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Abstract. Nonlinear Gross-Pitaevskii-type models are frequently seen in the fields of
Bose-Einstein condensation and quantum mechanics. We derive error estimates for the
Lie-Trotter operator splitting spectral method for semiclassical sub-diffusive Gross-
Pitaevskii equation in the unbounded domain or with the periodic boundary condi-
tion. After establishing a priori estimates for the analytic solution in fractional Sobolev
space, the local error estimates for the Lie-Trotter splitting operator method are de-
rived. The related estimates for the Lie commutator of nonlocal linear operator and
nonlinear operator play key roles in deriving the local error estimates. We then obtain
the global error bounds for the fully discrete scheme based on the space approxima-
tion with mapped Chebyshev spectral-Galerkin methods in the case of the unbounded
domain and with Fourier spectral methods in the case of the periodic boundary con-
dition. Especially, their convergence orders with respect to the small (scaled) Planck
constant ¢ are obtained for the first time under the framework of Wentzel-Kramers-
Brillouin analysis. Numerical experiments verify and complement our theoretical re-
sults.
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1 Introduction

The aim of this article is to derive error estimates for Lie-Trotter operator splitting Fourier-
like spectral methods for the semiclassical sub-diffusive Gross-Pitaevskii equation
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2s
iediu® = 8—(—A)Su€—|—Vu€—|—Mu€]2u€, (x,t) €RY % (0,T], (1.1)

u®(x,0) =ug(x), xeRY (1.2)
in the unbounded domains R? or with the periodic boundary condition
u(x+Lnjt)=u(xt), j=123,..., (1.3)

where ¢ is a small (scaled) Planck constant, 0 <e <1, i is the imaginary unit, u°=u*(x,t)
is the quantum mechanical wave function for the space variable x and the time variable
t, the real value function V = V(x) is electrostatic potential, the parameter s € (0,1] de-
scribes the fractional dispersive nature of the equation, and n; is an orthonormal basis of
R? for d=1,2,3 (the vector with all entries equal to 0 but the j-th equal to 1). In addition,
A==1 distinguishes between focusing (repulsive) A=—1 and defocusing (attractive) A=1
nonlinearities. The classical Schrodinger equation plays central role in a wide range of
applications and is originally derived from quantum mechanics. The space-fractional
Schrodinger equation (i.e. V =0) with 1/2 <s <1 was first introduced in [32, 33] by
generalizing the Feynman path integral over Lévy trajectories. Recently, it has also been
used in the mathematical description of Boson-stars [17,35] and in the continuum limit
of discrete models with long range interaction [29]. The time-dependent Gross-Pitaevskii
equation (SDGPE) also arises in the description of the macroscopic wave function of a
Bose-Einstein condensate when s =1. There has been much research on the existence of
standing waves of such equation and its fractional dynamics (see, e.g. [18, 19, 30, 45]).
Since it is difficult to find the solutions to such type of equations, several numerical
methods have been proposed to solve numerically them; see, e.g. finite difference meth-
ods [16, 28,41,49-51, 58], time-splitting spectral methods [4, 5,14, 31, 37,48, 56], Galerkin
finite element method [36], and Fourier pseudo-spectral method [22], and so on.

These numerical methods analyzed in the literature are based on the assumption that
the Planck constant ¢ is large. However, the Planck constant € is small in the practi-
cal quantum mechanics. In this case, i.e. in the semiclassical regime, designing effi-
cient numerical methods and producing an accurate approximation of the solutions for
time-dependent Schrodinger equation is a formidable mathematical challenge (see, e.g.
[6,15,25-27,34,38,39,53]). As one of effective numerical methods for solving standard
semiclassical nonlinear Schrodinger equation (NLS, that is, s=1; see, e.g. [7,8,39]), oper-
ator splitting spectral methods have been examined by several authors for solving semi-
classical NLS (see, e.g. [4,14,31]). For the standard Gross-Pitaevskii equation (GPE), the
splitting methods are mainly used to deal with the nonlinear terms (see, e.g. [8,38]). For
the SDGPE (1.1), this kind of methods become more appealing for they allow us to ef-
fectively deal with the nonlocal operator and the nonlinear terms simultaneously. How-
ever, to the best of our knowledge, no work has been done on the error estimates of the
operator splitting methods for the semiclassical SDGPE, and little is known about the
convergence order of the operator splitting methods with respect to the time step-size At.
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Let t, = nAt with At being a time step-size. Wang et al. [53] derived the local error
bound of Lie-Trotter operator splitting method for linear semiclassical fractional Schro-
dinger equation with 1/2 <s <1 in unbounded domains, which recovers the results ob-
tained in [11,12] for standard linear Schrodinger equation (i.e. s=1)

0 e At?

(| —u (t”)HLZ(]Rd)SCT’ n>1, (1.4)
where u*(t,) denotes the value of the analytic solution u®(x,t) at t =t,, u" denotes the
splitting solution at t=t, satisfying exactly the Lie-Trotter splitting scheme (see Section 3)
with exact previous step u®(t,_1), and C is independent of € and At. Based on this local
error estimate, they also derived the global error bounds for the fully discrete Lie-Trotter
splitting Fourier spectral method for semiclassical linear fractional Schrodinger equation
with the periodic boundary condition on a truncated domain. As pointed out in [53],
however, using the local error estimate obtained in the unbounded domain to derive the
error estimate for the problem with the periodic boundary condition is not rigorous. In
this paper, we will address this question and obtain the local error estimate of Lie-Trotter
operator splitting method for semiclassical SDGPE in the unbounded domain or with the
periodic boundary condition

At?
Hun—”g(tn>HL2(Rd)§C€—2’ n>1. (1.5)

This will be done by generalizing the Lie commutator estimates of the nonlocal linear
operator (—A)® and the nonlinear operator A|u|> and can be viewed as an extension of
those obtained in [12] for the standard nonlinear Schrodinger equation (i.e. s=1). Due to
the nonlocal property of the operator (—A)*, however, such an extension is not straight-
forward. It depends on a formula for the fractional Laplacian (—A)* of the product of
two functions and fractional mean value theorem.

Based on these local error estimates, the global error bounds for Lie-Trotter operator
splitting mapped Chebyshev spectral-Galerkin methods (respectively Lie-Trotter oper-
ator splitting Fourier spectral methods) for semiclassical nonlinear SDGPE in the un-
bounded domain (respectively with the periodic boundary condition) are obtained

A 1
Hue(tn)_u&nHLZgc<8—5+W>, (L6)

where U%" is the fully discrete approximation of u*(t,). Estimate (1.6) will be numerically
illustrated by an example in Section 6.

