and f satisfies (Al) and
(A2) (resp. (Al) and (A3)), then the numerical solution {U,,} generated by the LRI1a
scheme (2.7) or the LRI1b scheme (2.8) (resp. the LRI2 scheme (2.9)) satisfies

where the constant C > 0 is independent of At.

Proof According to Lemma 4, there exists ¢ > 0 independence of At such that
Um+1 — Unlloo < cAt.
This, together with Lemma 3, gives us

Ep(Umi1) = Ex(Unm) < Uit = Un) oo (IW o
+ AU m+1ll0) < cNAL(Fy + BllAlloo)-

Therefore,
En(Up) < En(Uo) +cNT (Fo + BllAlloo) =: En(Ug) + C,

where C = ¢cNT (Fy + BllA|l~x) > 0 independence of At. m]

4 Temporal error estimates
In this section, we always assume |[ug||z < B so that
uelC(0,T]; RN) and ||u(t)||co < pB forall t € [0, T],

by Theorem 1 and the discrete MBP of the numerical solution {U,,} also holds by
Theorem 2 or Theorem 3. By using Duhamel’s formula as the key idea, we will show
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that these requirements on u (the continuity of u(¢) and its MBP) are enough to obtain
the temporal error estimates (under a fixed spatial mesh size) for the proposed LRI

schemes. Let ¢,, := U,, — u(t,,) be the error atty = mAt < T. Let us deNﬁne
F = max | f"(x)|, F3 = maX (F/@f@)), Fi= max |f'(x)],and F> =
lx|<p [x|<B+d0wo Fo
max | f”(x)|. The followmg result will be useful for the error analysis of the
[x|<B+80wo Fo
LRI schemes.

Lemma5 Foreach 0 <s < At, define
0
A(s) = AV F (e Au(ty)) and Y (s) = e“"*”‘3—f<e“‘u<tm>)f<u<tm)>.
u

Then

@) 1M ®)lloo < (Fo + BFDIAllo and [N (5)lloo < (Fo +3B8F1 + B> F2) | All%,.
() ¥ $)lloo = Fo(F1 + BF)IIAllcc.

Proof We have
af
B

N(s) = eAm94 [—Af(e“u(tm» + —u<e”u<tm)>(AesAu(tm>>} :

Since [|le*Au(ty)|loo < B, this implies
IV ($)lloo < FollAlloo + BF1lAllce = (Fo + BF1) || Allco-
On the other hand,

o (e u i) (A u(tn)
9? f
S5 @A utn) (Ae u (1) + —(e“u(rm»(Azemu(tm))}.
ou ou

A'(s) = Wi W‘[A? f(emu(tm))—zA

Thus we get

IV (5)lloo < FollAIZ, + 2BF1IIAI% + B2F2lAl% + BF1IANZ,
= (Fo +3BFi + B*F)l|A| .

Similarly for ¥, we have

f

u

°f

P'(s) = A4 [ - Ag e Autn) fW(tn)) + —<e“‘u(zm»(Ae“‘u(tm)) 0] f(u(rm))]

Therefore,
19 ()lloo < Fo(FillAlloe + BF2l|Alloo) = Fo(F1 + BF2) Al co-
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The proof is then completed. O

Next, we prove the convergence of the numerical solutions by the LRI1a, LRI1b
and LRI2 schemes to the exact solution of the space-discrete problem (2.1) as Az tends
to zero, and their corresponding error estimates.

Theorem 5 Given any fixed terminal time T > 0 and spatial mesh size h > 0. Assume
that u € C([0, T1; RN) is the exact solution of 2.1) and {U,,} is the numerical
solution generated by the LRI1a scheme (cf. Eq. (2.7)). Then, there exists a constant
C = C(B, Fo, F1, |Alloo) > 0 independent of At such that the following estimate is
true for all 0 < At < wq:

U — u(tm) oo < CeM™ = 1AL, m=0,1,..., M.
Proof For the LRI1a scheme (2.7), we have

u(tms1) = e @tn) + Atf W(tn))) + R1(tm), (4.1)
where R (t,,) is the corresponding truncation error. This together with (2.7) gives us

ent1 = e ey + At (F(Un) — f@tn))] — Ri(tn).