The paper is organized as follows. We start in Section 2 by introducing some defini-
tions and notations related to the semiclassical SDGPE and fractional Sobolev space and
by presenting the a priori estimates for the analytic solution to the semiclassical SDGPE.
By estimating Lie commutator of a nonlocal linear operator and a nonlinear operator un-
der an abstract framework, in Section 3, we show that the local splitting error is bounded
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by CAt?/€? for general nonlinear SDGPE and by CAt? /¢ for linear case, under the frame-
work of Wentzel-Kramers-Brillouin (WKB) analysis. The global error bounds for the fully
discrete mapped Chebyshev spectral-Galerkin methods are derived for SDGPE in the
unbounded domain in Section 4. In this section, the global error estimates for the fully
discrete Fourier spectral methods for semiclassical SDGPE with the periodic boundary
condition are also discussed. It is essential to bear in mind that these theoretical results
are obtained for the first time and not covered by those of published works. The numer-
ical tests for the semiclassical SDGPE (1.1) both in the unbounded domain and with the
periodic boundary condition are presented in Section 5 and verify our theoretical error
bounds. In Section 6, we finally conclude with some remarks.

2 Semiclassical sub-diffusive Gross-Pitaevskii equation

In this section, we introduce the spectral fractional Laplace operator (—A)* and derive
the a priori estimates for the semiclassical SDGPE.

2.1 The spectral fractional Laplacian and the fractional Sobolev space

To treat both cases, the unbounded domain and the periodic domain, in uniform frame-
work, we let Q =R? or O =T? with T=IR/(271Z) for the two different cases. Given

€ (0,1], for u in the Schwartz class S(IRY), the fractional Laplacian (—A)* of u on un-
bounded domain is defined by the Fourier transform

1 ‘
ANS,, . 1 25~ _ 7 2s id-x
(- us=F (2 0(@) = yyara [, 1) R
and on a periodic domain T9, is defined by the Fourier transform
s — S 1 o~ s iC-x
(=AY u=F(|g*0(E) = = L #@)Ig*e ™, (22)
(27) i
ceZ
where the Fourier transform i/ = Fu is given by
~ 1 —irx
()= W/Qu(x)e Cxdx. (2.3)

The fractional Laplacian (—A)® of u can be also equivalently defined by the point-wise
formula (see, e.g. [1,2,13,19,57])

(—A)Su(x)::Cd,sp.v.Ad%dy, (2.4)
n () —u(y)
(—A)Yu(x):=Cyy ¥ po. /Td%dy, (2.5)

fezd
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respectively, where the notation p.v. means that the integral is taken in the Cauchy prin-
cipal value sense, namely

)y [ Oy
0. s dy =1 ———d 2.
Pv IRd ‘x_y’d‘FZS y €1_>0 Q\B(X,é:) ’x_y‘d+25 y’ ( 6)
and C; is a normalization constant, given by

c _ 4sT(s+d/2)
s T (1=s)

Here T'(-) is the usual Gamma function. Thus, for evaluating fractional diffusion of u
at a spatial point, information involving all spatial points is needed. The reader may
refer, e.g. to [13,43] for additional details.

We introduce the fractional Sobolev space (see, e.g. [13,23,52]) for () =RY,

H}(Q):= {u cL*(O) :/0(1+ |E1?)S | Fu(&)|?dé < —l—oo}, (2.7)

which is endowed with the norm

1
2

Il = ( (4 ) Fu(@) e )
For Q=T we have

5(Q) = 2(0)) : ' 25| Fu(8)[2dE < +o0 b, .
(@)= {uel20): T [ (+eP) | Fueae < oo 28
which is endowed with the norm

= ( y [ <1+rch>S|fu<c>|2dc> .

ez

In this paper, we will frequently use the fractional Sobolev semi-norm
] s ) = || (_A)%uHLZ(Q)’
and the inner product
(1,0) sy = ((—A) 2w, (—A) 20) iy WOEH(Q).

For simplicity, in what follows ||-[|;2() and the inner product (-,-);2 () will be denoted
by ||-|| and (+,-), respectively.
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2.2 Conservation properties of semiclassical SDGPE

Similar to the standard (s =1) GPE, the SDGPE (1.1)-(1.2) has two important conserved
quantities.

Lemma 2.1. Let 0<s <1 and u*(t) solve the problem (1.1)-(1.2). Then
[u (&) = [lupll, VE=0. (2.9)

Proof. The proof is similar to that of the linear case given in [14]. Multiplying both sides
of (1.1) by ¢, where ii® is the complex conjugate of u?, integrating with respect to x, and
taking the imaginary part yields

d 2
L ue)|?=0.
Then (2.9) is a direct result of the above equation. O

From (2.9), we know that the mass of the wave function of the SDGPE (1.1)-(1.2) is
conserved for t >0, similar to the standard (s=1) GPE,

ME(H) = [ (1) || = /Q 1 (x,1) PP = /Q 1 (x,0) PPdxc = ME(0). (2.10)

The total energy (or Hamiltonian)
EZS s g2 €12 A 4
Ss(t):/ E (=AY PV Pt S ) dx @.11)
a\ 2 2

has been also proved to be conserved in [14].

Lemma 2.2 ([14]). Let u®(t) solve the problem (1.1)-(1.2). Then we have conservation of energy
gs(t) 285(0). (2.12)

Proof. The proof of this lemma is quite similar to the proof given in [14] for linear case
and so is omitted. 0

On basis of two conservation properties, (2.9) and (2.12), we show the a priori esti-
mates below, which is novel in semiclassical regime.

Theorem 2.1 (H°(Q)) Estimate). Let 0<s<1. Let u®(t) solve the problem (1.1)-(1.2) and satisfy
[[uf(t) || L2 (o) <P for every t€[0, T]. Suppose ub € H*(Q) satisfies (2.18) and Ve L®(Q)NL*(QY).
Then there exists a positive constant &y, independent of e € (0,1] and s such that

U (1) | s () < 01€7° (2.13)

for every t >0 and every > 0.
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Proof. 1t follows from (2.9) and (2.12) that

825 s 2
S [[(=8) 20| < £(0) + Col || + AI[|1°[ |y
— £4(0)+ Collu I+ A 1144 2.1
where Co= ||V|[1~(q)- Then we have
(1) 2 <c(uuo|Hq e B fup |+ upl| o) e I Ity 215)
and therefore (2.13), for (2.18) and [|u®(#)|| 1) < B. O

Note that for the defocusing nonlinearities, we have |[u®(t)|| 1) < B because of the
energy conservation (2.12).

2.3 Wentzel-Kramers-Brillouin analysis

Given (1.1) with initial datum of WKB type

i (x)

u(x,0)=ap(x)e ¢, (2.16)
the WKB method consists in seeking
ut(x,t)= ae(x,t)ew, af ~a+eaV 620 4 (2.17)

Then from (2.16) we assume that there are positive constant §; >0 independent of € and x
such that

|15 e ) < oe ks, se(1/2,1], k=1,2. (2.18)
With the WKB analysis carried out in [9], based on (2.17), we also assume that there are

positive constants f>0 and y >0 independent of ¢, x, t such that

|| s () <BeS, s€(1/2,1], k=1,2,4, Vt>0, (2.19)
andforp:(pl,p2,~-~,pd),0§p]-<1,j:1,...,d,

DV ()| () <ve P, V>0, 2.20

IDPuf(t) |y < e P, p= g%(m) > (2.20)

where DF .= (szll,- o ,ij )T with Dﬁj’.' being the partial Riemann-Liouville fractional deri-
vative of order p; and defined as [44],

1 a Xj f(xll'"/xj—ll]//xj+1/“‘/xd)
(1 P]) ax] (xj_y)pj
It should be pointed out that at present we can not obtain the estimate (2.19) and

(2.20) for the nonlinear SDGPE (1.1)-(1.2) with d =2,3 based on WKB analysis. This will
be a very involved work.

DY/ f(x)= dy. (2.21)
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3 Local error estimates of operator splitting for semiclassical
SDGPE

In this section, we consider the time discretization of semiclassical SDGPE (1.1) by expo-
nential operator splitting methods and derive the local error estimates for Lie-Trotter
operator splitting method. The method of operator splitting remains a very popular
method both for analysis and numerical computations of partial differential equations
(see, e.g. [21,38,54]). The basic idea of operator splitting is to split the original problem
into two or several subproblems so that a separate treatment of the subproblems can be
allowed for. In particular, this applies to the use of dedicated special numerical tech-
niques for each of the subproblems. For the general review of splitting methods, we refer
to [40].

3.1 Preparation: Lie derivatives

We use the calculus of Lie derivatives (see, e.g. [20, 24]). This calculus allows us to
formally extend arguments for the less involved linear case to nonlinear problem, see
also [38] and references given therein. The analytical solution of an initial value problem
of the form

Tu(t)=F(u(t), 20, u(0)=uo (3.1)

involving an unbounded nonlinear operator F: D(F) C X — X defined on a nonempty
subspace of the underlying Banach space (X, ||- ||+ ) is formally given by

u(t)=gr(uo), t>0, (3.2)

the nonlinear evolution operator ¢! depends on time and acts on the initial value. For any
unbounded nonlinear operator G: D(G) C X — X, defined on a suitably chosen domain,
we consider the Lie derivative Dr defined by

(DsG)(0) = 2| G(9h(2) =G'(0)F(r), veX (33)

with G’ denoting the Fréchet derivative of G. Then the evolution operator and the Lie
derivative associated with F are given through the relation ¢! G (v) = G(¢k(v)) for t>0.
In particular, for the identity operator Id, the solution ¢* (1) can be written as e!P1d (up).
The Lie commutator of two Lie derivatives is given by

[Dr,Dgl(v) =DrDg(v) = DgDr(v) =G'(v)F(v) — F'(v)G(v), (34)
more generally, the iterated Lie commutators are defined through
ad}, (D¢)= [Dr,ad}, ' (Dc)], j>1, (3.5)

where ad%F(DG) =Dg.
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3.2 Operator splitting for semiclassical SDGPE

To state the operator splitting methods for SDGPE (1.1)-(1.2), we explore an abstract
formulation of ordinary differential equations on function spaces. The initial-boundary
value problem (1.1)-(1.2) takes the form

d

Eug(t):Aug(t)—i—Bug(t), 0<t<T, uf(0)=ug (3.6)

with the unbounded linear operator

(=) (3.7)

comprising the fractional Laplacian (—A)* and unbounded nonlinear multiplication op-

erator B with v
Buf = —% —ide MU Pue, (3.8)

involving the potential and the cubic nonlinearity. The analytic solution of the evolution-
ary problem (3.6) is (formally) given by

ut(t) =ePr+sly§ .= o4 p(t)us. (3.9)
The operator splitting methods for solving semiclassical SDGPE (3.6) have the forms
u€<tn) ~ (eleBAteﬂlDAAt . ,ekaBAteﬂkDAAt) nuf); t,=nAt, At<1

;-‘:1. As the simplest operator splitting method,

the Lie-Trotter splitting method has the form, with k=1 and a; =b; =1,

with (real or complex) coefficients (a;,b;)

U (ty) ~ (DA ePar) "yt = (Dp (AL) DA (A1) "uf, ta=nAt, At<1, (3.10)

where ® 4 (t) and ®p(t) solve the following two subproblems, respectively,

1025
satug—f—%(—A)SuS:O, te(0,T), (3.11)

edut +iV (x)uf +id|ufPut =0, t€(0,T]. (3.12)

The solution operator @, (t) of the free equation (3.11) can be expressed in terms
of Fourier transforms as F~le~ " 'l{*t/2 F and approximately computed by fast Fourier
transform in a Fourier-like spectral method, whereas the exponential of B acts as point-
wise multiplication operator. More precisely, since |u®(x,t)| invariant in ¢, (3.12) can be
integrated exactly, i.e.

7l'€25

ue(x,t) :e(—ie—1V(x)—ie—l/\lue(x,ts)‘2)(t—ts)ue(x’ts)l tZtS ZO/ XGIRd. (313)
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These allow us to effectively deal with the nonlocal operator and the nonlinear terms
simultaneously. We also assume that the solution of the free equation (3.11) satisfies the
bound (2.20).

It is easy to show that the Lie-Trotter splitting conserves the mass, i.e.

M = || (@5 (DD A(A)) "ub || = |1 (x,0)||>= M?(0), n>0. (3.14)

Note also that the energy functions corresponding to (3.11) and (3.12) are preserved, re-
spectively, i.e.

825 s . 5 825 . )
Ea(t)= [ S1(=8)5ur(t) Px =S| (1) |3 ) = €4 0),
5B(t):/ﬂ<V\u€(t)yz+%yue(t)y4> dx=E5(0). (3.15)

3.3 Lie commutator of nonlinear operators

To estimate the local error of Lie-Trotter operator splitting, we need to compute Lie com-
mutator of linear operator A and nonlinear operator B. It follows from (3.7) and (3.8)

that
i 825 -1

Al(v)=— —(=A)’, B'(v) = —ie 1 (V+2A[0)> + A% (). (3.16)

Then the Lie commutator can be calculated by

[D,D3)(v) =DaDg(v)—DgDa(v)=B'(v)A(v)— A’ (v)B(v)
g25—2

== [V(=A) v+2A 02 (—A)*0+A0? (—A)D

— (=B)*(Vo+2A|v]* +A0%)]. (3.17)

If B is linear, i.e. A =0, then for linear operators A and B, due to A’(v) = A as well as
B’(v) = B, the above relation reduces to

[D4,Dg|(v)=B'(v)A(v)— A’ (v)B(v)=—|A,Blv=(BA—AB)v
82572

=——[o(=8)V-L(V,0)], (3.18)

where, for an unbounded domain,

Is(11,0) = Cys po. / [u(x) —u(y)][o(x) —o(y)] ,

R [x—y[d+2s

Y, (3.19)

and for a periodic domain

I(u,0)=Cas ) p.v./

gezH T

[u(x) —u(y)o() —o(y)] |

F—y— V. (3.20)

The relation (3.18) in an unbounded domain has been obtained in [53] for linear problems.
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3.4 Local error estimates for Lie-Trotter operator splitting

In this section, we study the local error derived from operator splitting (3.10) for SDGPE
(1.1)-(1.2). To do this, we need several lemmas and some assumptions. We first make
several assumptions on the potential V' and the wave function u°.