AtA ”Oo

Since |le < 1, we have

llem+illoo < llemlloo + Atllf (Um) — f @@m))lloo + 1R1(tm) |l oo- (4.2)

Observe that both the exact and numerical solutions of (2.1) satisfy the MBP when
0 < At < wg, meaning that |U,,llco < B, lu(tn)llcc < B. By using the Lipschitz
continuity of f, we obtain

1f(Um) — f@tm)loo < FillUm — ultm)lloc = Fillemloo- (4.3)
On the other hand, by comparing (2.3) and (4.1), we can rewrite R (t,,) as follows:
At
Ri(tn) = / AV f u(ty + ) ds — Ate™™ f(u(tn))
0
At
= f [ A8 f @it + ) — 2 F @) ] ds.
0
Therefore,

At
IR () lloo < / e £ @) — e A=A F @t + 5)lloo ds
0
At
< [ (128 F ) = Al + 1SS Aut) = DA S @l + ) ) ds
0

At
< /O (Il f @tn)) = =4 @At lloo + 1 € Autn) = @t +5) o) ds
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=: /OA[(Q| + Q2)ds,
where
01 = [ f@(tn) = VA f @ Auln)lloo, Q2 = If (€ Aultn)) — f @t + ) loo-
Using Lemma 5 and the mean value theorem, we deduce that
01 =1A0) =A($)lloo = s(Fo+ BF1) | Allco. “4.4)

To estimate Q», we apply the formula (2.4) to obtain

0> < Fille*u(ty) — u(ty + 9)lloo = Fi

/ DA fu(ty + o)) do
0

e ¢]

s
< F /0 1S DAY f @ltm + 0)lldo < FoFrs. @.5)

Thus we obtain from (4.4) and (4.5) that

At At
IR1(tm) lloo < (Q1+ Q2)ds < / [((Fo+BFIAllec + FoFilsds
0 0
1
= 3 [(Fo+ BFDIIAlloo + FoF11417 =: coAr’. (4.6)
By (4.2), (4.3) and (4.6), the following estimate holds:

lemtilloo < (14 FrAD|enlloo + coAr>. 4.7

This implies

coAt coAt
lemlloo + —— < (1 + F1At) | lem—1lloo +
F F

m coAt
=+ FiA)™ | lleolloo + )

Note that eg = 0, thus

co At co At
lemlloo < OT [+ Fan™ —1] < (}_1(8Fltm — 1) = CeFim — 1A,
1

WhereC=;—?=%[(%+ﬂ) ||A||oo+F0] > 0. |
Theorem 6 Given any fixed terminal time T > 0 and spatial mesh size h > 0. Assume

that u € C([0, T1; RN) is the exact solution of 2.1) and {U,,} is the numerical
solution generated by the LRI1b scheme (cf. Eq. (2.8)). Then, there exists a constant
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C = C(B, Fo, F1, |Allco) > 0 independent of At such that the following estimate is
true for all 0 < At < wo:

U — u(tn)lloo < Clef1 —1)Ar, m=0,1,..., M.
Proof For the LRI1b scheme (2.8), we have
ultn 1) = e Autn) + Atf (e Autn) ) + Ralin), 4.8)
where R»(t,,) is the corresponding truncation error. This together with (2.8) gives us
ems1 = Ae, + At [f (eA“‘Um) —f (eAtAu(tm))] — Ratn).
Since [|e2"4 |« < 1, we have

lems1lloe < llemllos + At | £ (240, ) = f (4 4un)|  + IR0 .
o0
(4.9)

Notice that [|e2™ A u(t,,)|loo < B and ||e2"AU ,|lo < B under the condition 0 < At <
wp. Using the Lipschitz continuity of f, we obtain

H f (eAtAUm) i (eA“‘u(tm>)H < F HeAtAUm _eAtAu(tm)H < Fillemloo-
* > (4.10)