Following the spirit of [53], we assume that the potential V(x) in (1.1) belongs to
L®(Q)NH*(Q), and there exists a positive constant C; >0 independent of ¢ such that the
following Lipschitz condition holds:

V() =V < Cilx—yl. (3.21)
We now present several useful lemmas.

Lemma 3.1 (see, e.g. [10,42]). Let u and v be such that (—A)*u and (—A)*v exist in unbounded
domain R? and

| (w(x) —u®) (o(x) —o))|
/IRd =y AT dy < oco.
Then (—A)*(uv) exists and is given by
(=0 (uv) =u(—A)’v+ov(—A)°u—I(u,0), (3.22)

where I;(u,v) has been defined in (3.19).

When the fractional Laplacian (—A)® is defined in a periodic domain, we can get the
formula (3.22), too.

Lemma 3.2. Let u and v be such that (—A)*u and (—A)® exist in a periodic domain T and

¥ pe L)l o) vl

T x—y =gl e

cezad
Then (—A)*(uv) exists and is given by (3.22) with Is(u,v) being defined in (3.20).

Proof. Using the definition (2.5) for the fractional Laplacian (—A)?® in periodic domain T¢,
the desired result (3.22) is obvious. O

The following fractional mean value theorem on multivariate function f(x) has been
shown in [53].

Lemma 3.3 (Fractional Mean Value Theorem, [53]). Let f:Q — Q) and its partial Riemann-
Liouville fractional derivatives Dfé]’: (x):Q0—Q, k=1,2,...,d, be continuous in their all variables.
Then we have, for h= (hy,ha,...,hg) ",

d 1

f(x+h):f(x)+2mhgkpfgf (x+6]h), 0<ar<1, (3.23)
k=1

where Gk: (le,()kz,...,()kd)T,k:1,2,...,d with Ogek] S 1,j:1,2,...,d.
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Noting the regularity estimate presented in Theorem 2.1, now we have the following
local error estimate for Lie-Trotter operator splitting method for semiclassical SDGPE.

Theorem 3.1 (Local Error Estimate). Let s € (1/2,1). Suppose V € L®(Q)NH?*(Q) satisfies
(3.21), ug € H?(Q) satisfies (2.18), the solution to the nonlinear SDGPE (1.1)-(1.2) satisfies
(2.19) and (2.20), and the solution of the free equation (3.11) satisfies (2.20). If At=O(e), then
the error after one step of the splitting (3.10) is bounded by

. At At?
[ (Pasp(AL) —Dp(AH)PA(AL)) ug|| < Co——+Cs, (3.24)
where Cy and Cz are independent of € and At.
Proof. It follows from (3.9) and (3.10) that
(®a45() @5 ()P (1))
— |:eDA+Bt _eDBteDAt] ug
— / t / " e1D52DA Dy, D ple(m~Pael=1)Dass e gy dry. (3.25)
0Jo
From (3.17), employing Lemmas 3.1 and 3.2, we obtain
82572
[Dp, DAl (0) = —— [V(=A)0+2A[0)*(—A) 0+ Av? (—A)D
—(—=A) (Vo+2A o[> +A0°D)]
g25—2 _ _
= [—0(=A)V+I(V,0) —2A5(—A) v—2Av(—A)°T
+2A15(0,0) +ATLs(v,0) + AL (v, 7). (3.26)

With
D= e(Tl—Tz)DAe(f—Tl)DA+Bu8 —e(m—m)Daye (t— T ),

in view of (2.20), we have ||v||r~ <. Using the same argument as that in [53], we can
bound || —v(—A)*V||+||I;(V,v)] as

|=o(=A)V|[+|L(V,0)[| <Ce . (3.27)

For the third and fourth terms on the right hand side of (3.26), we employ the a priori
assumption (2.19) to obtain

[5(=A) vl +][o(=A) Tl < [[B[l| (=A)* 0]+ [[o]l (—A)*D]| < Ce™. (3.28)

The remaining part of the proof is to estimate |I;(v,9)|,|I;(v,0)|, and |L;(v?,0)|. We
only consider the case of unbounded domain Q=IR?. The case of periodic domain Q=T*
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is similar. We first estimate |I5(v,7)|

Cupe [, P00l

Setting y = x+e¢q, and employing fractional mean value Lemma 3.3, for x <{ <x+¢g, we
have

|1s(v,0)| <

i L [ Jo(x)—0(x-+eq)|[o(x)~(x+eq)]
1(0,0)| <Case ™ [ P dg

N |DFo(g) (eq)P || DP1a(Z) (eq)P1 |
“Cuc” </|q|zl T(1+p1)lq|#+2 .

|DP20(7) (eq)P2 || DF25() (eq) P2 |
Jr/|q|<1 T (1+p2)|g|*+%

dq> ) (3.30)

where X X . .
Br=B1,..p1) ", Ba=(Ba,...B2)".

Taking account into the assumptions, the bound (2.20), and s € (1/2,1), we can choose
0<pB1 <sand s < B2 <1 such that

|I5(0,)| < Cae > (3.31)
with C3 >0, independent of e. Similarly, we have |I;(v,v)| < Cze~%. For |I;(v?,3), since

—o(x+eq)||o(x) —0(x+eq)|
|g]d+2s

_ " o(x
ORI Ry b (3
we can obtain the same estimate as (3.31). Combining these estimates yields (3.24). This
completes the proof. O

We end this section with some remarks.
The first remark is about linear problems. From the proof of Theorem 3.1, we can
easily obtain the local error estimate for the Lie-Trotter splitting for linear Schrodinger

equation
AR
[(@a+5(80) —@5(A)PA (M) ]| < Co—, (3.33)

which has been obtained in [53].

The second remark is about the comparison of theoretical and numerical results. For
semiclassical standard NLS (i.e. s=1) with initial data (2.16) whose first spatial deriva-
tive involving 1/¢, Descombes and Thalhammer [12] showed that the local error can be
expressed by

AP AP AP AP
H(®A+B(At)—CI)B(At)CI)A<At))u8H§028—2+C38—3+C48—4+C58—5, (3.34)
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and found that it is not consistent with some numerical results which display the error
behaviour like O (e !) for a fixed time step-size At=0(¢). To explain the numerical obser-
vations, they gave a heuristic consideration. However, a numerical example presented in
Section 5 illustrates that the local error estimate (3.24) is sharp for SDGPE with focusing
nonlinearity, that is, the error behaviour of the Lie-Trotter operator splitting method with
respect to the Planck constant ¢ is around O (e 2) for a fixed time step-size At=0(¢). Note
that when At <g¢, the local error estimate (3.34) is identical with our error estimate (3.24)
since in this case the term c;At?/€? i s dominant in the error estimate (3.34). Thus, on
the one hand, this verifies our theoretical results, but on the other hand this is may be
an indicator that the presented local error estimate can be improved for some special
cases.

4 Global error estimates for fully discrete approximation

In this section, we consider fully discrete approximation of SDGPE (1.1). With the oper-
ator splitting (3.10) for the time discretization, for the spatial discretization, it is natural
to use the Fourier-like spectral method because of the definitions of fractional Laplacian
(2.1) and (2.2).

4.1 Mapped Chebyshev spectral-Galerkin methods for SDGPE
in unbounded domain

In this section, we apply the operator splitting together with the Fourier-like mapped
Chebyshev spectral-Galerkin (MCSG) methods to SDGPE in an unbounded domain. For
this purpose, we introduce mapped Chebyshev functions (MCFs) and some notations
(see, e.g. [47,48]).

41.1 The MCFs and MCF approximation

Let T, (y) = cos(narccos(y)),y € w:=(—1,1), be the Chebyshev polynomial of degree 1.
Introducing the one-to-one algebraic mapping

y . x
V1-12 Y V14+a2’

we define the MCFs as, for x €R and integer n >0,

xX= xeR, yew, 4.1)

/1=y 1 1 x
Tlx) = \/cnn/ZTn(y)_ Verm/2 /1422 L <\/1+x2>'

Using this definition and the well-known properties of Chebyshev polynomials the fol-
lowing important properties of the MCFs can be shown (see [47,48]).
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Proposition 4.1. The MCFs are orthonormal in L?(R), and we have

Sin=Sum= /RT;,q<x)T:ndx

(1 [ (4cp1—cn2)(n—1)%  (dcpy1—cnin)(n+1)% ¢, ,
a( 16 + 16 _Z>’ i m=n,
L (e _aury s
CnCn+2 8 4

if m=n+4.

\/Cnlc_n+4L (Cn+2(1’l—|ié)(1’l+3)>,

Based on (4.2), we define S as a square matrix of order M+1 with entries given
by (4.2), and let I the identity matrix of the same size. Let E= (e]-k) jk=1,..,N be the matrix
formed by the orthonormal eigenvectors of S, and X =diag{A,} be the diagonal matrix
of the corresponding eigenvalues. Let us introduce the finite dimensional space

Vyi={Tn(x):0<m<M}, M>1.
Then T, (x) form a basis of V), and we have the following property.

Proposition 4.2 (See [48]). Let E=(eg,e1, -, en),em = (€om,C1m, - ,nm) |, be the matrix of
the eigenvectors of S, i.e. Se,, = Ay, for 0<m <M. Define

M
Tu(x):=) enTi(x), 0<m<M. (4.3)
k=0

Then {"T"m}%zo form an equivalent basis of V y1, and they are bi-orthogonal in the sense that
(T, To) =0k, (T, Th) =Akbpm,  0<k,m< M. (4.4)
We further define the tensor product V4, of d copies of V as
Vi =Vy®--®Vy

with W}VI = V. Define the d-dimensional tensorial Fourier-like basis and denote the
vector of the corresponding eigenvalues by

d
T () =] [Tu,(x;), x€RY, Ap=(Auy, - Am,) - (4.5)
j=1
Define the index set ¥, as
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Then, accordingly, we have
Vi = {Tu(x),me¥u}. 4.7)

We consider d-dimensional L2-orthogonal projection 7t4,: L2(IR%) — V4, such that
/d(nfwu—u)(x)v(x)dx:o, YoeVi,. (4.8)
R

To estimate the projection error, we need introduce some notations and spaces of func-
tions. Let

a(xj)=—L=(14x)?, 1<j<d.

We define the differential operators
14X 1
D, u :zaxj{(l—f—xj)Zu}r =a(x;)0y { (1+x))2u},
k:
Dx’ju::a(xj)ax{ (xj)0 { {a(x))0x { (1+x)) Zu}} }} ki>1.
For the index k= (ky,kp,- - ,kd)T, we further introduce the differential operator
Di=D...Diu.

Then with the weight function p*(x)= 1_[] 1 (1+x )~ki, we define the d-dimensional Sobo-
lev space

B'(RY)={u:Dlue Ll (RY),0< |k <r}, r=0,12,..., (4.9)
equipped with the norm and semi-norm
% %
— ko112 k
HMHBr(]Rd)—<O<;< HDquL;H_k(]Rd)> 7 |u’Br ]Rd (ZHD UHLz ) .
S|k=r

Then the projection error in the fraction Sobolev norm, i.e. ||7%,u—u|| Hs(R¢), has been
obtained in [48].

Lemma 4.1 ([48]). If u € B"(R?) with integer m >1, then we have

HnMu u\Hg IRd)<CMS_r’M|Br(IRd), 0<s<1, (4.10)

where c is a positive constant independent of M and u.
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To estimate the error of the interpolation operator, consider the Chebyshev-Gauss
quadrature nodes {y; }]Ai o and weights {(7]'}in o on w = (—1,1). The mapped nodes and
weights will be denoted by

Yi Ij
Xj= ; Pi=T— 5,
] ] 1_y]

0<j<M. (4.11)

After introducing the one-dimensional interpolation operator I;: C(R) — Vs such that
Imu(xj) =u(x;), 0<j<M, (4.12)
we consider the d-dimensional MCF interpolation I4,: C(R?) — V4,

Bu(x) =1V o ol u(x;), je€¥um, (4.13)
where II(\Z), 1<k <d, is the interpolation along x-direction, and introduce a second semi-
norm of B"(IR¥) for r > 1 as follows:

d

- 2

[[u]]B’(]Rd) = { ‘u’B'(]Rd) +Z Z HD;mlejuHLdH( . (R¥) } . (4.14)
j=1m#j p TN

Then the interpolation error can be bounded as follows.

Lemma 4.2 ([48]). If u € B"(R?) with integer r > 2, then we have
|| I —ul| > ity <M )] gr (e (4.15)
where c is a positive constant independent of M and u.