Compare (4.8) and (2.3), we can rewrite R>(t,,) as follows:
At
Ry (tn) = / ¢ ATIAL Uty + ) ds — Atf (e Au(tn))
0
At
- / I:e(A[_S)Af Uty + 5)) — f(eA’Au(tm))] ds.
0

Therefore,

A

At
IR () oo < /0 (1f e Autn)) = €494 f (e Autn))llo

@A Autn) = ¢S @l + ) 1) ds

IA

At
/ (1f e Autn)) = A=A f (@ Autn) oo
0
HIF @ Aun) = f @t +9) 1) ds

At
=:f0 (00 + 02)ds.
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where
Qo = I f e Au(tn)) — e =94 f (e Au 1))l oo,

and Q> is the same term as appeared in the proof of the previous theorem. Using
Lemma 5 and the mean value theorem, we deduce that

Qo = [AM(A1) = A($)lloo = (A1 —5)(Fo + BF1) || Allco- (4.11)

Thus we obtain from (4.11) and (4.5) that

At At
IR2(tn) oo < /o (Qo+ Q2)ds < /0 [(Ar —5)(Fo + BFD Al + FoF1s]ds

1
= 5 [(Fo+ BFDIIAllc + FoFi1At* = coAt?, (4.12)

where ¢ is the same constant as appeared in the proof of the previous theorem.
Combine (4.9), (4.10) and (4.12) we have

lem1lloo < (14 FiAD) emlloo + coAr.
By the same arguments as in Theorem 5, we obtain
lemlloe < Ce"™ — 1) At

where C = 7 > 0is independent of Az. ]

Theorem 7 Given any fixed terminal time T > 0 and spatial mesh size h > 0. Suppose
that f satisfies assumptions (Al) and (A3). Assume that u € C([0, T1; RN) is the exact
solution of (2.1) and {U,} is the numerical solution generated by the LRI2 scheme (cf.
Eq. (2.9)). Then, there exists C = C(f, o, wo, Fo, F1, F1, P, Fz, F3,|Allco) > 0
independent of At such that the following estimate is true for all 0 < At < §pwg:

1Um — u(tn)lloo < Ce™m — DA%, m=0,1,..., M,

where Fy := F| + %80&)()]73.

Proof Let R3(t,) be the truncation error of the LRI2 scheme (2.9), we have

AtA

attn) + 5 [ F @) + £ @ Autiy)]

Ar? 9
+ TIeA“‘a—i(u(tm))f(u(tm)) + R3(tm). (4.13)

U(lyy1) = e

This together with (2.9) gives us
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enit = eV ey + S [eMAF W) — i) + F@AU) — Fe*Autin)]
A 2

+ et [ L wnfw. - —f(uam))f(u(tm))} ~ R3(t).

Therefore,
At
llem+illoo < llemlloo + 5
[nf(Um) — F@tn)loo + 1F AU = £ utn)los]
0
5 —f(Um)fwm) - —f<u(rm>)f(u(rm>) ‘ + 1R3(tn) o

Using the similar arguments as in proofs of Theorems 5 and 6, we can easily obtain

1 Um) = fF @)oo < FillUm — w(tn) oo = Fillemlloo,
If AU, — fe®Autn)lloo < Fille? AU, — e* Autn) oo < Fillem oo

Define I (v) = ar W) f(v) forv € RN . It is easy to verify that || a:l; loo < F3 when
vl < B, then

HUm) = 1um) oo = F3IUpm — utm)lloo = F3llemlloo-

Consequently, we have

1
llem+1lloo < (1 + FAr + §F3At2> llemlloo + I1R3 (tm) lloo- (4.14)

On the other hand, by comparing (4.13) and (2.3), for R3(t,,) we arrive at

At At
R3(tn) = / AR f @ty + ) ds — T [eAAF @) + £ Autn) |
0

Ar?
2

At At A AzAaf
_ /0 [e< Al + ) = 5e¥ AL i) £ @)