4.1.2 Mapped Chebyshev spectral-Galerkin methods for SDGPE

Now we consider the fully discrete approximation of SDGPE based on Lie-Trotter oper-
ator splitting and mapped Chebyshev spectral-Galerkin methods. We seek U}/ (x) € V4,
as an approximate solution to subproblem (3.11) in unbounded domain such that

2s
ie (91, v) = (Aufyv) = £ ((—A)usy,v), VoeVi,. (4.16)

Using the Fourier-like MCF basis, we write

wie(xt)= Y 45(H)Te(x), xeR?, te[0,T]. (4.17)

Substituting it into (4.16) and taking the inner product with T"m (x), in view of (4.4), yields

OnE (t 2s
i”gt()z%p\mﬁﬁfn(t), meY¥y. (4.18)
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As a consequence, we deduce from (4.18) that the solution for (4.16), i.e. the numerical
solution of (3.11), is given by

uSy(x,t) :e’iA(t’t"*l)ui/I(x,tn,l)

ie25 s ~
= Y e MR (h, DTi(x), t>t,1 (4.19)
kG‘YM

Let {xy }mew,, be tensorial grids. We define the solution map related to (4.19)

ie28 s =~
D (At)o(x)= Y e TIMirE Ty (x), (4.20)
ke¥ m

where {6, } are the MCF expansion coefficients computed from the sampling of v € V4,
on the grids {x,; }mew,,-

Now we consider the fully discrete approximation of the SDGPE (1.1)-(1.2) by the Lie-
Trotter operator splitting together with MCSG method as follows, from time t=t,_; to
t=t, forany me ¥y,

Uy =@ (AU, Uy =e e MU s — @l (An U (421)

Let {xy,0x }kew,, be the corresponding tensorial nodes and weights as in (4.11). We further
define

M, My
2
= 5 aree 3 3 e 2
ke¥y k=0 k;=0

where U;" = U"(x). Then it is easy to show the stability of the fully discrete approxi-
mation scheme (4.21).

Lemma 4.3. The Lie-Trotter operator splitting method has the normalisation conservation, i.e.

url= 3 Po T laofec gl 1z a2

keYp ke¥ m

4.1.3 Global error estimates for Lie-Trotter operator splitting MCSG methods

To show the global error bound of the Lie-Trotter operator splitting MCSG methods, in
view of (2.19), it is reasonable to assume that

[ (5, ey < Ce ", ([ ()] ey < Ce - (4.24)

With previous preparations, we have the following error estimates.
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Theorem 4.1 (Global Error Estimates). Let u®=u®(x,t) be the analytic solution of (1.1)-(1.2)
in unbounded domain Q =R, and U*" be the discrete approximation given by (4.21). Assume
that the potential function V € C>(Q)NH?$(Q), and the solution u¢ € H¥(Q). If

At=0(e), h=0(e), (4.25)
then we have
(|t (tn)— I us||,<c At L (4.26)
M 2= (S M) )’
where C is independent of €, M, At. Especially, if A =0 ( that is, the problem is linear), we have
At 1
d 178
H”e(tn)—IMuenHLZ(Q)SC<?+W>’ (4.27)

where C is also independent of €, M, At.
Proof. The proof of this theorem is almost the same as that of [53, Theorem 5.5]. The only

difference is the local error estimate (3.24) for semiclassical SDGPE. O
4.2 Fourier spectral methods for SDGPE with periodic boundary condition

In this section, we consider applying the Lie-Trotter operator splitting Fourier spectral
methods for SDGPE (1.1) with a periodic boundary condition.
We define the index set ¥}, as

IN

‘I’}‘\,I::{m:(m1,---,md): — d}. (4.28)

Let still U;’” be an approximation of u;‘?’”:u8 (xj,tn), x;€¥ p. We combine the time-splitting
(3.10) and spatial spectral discretization, resulting in the Lie-Trotter splitting Fourier spec-
tral method for the SDGPE (1.1) with the periodic boundary condition as follows:

u;’* _ Z e_l€2c 1725 At At u;: nqol (x]) ]'e \PM/ (429)
1e¥y,
u];,n+l e~ i(v (x;)Jr/\‘uw‘ )& ue* ]'E\PM, (4.30)

where ¢;(x) = el +7) e 9% and LAlle’”, the discrete Fourier coefficient of U%", are de-
fined as
U= Md Y U"gu(x;), u;?fozug(xj), 1eY¥s,. (4.31)
j€¥m
The method (4.29)-(4.30) is based on fact that ]US "2 = ]US "+112 and therefore explicit.
Since (4.30) integrates exactly (3.12), the only tlme dlscretlzatlon error of this method is
the splitting error. We also note that the above algorithm can be rewritten in the abstract

formula as
Ui =0y (AN (ANUS",  j€ ¥ (4.32)
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4.2.1 Interpolation operator and projection operator
Let us introduce the trigonometric interpolation operator Z); which is defined on ¥ by
N -1 _
Ivu(x)=Y_ mei(x), = Y u(x)@i(xj), 1€¥y.
leYy, j€E¥ M

It is useful to note the following error estimate.

Lemma 4.4 (see, e.g. [46,55]). Suppose that u € H"(Q)) with r >0, then the following estimate
holds:
[ Zaau—u|p2(q) < CaM ™" ||| () (4.33)

The following conservation property can be proved easily.

Theorem 4.2 (Mass Conservation, see [53]). The operator splitting spectral scheme (4.29)-
(4.30) conserves the discrete mass, i.e.

Ul = [[ug)|

lZI n:1/2l"'/N/ (4-34)
and consequently, in view of HIMu||%2(Q) = ||ul|%,

|ZaU™"|| > = | Z;U*°|| 5, n=1,2,...,N. (4.35)

iz

Before we derive the global error bounds, we introduce some usual notations and
results. Similar to the case of unbounded domain, let

XM::span{qol(x) : —%glg %—1},

and define the tensor product X4, of d copies of Xy as
X4 =Xp®---@Xy
with X}, =Xy Let Py: L*(Q) — X4, be the L2-orthogonal projection, defined by
(u—Pmu,0)2(0)=0, Vve X4,
The following lemma bounds the error between Py and u.

Lemma 4.5 (see, e.g. [3,46]). Suppose that u e H"(Q)) with r >0, then the following estimate
holds:
[Pamu—ull 20y < CsM ™" ||u| ) (4.36)

The following lemma provides an upper bound for the error between the projection
operator Py and the interpolation operator Z.

Lemma 4.6 (see, e.g. [46]). Suppose that uc H"(Q)) with r>0, then the following estimate holds:
[Pt —ZTau|| 1200 < CeM ™" [u]| 1) (4.37)
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4.2.2 Global error bounds for fully discrete approximation
Now following the idea and proof of [53], we have the following global error estimates.
Theorem 4.3 (Global Error Estimates). Let u®=u®(x,t) be the analytic solution of (1.1), and

U™ be the discrete approximation given by (4.29)-(4.30). Assume that the potential function
V eC?(Q)NH*(QY), and the solution uf € H*(Q). If

At=0(e), h=0(e), (4.38)
then we have
6 ()~ Zagl"|| oy < C (B 1 (4.39)
n)—+M @) ==\ " (eM)® )’ :
where C is independent of €, M, At. Especially, if A =0 (that is, the problem is linear), we have
. en At 1

where C is also independent of €, M, At.

We end this section with a few remarks about our results.
We first remark that to obtain a high accuracy numerical solution, we should choose

At and M satisfying

1
At<e, M>-—. (4.41)

Under this condition, the Fourier-like spectral discretization will achieve spectral accu-
racy, independent of the fractional exponential s, provided that the analytic solution is
sufficiently regular. This can be observed from the space convergence order 4s, which
depends on the space regularity of the analytic solution to (1.1), of numerical method
in Theorems 4.1 and 4.3. We also observe from (4.39) that to obtain effective numerical
solution one needs to choose At <&~ since in this case the global error will be less than 1.