0
eAan—f(u(rm»f(u(rm))
u

S AtA s AtA
(1= =) e A @) — - f e Aut | ds

At

= (h+ DL+ 1+ 1y)ds,
0

where I;,i = 1, 2, 3, 4 are defined as follow:
I = e @A f @t +5) = Fe ultn) + 5 @) |,
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L =494 [f(e”‘u(%) +sf@(tn)))
— (f(e“‘u(rm» + sg—i(e“‘uam»fw(tm))) }

I = se“"*s)"2—£<e“‘u(tm>)f(u(tm)> —~ seA’Ag—£<u<tm))f<u(rm>>,

s = ¢4 IR f @ Auin) - (1= ) e f i) — - F ).

Since | u(ty)lloo < B and s < At < §owp, we have

leAu(tn) + s f @)oo < lle*Au(tn) oo + $ILf @En)) oo < B + Sowo Fo.
(4.15)

It is easy to see that when v, w € RY and ||v]|oo, |W]loo < B + Sowo Fo, then
I @) = F@leo < Fillv = wlloo.

This, together with the formula (2.4), gives us

11llso = | £ @l +5) = feuttn) +sf @)

ultn +5) = (eAuttn) + 5 £ @)

IA
ol

l.

il

sf(u(tn)) — / ) S~ f(u(ty, + o)) do
0

e¢]

|
R

/ S [ f@n) = =A f i, +0))| do
0

< Fy /0 [If @) = f @tn)) oo+ €54 f @ (1)) —“™ A f (€A utn) oo
+ 1“4 F (e Aultn)) — e f Uty + 0)) o] do

N
=: F1/ (1 + L+ B3 do,
0

where Ji, J> and J3 are given by

Nl = If @(ty)) — A f@tn) oo,
o = 14 f @(tn)) — e~ (" Butn)) oo,
J3 = 4" f (e Au(tn) — e DA f @ty + 0)) oo

By the mean value theorem, we have J; < Fylle’4 — 1|00 < 5Fpl|A[loo. Using Lemma
5 and the mean value theorem, we obtain J, < (Fo+ BF1)||Alloco. Using the formula
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(2.4), we have
J3 < Fille®u(ty) — u(ty + 0)llso

e / e<”‘f>"f<u<rm+s>>dsH <R f Fodé = FoFo.
0 00 0

Therefore,

s
Il < F / i + I+ J3) do

0
5

< FI/ [FollAllses + (Fo + BFDIAllsso + FoFyo1do
0

1 ~
= 51?1[(31%+;f3Fl>||A||oo+Foms2 =:c1s%. (4.16)

By Taylor expansion, there exists V € RV, ||V |loo < B + Sowo Fo (from (4.15)) such
that

fE@Bulty) +sf@tn) = fAutn) + S5 of (e“‘u(tm»f(u(tm))

I f sf(u(rm»]@2

oV =
Thus one gets
t 2 1 -
Illoe < j;(V)M < IRzl @)

To estimate /3, using Lemma 5 and the mean value theorem, we obtain
13ll00 = s1¥(s) = ¥ Oloo < Fo(Fi + BF2)[[Allocs® =t c357.  (4.18)

For 14 notice that
I :Hx —( )xo——me
1 14]l0o (s) T ) (Ar)
Using Taylor expansion, there exist Vi, V, € RN satisfying
" Lemma 5 2 2
1Villoos 1V2lloo < SrPaX A"l = (Fo+38F1+ B F)IAl%

subject to

A(0) = A(s) — sA/(s) + %Vl,
A(Ar) = A(s) 4 (At — )X (s) + <At2<s>2 V).
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Thus we have

alloo = (1 s>s2V n s (At—s)2V
oo = 2 T A 2

HOO

< —(Fo+3BF + B2F) || A2 (s At — 5%) =: ca(s At — s7).  (4.19)

Combining the above estimates (4.16)—(4.19) for I;,i = 1, 2, 3, 4 yields

At
IR () o0 < / (c1 + 2+ )8 + ca(s At — 57 ds
0

_ (% n %4) AP = AP, (4.20)

From (4.14) and (4.20), we get

1
lemrilloo < (1 + P AL+ §F3At2) lemlloo + ¢ AP < (14 FaAt) llemlloo + c AP
Therefore,

cAr? m cAt?
lemlloo + —— = (1 + F4AD)™ | lleolloc + —— ) -
Fy Fy

Using the fact that ep = 0, we deduce that

cA? cAL?
lemlloo < ——[(1 + F4A0)™ — 1] < ——(ef*m — 1) =: C(e*™ — 1) Ar?,
Fy Fy
where C = £ = F%; (4FQ*s 4 &) > 0, and 1, ¢, ¢3, ¢4, F4 depend on B, &,
wo, Fo, F1, F1, F2, F», F3, and || A 0. o

Remark 3 For the case of f(u) = u — u> (i.e., the Allen—Cahn equation with the
double-well potential), the estimates derived in Theorems 5, 6 and 7 could be made

simpler. In particular, for the LRI1a and LRI1b schemes, there exists C = C(||A]lo0) >

0 such that the following inequality holds for all 0 < Af < %:

(Um — u(tm)lloo < Ce® — DAL, m=0,1,..., M.

For the LRI2 scheme, there exists C = C(||A||oo) > 0 so that forall 0 < Ar < % we
have:

1Um — ttm)llos < Ce5™ —1)A2, m=0,1,..., M.

@ Springer



2 Page240f32 BIT Numerical Mathematics (2023) 63:2

5 Numerical experiments

We now verify numerically the convergence rates in time, MBP preservation and
energy stability of the proposed LRI schemes (LRIla (2.7), LRI1b (2.8), and LRI2
(2.9)) analyzed in the previous sections. To illustrate the advantages of the LRI
schemes, we compare their performance with the ETD schemes [13] of orders 1
and 2 (i.e., ETD1 and ETDRK?2) in terms of time discretization errors as the inter-
facial parameter ¢ approaches zero. Two test cases in the two dimensional domain
2 = (—0.5,0.5)? are presented: Test case 1 having a traveling wave solution and Test
case 2 modeling the coarsen dynamics. For the latter, both double-well potential and
Flory-Huggins potential functions will be considered in the numerical simulations. All
numerical results are obtained via a fast implementation of the LRI and ETD methods
based on matrix decomposition and Discrete Fourier Transform (DFT) as proposed in
[29]. The code is implemented in MATLAB on a MacBook Pro with the M1 Pro chip
and 32 GB memory.

5.1 Test case 1: traveling wave

To investigate the convergence in time of the proposed schemes, we use the benchmark

test [35] where a traveling wave solution of the Allen—Cahn equation (1.1) with f(u) =

u — u is considered. In particular, if the initial data is given by

1 X —
up(x,y) = - (1 — tanh (—)) , (x,y) € £, 5.1
V=2 2v/2¢ Y
then the Allen—Cahn equation in the whole space has the traveling wave solution
(x, v, 1) 1<1 t h(x_”>) (x,y)e2 (5.2)
u(x,y,t) == |(1—tan , (x, , .
Y 2 2/2¢ Y

where s = 3¢ / /2 is the speed of the traveling wave. We impose a homogeneous Neu-
mann boundary condition on the whole boundary 952, so that (5.2) can be used as an
approximate exact solution (fore < 1) on 2x[0, T].Wetake e € {0.02,0.01, 0.005},
and set the ending time 7 = 1/4 5. With a fixed mesh size 7 = 1/2048, we compute
the numerical solutions obtained by the first-order methods (ETD1, LRI1a and LRI1b)
and the second-order methods (ETDRK2 and LRI2) with decreasing time step sizes.
The L? and L™ errors at time = T and their convergence rates of the first-order
schemes are reported in Tables 1 and 2, respectively. The corresponding results for
the second-order schemes are shown in Table 3.