It is important to realize that the convergence orders of the fully discrete Lie-Trotter
operator splitting methods with respect to the time step-size At is 1, independent of the
fractional exponential s of Lalacian (—A), for both linear and nonlinear SDGPE.

The third remark is about the convergence order with respect to the critical parame-
ter &. When At=0(¢) and h=0(e), the convergence order of the fully discrete Lie-Trotter
operator splitting methods with respect to € is —1 and —2 for both linear and nonlinear
SDGPE, respectively. As pointed out in [12], however, this can not explain some numer-
ical phenomena that the numerical convergence order of Lie-Trotter operator splitting
method is O(e~1) but not O(e~2) with respect to the critical parameter ¢ when it was
applied to some standard semiclassical NLS. For semiclassical nonlinear SDGPE, we ob-
serve these phenomena for several numerical examples but we also note that the error
behaviour like O(e~2) for a numerical examples involving the focusing nonlinearity (see
numerical experiments in Section 5).
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5 Numerical examples

We study here the convergence orders corresponding to the error estimates on several
test cases. Let the convergence orders with respect to At, /1, and ¢ be calculated by

Ordery; =log, (E;?"At'h /E?t’h) )
Onder =log, (E844/E240), 1,
Orderg = log2 (EZA:’h /EeAt’h),

respectively, where EX*" denotes the error ||U%(t,) — U*"||;» computed at t = T with time
step-size At and space step-size h for SDGPE (1.1) with Planck constant e.

Example 5.1 (Semiclassical Sub-Diffusive NLS in Unbounded Domain). We first consider
applying Lie-Trotter operator splitting MCSG method to one-dimensional semiclassical
sub-diffusive NLS (1.1)-(1.2) with V =0 in the unbounded domain. Let T=0.5 and

ag(x) =", o(x)=—log (exp(x)+exp(—x)). (5.1)

We consider two types of nonlinearity: focusing (repulsive) nonlinearity A = —1, and
defocusing (attractive) nonlinearity A = +-1.

In the focusing case A =—1, we first test the convergence order to the time step-size At
and space step number M. For the case of ¢ = 273, we view the numerical solution ob-
tained by using Lie-Trotter operator splitting MCSG method with M =250 and At=2"13
as the reference solution. To observing the convergence order in time, we take M =250
and At varying from 273 to 278. For the convergence order in space, we take At =213
and M varying from 100 to 150. Moreover, we consider the case of =277 and view the
numerical solution by using Lie-Trotter operator splitting Fourier spectral method with
M =250 and At =216 as the reference solution. Similarity, we take M =250 and At
varying from 278 to 2713 to observe the convergence order in time, and At =271 and M
varying from 100 to 150 to observe the convergence order in space. From Figs. 1 and 2,
we find the convergence order in time is order 1 and the convergence order in space is
slightly large than 4s, which is demonstrating the theoretical results in Theorem 4.3. It
can be also observed from Fig. 2 that the smaller the fractional exponential s, the greater
the errors, for both the cases of e=2"3 and e=2""7.

Now we consider the defocusing nonlinearity A=1. We still consider two cases: e=2"3
and e=2"7 and perform the same computations as in the focusing nonlinearity A=—1. All
of numerical results presented in Figs. 3 and 4 demonstrate that the convergence orders
of the Lie-Trotter splitting MCSG method for sub-diffusive NLS are consistent with the
theoretical results in Theorem 4.3.

To show the numerically observed orders with respect to ¢, we let ¢ vary from 272 to
278, We views the numerical solution obtained by using Strang splitting MCSG method
with M =250 and At=271° as the reference solution. The errors between the reference
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Figure 1: Errors of the Lie-Trotter splitting MCSG method for sub-diffusive NLS in the unbounded domain in
Example 5.1 with M =250 and A =—1.
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Figure 2: Errors of the Lie-Trotter splitting MCSG method for sub-diffusive NLS in unbounded domain in
Example 5.1 with A =—1.
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Figure 3: Errors of the Lie-Trotter splitting MCSG method for sub-diffusive NLS in the unbounded domain in
Example 5.1 with M =250 and A=1.
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Figure 4: Errors of the Lie-Trotter splitting MCSG method for sub-diffusive NLS in the unbounded domain in
Example 5.1 with A=1.
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Figure 5: Errors of the LTSFS method for sub-diffusive NLS in Example 5.1 with M =250 and At=2"16,

solution and the numerical solution computed by Lie-Trotter splitting MCSG method
with M =250 and At =216 are presented in Fig. 5. From these figure, it can be found
that the convergence order with respect to ¢ is of order —1, independent of the fractional
exponential s. This example illustrates that the theoretical analysis of numerical methods
with respect to the Planck constant e seems to be improved.

Example 5.2 (Semiclassical Sub-Diffusive NLS in Periodic Domain). In the second exper-
iment, we consider semiclassical sub-diffusive NLS (1.1)-(1.2) with periodic boundary
condition L =4. In this case, we employ the Lie-Trotter splitting Fourier spectral (LTSFS)
method to solve it. Let still V=0,T=0.5, and ao(x) and ¢o(x) be chosen as in (5.1).

In the focusing case A=—1, we first test the convergence order with respect to the time
step-size At. Let e=2"2. In this case, we view the numerical solution obtained by using
Strang splitting Fourier spectral method with h =2713 and At =213 as the reference
solution. For numerical solution produced by the LTSFS method, we let h = 2-13 and
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let At vary from 273 to 278, We also consider the case of e=2"". In this case, we view the
numerical solution by using Strang splitting Fourier spectral method with # =213 and
At=2715 as the reference solution. For numerical solution, we let =213, and let At vary
from 277 to 27!2. The numerical results are presented in Fig. 6 and further demonstrate
that the LTSFS method is of order one with respect to At for both e=273 and e=2"".
We also observe from Fig. 5.2 that there is no attenuation behaviour for the errors of the
LTSFS method when At > ¢, that is, the condition At <¢ is necessary for the convergence
of the LTSFS method.

To show numerically the convergence orders with respect to e, we let e vary from 273
to 278, We still view the numerical solution by using Strang splitting Fourier spectral
method with 7 =2713 and At =213 as the reference solution. The errors between the
reference solution and the numerical solution computed by LTSFS method with h=2"13
and At =213 are presented in Fig. 7. From this figure, we observe the convergence
order of the LTSFS method is of order —2 with respect to ¢, independent of the fractional
exponential s. This is coincident with our theoretical findings in Theorem 4.3.

* s=06 *  s=0.6
5=0.8 5=0.8
— Ref. slop=1 — Ref. slop=1

Error

107 107 10° 10°

At At
(a) Errors with respect to At, where e =273 (b) Errors with respect to At, where e=2""

Figure 6: Errors of the LTSFS method with 7 =2713 for nonlinear SDGPE in Example 5.2: (a) e=273,
(b) e=27".

*  5=0.6
* 5=0.8
Ref. slop= 2|

Error

Figure 7: Errors of the LTSFS method for sub-diffusive NLS in Example 5.2, where h=At=2"18 A =_1.
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Now we consider the defocusing nonlinearity A=1. We still consider two cases: e=2"3
and ¢ =277 and perform the same computations as in the focusing nonlinearity A = —1.
All of numerical results presented in Fig. 8 demonstrate that the convergence order of the
LTSFS method with respect to At is 1, if the constraint (4.25) is satisfied.

When the small Planck constant vary from 273 t0 278, the errors between the reference
solution and the numerical solution computed by the LTSFS method with h=At=2"13 are
presented in Fig. 9, from which we observe that the error bound provided in Theorem 4.3
is still valid. But the convergence order of the LTSFS method with respect to ¢ is larger
than —2 and seem to be around —1. To clearly show the convergence order of the method,
we also compute the cases s =0.7 and s = 0.9 and list the numerical results in Table 1.
From this table, we seem to be able to conjecture that the convergence order of the LTSFS
method with respect to € is —1 (the oscillation may arise from the coefficients C; in (3.24)
or directly from the coefficients §; in priori estimates, since for different ¢, the analytic
solutions to SDGPE (1.1)-(1.2) are different and therefore the coefficients ¢; are different).
This is also observed numerically for the case of s=1 in [12].

Error

(a) Errors with respect to At, where e =273

5=0.6
5=0.8
Ret. slop= 1

107
At

Error

*  s=0.6
+ 5208 #
107" Ref. slop=1

107°

At
(b) Errors with respect to At, where e=27"

Figure 8: Errors of the LTSFS method for sub-diffusive NLS in Example 5.2, where h=2"13 A =1.

Figure 9: Errors of the LTSFS method for sub-diffusive NLS in Example 5.2, where h=At=2"13 A=1.

Error
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Table 1: The convergence orders Order, of LTSFS method with respect to ¢ in Example 5.2, where h=At=2"13,
A=1.

€ s=0.6 s=0.7 s=0.8 s=09
273 _ _ _ _
274 | —1.4485 | —1.2795 | —1.1493 | —0.9368
275 | —1.3883 | —1.2812 | —1.2681 | —1.1797
276 | —1.2274 | —1.1831 | —1.2411 | —1.3218
277 | —1.0843 | —1.1831 | —1.1272 | —1.2637
278 | —1.3112 | —0.9895 | —1.0141 | —1.1356

These imply that the numerical solution behaviour of the semiclassical sub-diffusive
NLS is certainly much more complicated compared to the linear case (see the numerical
results presented in [53] for linear case). On the one hand, this verifies our theoretical
results, but on the other hand this is may be an indicator that the presented analysis
can be improved for nonlinear case. We point out, though, that there is as yet no rig-
orous convergence result in the literature for the operator splitting spectral methods for
the semiclassical sub-diffusive NLS. It is the first time that a rigorous error analysis is
provided and numerically verified for the semiclassical sub-diffusive NLS.

Example 5.3 (Semiclassical SDGPE with a Potential V). In above two examples, the po-
tential function V is set to be zero. In this example, we consider the effect of the elec-
trostatic potential function V on the error behaviour of the numerical methods. For this
purpose, we choose V(x) = —x2/2 and initial datum as in Example 5.1. We let T=0.5. We
still consider the periodic boundary condition but with L =16.

We first show the convergence order of the LTSFS method with respect to At. Since
the smaller the parameter ¢, the more difficult it is to solve the semiclassical SDGPE, we
only consider the case of e=2"7 in this experiment. We let /=211, which is smaller than
g, and let At vary from 277 to 2712, The errors are presented in Fig. 10 from which the
correct order of convergence with respect to At is observed for both focusing nonlinearity
A=—1 and defocusing nonlinearity A =-+1.

To demonstrate the convergence order of the LTSFS method with respect to ¢, we
let h =271 and At=2"13. The parameter ¢ varies from 273 to 278, The numerical re-
sults are plotted in Fig. 11. The error behaviour of the LTSFS method for semiclassical
SDGPE (1.1) with potential function V = —x?/2 is the same as the method for semiclassi-
cal SDGPE with V(x) =0. This implies that the influence of the nonlinear term A|u¢|?u¢
in semiclassical SDGPE (1.1) on the error is stronger than that of linear term V(x).

6 Concluding remarks

The SDGPE has been widely applied in the fields of science and engineering. In this
work we studied the a priori estimates and numerical approximations of the solution
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Figure 10: Errors of the LTSFS method for semiclassical SDGPE in Example 5.3, where h=2"11 and e=2"7.
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Figure 11: Errors of the LTSFS method for semiclassical SDGPE in Example 5.3, where h=2"11 and At=2"13,

to semiclassical SDGPE (1.1), where the Planck constant ¢ is so small that it introduces
difficulty in numerically solving such equation. We first established the a priori bounds
for the solution to semiclassical SDGPE (1.1), which are fundamental in studying numer-
ical error bounds. The local error bounds of Lie-Trotter operator splitting method for
semiclassical SDGPE by using Lie commutator estimates of nonlinear operator. Based
on these local error estimates, we derive the global error bounds for the fully discrete
Lie-Trotter splitting MCSG method for the SDGPE in the unbounded domain and for the
LTSFS approximation of the SDGPE with the periodic boundary condition. It was shown
that the convergence order of both the numerical methods with respect to At is of order 1
independent of the fractional exponential s, and their convergence order with respect to
the critical parameter € is —1 and —2 for linear and nonlinear cases, respectively. To the
best of our knowledge, this is the first paper where the theoretical analysis is made on the
local and global error bounds of the operator splitting methods for semiclassical SDGPE,
although the linear case has been investigated in [53].
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We have implemented various numerical experiments for the two methods for semi-
classical SDGPE (1.1), although there is no comparison between the numerical experi-
ments and the exact physical experiments. For semiclassical SDGPE with focusing non-
linearity A = —1, these numerical experiments exactly verify the theoretical results. The
numerical results illustrate that our error estimates are also valid for semiclassical SDGPE
with defocusing nonlinearity A=1. Still, with the numerical observation in this paper and
the numerical examples for standard Schrédinger equation (s = 1) in the literature (see,
e.g. [12] and their heuristic considerations), we conjecture that the convergence order of
the LTSFS method with respect to the critical parameter € for nonlinear SDGPE (1.1) with
defocusing nonlinearity A =1 is —1. This means that our results can be improved in this
case and there exist different error behaviours with the Planck constant ¢ between the
focusing and the defocusing nonlinearities. Studying these will be our future work.

It is well known that the Strang splitting method has higher convergence order than
the Lie-Trotter splitting method. Extending the numerical analysis presented in this pa-
per to the Strang splitting method will be another research work we are about to under-
take.
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