For the first-order schemes, we observe expected first-order temporal convergence
rates in both L2 and L norms with various values of €. In addition, the errors by two
LRI1 schemes are always smaller than those by ETD1; the performance of LRI1a and
LRI1b is quite similar as e decreases. For the second-order schemes, we first notice
that the errors are much smaller compared to the first-order schemes with the same
time step sizes, especially when ¢ is close to zero. Importantly, second-order temporal
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Table 1 [Test case 1] L2 errors and convergence rates in time by the first-order ETD and LRI schemes

& At ETDI LRIla LRIIb
L2 error Rate L2 error Rate L2 error Rate
0.02 T/32 4.24e-2 - 3.35e-2 - 2.86e—2 -
T /64 2.24e-2 0.92 1.75e-2 0.93 1.50e—2 0.93
T/128 1.15e—2 0.96 8.98e—3 0.97 7.66e—3 0.97
T /256 5.83e—3 0.98 4.55e—3 0.98 3.87e—3 0.98
T/512 2.93e—3 0.99 2.29e—3 0.99 1.95e—3 0.99
T/1024 1.47e-3 1.00 1.15e—3 1.00 9.77e—4 1.00
0.01 T/32 I.1le—1 - 8.5le—2 - 7.89¢e—2 -
T /64 6.36e—2 0.81 4.73e-2 0.85 4.37e-2 0.85
T/128 3.40e—2 0.90 2.50e—2 0.92 2.30e—2 0.93
T /256 1.76e—2 0.95 1.28e—2 0.96 1.18e—2 0.96
T/512 8.91e—-3 0.98 6.48e—3 0.98 5.96e—3 0.98
T/1024 4.48e—3 0.99 3.25¢—3 0.99 2.99¢—3 0.99
0.005 T/32 2.08e—1 - 1.70e—1 - 1.66e—1 -
T /64 1.45e—1 0.52 1.12e—1 0.61 1.08e—1 0.61
T/128 8.93e—2 0.70 6.5le—2 0.78 6.28e—2 0.79
T /256 4.93e—-2 0.86 3.49¢e—2 0.90 3.36e—2 0.90
T/512 2.57e-2 0.94 1.80e—2 0.96 1.73e—2 0.96
T/1024 1.30e—2 0.98 9.07e—3 0.99 8.69¢—3 0.99

convergence rates of LRI2 are confirmed even for small €. For ¢ = 0.02, the errors in
space are dominant when At is sufficiently small, that is why the convergence rates
deteriorate after several refinements in time. Moreover, we remark that the errors are
computed using the approximate exact solution (5.2) which is accurate when ¢ is
close enough to zero. Unlike LRI2, ETDRK2 fails to converge when ¢ = 0.005; a
similar behavior was also observed for the Navier—Stokes equations with the classical
exponential integrator when the viscosity coefficientis close to zero [31]. Furthermore,
as for the first-order schemes, the errors by ETDRK2 are always bigger than those
by LRI2 with the same At for all considered values of ¢; this phenomenon becomes
much more significant when ¢ gets smaller.

We report in Table 4 the running times (in seconds) of LRI and ETD methods
with fixed 4 = 1/2048 and varying time step sizes. The running times are similar for
different values of €, thus we only show the results when ¢ = 0.01. We observe that for
the first-order schemes, LRI1a and LRI1b have similar running times and are faster than
ETD1. For the second-order methods, LRI2 also outperforms ETDRK2 regarding CPU
time. Thus, we conclude that LRI1 and LRI2 schemes are more effective than ETD1
and ETDRK?2 methods, respectively, in terms of both accuracy and computational
cost.
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Table 2 [Test case 1] L errors and convergence rates in time by the first-order ETD and LRI schemes

& At ETDI1 LRIla LRI1b
L° error Rate L° error Rate L®° error Rate
0.02 T/32 1.61e—1 - 1.28e—1 - 1.12e—1 -
T/64 8.49e—2 0.93 6.70e—2 0.93 5.83e—2 0.93
T/128 4.35e—2 0.96 3.43e-2 0.97 2.97e—-2 0.97
T /256 2.20e—2 0.98 1.74e—-2 0.98 1.50e—2 0.98
T/512 1.11e—-2 0.99 8.73e—3 0.99 7.54e—3 0.99
T/1024 5.55e—-3 1.00 4.38e—3 1.00 3.78e—3 1.00
0.01 T/32 5.51e—1 - 4.30e—1 - 4.11e—1 -
T/64 3.30e—1 0.74 247e—1 0.80 2.32e—1 0.82
T/128 1.78e—1 0.89 1.31e—1 0.91 1.22e—1 0.92
T /256 9.22e—-2 0.95 6.76e—2 0.96 6.27e—2 0.97
T/512 4.67e—2 0.98 3.42e-2 0.98 3.16e—2 0.99
T7/1024 2.35e—-2 0.99 1.72e—-2 0.99 1.59e—2 1.00
0.005 T/32 9.68e—1 - 9.06e—1 - 9.04e—1 -
T /64 8.49¢e—1 0.19 7.13e—1 0.34 7.07e—1 0.35
T/128 6.05e—1 0.49 4.57e—1 0.64 4.48e—1 0.66
T /256 3.55e—1 0.77 2.54e—1 0.85 2.47e—1 0.86
T/512 1.88e—1 0.92 1.32e—1 0.94 1.28e—1 0.95
T/1024 9.57e—-2 0.97 6.69e—2 0.98 6.43e—2 0.99

5.2 Test case 2: coarsening dynamics

Next we validate MBP preservation and energy dissipation of the proposed LRIs.
Toward that end, we simulate the process of the coarsening dynamics by consider-
ing a random initial configuration. The model problem is given by the Allen—Cahn
equation (1.1) with periodic boundary conditions. We consider two choices for the
nonlinear function f(u):

u
O.u, 53
1+u+ cli (5.3)

0
f) = fiw) =u—u’, or f@)= fruw)=n

corresponding to the double-well and Flory-Huggins potential cases, respectively. For
the latter, the parameters are & = 0.8 and 6, = 1.6 as in Remark 2. We set ¢ = 0.01,
and fix the spatial mesh 7 = 1/1024. The initial data is generated by random numbers
on each mesh point, the range of these numbers will be specified for each nonlinear
function considered.

When f = f} (double-well potential case) in (5.3), we run the simulation with the
random initial data ranging from —1 to 1 and a uniform time step of size Ar = 0.5
for LRI1a and LRI1b, and At = 0.6 for LRI2. Note that these are the upper bounds
of the time steps predicted by our theoretical results (cf. Remark 2). Evolutions of the
supremum norm and the energy of the numerical solutions are depicted in Fig. 1. It can
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Table 3 [Test case 1] Errors and convergence rates in time by the second ETD and LRI schemes

e At ETDRK2 LRI2
L? Rate L>® Rate L2 Rate L™ Rate
Error Error Error Error
002 T/16  892—3 - 3.08e—2 - 6.34e—3 257e-2 -
T/32  250e-3 1.83 8.83e—3  1.80 1.80e—3  1.82  7.24e-3 1.83
T/64  6.65e—4 191 236e—3 190  4.80c—4 191  192e—3 191
T/128 17le—=4 195  6.10e—4 1.95 124e—4 195 494c—4  1.96
T/256  457e—5 191 1.53e—4 200  348e—5 184 143e—4 179
T/512  195e-5 123 143e—4  0.10 1.8le=5 094  143e—4  0.00
001  T/16  375%—2 - 1.80e—1 - 297e-2 - 1.62e—1 -
T/32  118e—2 167  592-2 161 944e—3  1.65 5.14e—2  1.66
T/64  335e-3 181 1.70e—2 180  2.68e—3 1.82 145¢—2  1.83
T/128 887e—4 192  452-3 191 705e—4 192  3.80e—3  1.93
T/256 219 -4  2.02 1.12e-3  2.02 17le—4 204 928e—4  2.04
T/512  445¢—5 230  230e—4 228  325¢—5 240 18le—4  2.36
0005 T/16  2.74e—1 - 7.06e—1 NaN - NaN -
T/32  487e—2 249  338e—1 106  423¢e-2 - 303e—1 -
T/64  1.67e—2 1.5 117e—-1 153 136e—2 164 1.02e—1 1.62
T/128  674e—3 131 277e—2 208  378-3 184 2822 185
T/256 3.05e—2 —2.18 7.06e—2 —135 924e—4 203 690e—3 2.03
T/512  3.6le—=2 —024 7.65e—2 —0.12 1.54e—4 259 1.17e—3 2.57
Z?:;: ?m[;ree;;;g:f 01 f] t};:‘;i‘;is‘t‘g At ETDI  LRIla LRIIb ETDRK2  LRI2
and second-order LRIand ETD 735 5977 24.12 24.13 4151 35.14
schemes with 7 = 1/2048
T /64 47.08 35.73 35.79 70.57 57.95
T/128  82.13 59.42 59.51 129.20 103.76
T/256 15224 10750 10696  246.61 194.71
T/S12 29641  204.15  203.84  480.35 379.02

be seen that the numerical solutions obtained are all bounded by 1 in absolute value,
and the associated energies are dissipative over a long time horizon. Figure 2 shows
the snapshots of the numerical solution at t = 5, 10, 20, 40, 80, and 120, generated
by using the LRI2 scheme with a smaller time step At = 0.1; when Ar = 0.05, we

obtain very similar results for the evolution of the numerical solution.

When f = f> (Flory-Huggins potential case) in (5.3), we use the random initial data
ranging from —0.9 to 0.9. A uniform time step of of size Az = 0.12 is used for LRIla
and LRI1b, and At = 0.17 for LRI2, which are close to the upper bounds estimated in
Remark 2. Evolutions of the supremum norm and the energy of the numerical solutions
are plotted in Fig. 3. We again observe that the LRI schemes preserve MBP very well
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Fig. 1 [Test case 2 with the double-well potential f1] Evolutions of the supremum norm (left) and the
energy (right) of the numerical solutions by the LRI1a and LRI1b schemes with A7 = 0.5 and by the LRI2

scheme with Ar = 0.6
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Fig.2 [Test case 2 with the the double-well potential f1] Snapshots of the numerical solution at r = 5, 10,
20, 40, 80 and 120 (from left to right and top to bottom) produced by the LRI2 scheme with Az =0.1

with the chosen time steps, i.e., the supremum norm of numerical solutions does not
exceed B ~ 0.9575, and the energy monotonically decays along the time.

6 Conclusion

In this work, we have studied some low regularity integrators for a class of semilinear
parabolic equations with MBP. We introduce the first-order (LRIla and LRI1b) and
the second-order (LRI2) schemes, which preserve the MBP under very reasonable
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Fig. 3 [Test case 2 with the Flory-Huggins potential f>] Evolutions of the supremum norm (left) and the
energy (right) of the numerical solutions by the LRI1a and LRI1b schemes with At = 0.12 and by the LRI2
scheme with At =0.17

time step sizes. Through the case of Allen—-Cahn equation, we elaborate that the range
of the time step can be enlarged when the second-order scheme is used. We show that
the discrete energy functional is bounded uniformly for the proposed LRI schemes
by using the MBP and the mean value theorem. Then we also prove the optimal tem-
poral error estimates (under a fixed spatial mesh size) of the LRI numerical solutions
under the assumption that the exact space-discrete solution is continuous, which is
a much weaker regularity requirement compared to other methods such as ETD or
IFRK. Finally, some numerical experiments are performed and the results confirm
the theoretical analysis and demonstrate the advantages of using the proposed LRI
schemes. Our ongoing work includes the fully discrete error analysis for the proposed
LRI schemes when both the mesh size and the time step size simultaneously go to
zero, and the application of LRIs to other types of phase-field equations. In addition,
higher-order LRI schemes will also be considered, with low regularity requirements
for the exact solution and high regularity assumptions on the nonlinear term.
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