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Summary

The Klein-Gordon equation is a relativistic wave equation describing the motion of
spinless particles like the pion. It plays a fundamental role in quantum electrodynamics,
particle and/or plasma physics within the framework of quantum mechanics and
Einstein’s special relativity. The nonlinear Klein-Gordon equation (NKGE) can be seen
as the relativistic and nonlinear version of the Schrodinger equation. The long-time
behavior of the NKGE is an interesting topic in both analytical and numerical aspects
and has gained a surge of attentions in recent years.

The aim of this thesis is to establish error estimates of different numerical methods
for the NKGE with weak nonlinearity, while the nonlinearity strength is charaterized
by €% with € € (0, 1] a dimensionless parameter, for the long-time dynamics up to the
time at O(e7?). Rigorous proofs for different numerical methods are presented and
particular attentions are paid to study the error bounds of the numerical methods in
the long-time regime and how the error bounds depend explicitly on the mesh size, time
step as well as the small parameter £, which indicates how to choose the mesh size and
time step in the long-time numerical simulations. Numerical results are reported to
verify the error estimates and compare the performance of these numerical methods.
This thesis is mainly composed of the following three parts.

In the first part, the NKGE with weak nonlinearity is discretized by the finite
difference method in time including the Crank-Nicolson, two semi-implicit and leap-frog
finite difference schemes. Combined with the central finite difference discretization in
space, four widely used finite difference time domain (FDTD) methods are applied to
numerically solve the NKGE in the long-time regime. The error bounds of the FDTD
methods up to the time at O(¢7?) with 0 < 3 < 2 are rigorously established, which
depend on the mesh size h, time step size 7 as well as the small parameter €. Based
on the error bounds, to obtain “correct” numerical solution of the NKGE with weak
nonlinearity in the long-time regime, the e-scalability (or meshing strategy requirement)
of the FDTD methods should be taken as: h = O(£%/?) and 7 = O(¢?/2?). In order to
improve the spatial resolution capacity of the FDTD methods, the fourth-order compact
finite difference (4cFD) method and finite difference Fourier pseudospectral (FDFP)



method are used to solve this problem. The error bounds indicate that the 4cFD
method offers advantages over those FDTD methods regarding the meshing strategy
requirement in space for resolving the NKGE in the long-time regime. The spatial error
bound of the FDFP method is uniform, which preforms much better than the FDTD
and 4cFD methods. The spatial/temporal resolution of these finite difference methods
are exhibited through various numerical examples.

The second part is devoted to studying the uniform error bounds of the numerical
schemes for the long-time dynamics of the NKGE with weak nonlinearity. The error
bound of the exponential wave integrator Fourier pseudospectral (EWI-FP) method is
carried out, which is uniform spectral accuracy in space and second order in time up to
the time at O(e™2). Numerical results confirm the error estimates and show that they
are sharp. Then the NKGE is rewritten as a relativistic nonlinear Schrodinger equation
(NLSE). The time-splitting Fourier pseudospectral (TSFP) method is adapted to solve it
and uniform error bound of the TSFP method is rigorously established. For comparisons,
the exponential wave integrator and time-splitting method are also combined with
central finite difference and fourth-order compact finite difference discretizations in
space. Numerical studies and comparisons show that when 0 < ¢ < 1, the TSFP
method offers the best approximation among these numerical methods for solving the
NKGE in the long-time regime. With the TSFP method, the problem can be solved
effectively in 2D and 3D cases.

The last part is to rescale the NKGE with O(g?) nonlinearity and O(1) initial data
(or O(1) nonlinearity and O(e) initial data) to an oscillatory NKGE. The solution of the
oscillatory NKGE propagates waves with amplitude at O(1), wavelength O(1) and O(¢?)
in space and time, respectively, and wave velocity at O(¢~?), which is quite different
from the oscillatory nature of the NKGE in the nonrelativistic limit regime. The FDTD
methods, EWI-FP method and TSFP method are applied to solve the oscillatory NKGE
and corresponding error estimates are obtained straightforwardly. Extensive numerical
tests are reported to support our error estimates and to demonstrate that they are

sharp. Comparisons of different numerical methods are summarized for convenience.

vi
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CHAPTER 1. INTRODUCTION

Chapter 1

Introduction

This chapter serves as an introduction of the thesis. A brief overview of the nonlinear
Klein-Gordon equation (NKGE) and comparisons of different scalings are presented,
and the existing results of the NKGE are reviewed, as well as the problems to study

and the scope of the thesis are shown.

1.1 The nonlinear Klein-Gordon equation

The Schrodinger equation is a linear partial differential equation describing the wave
function of a quantum system such as atomic, molecular and subatomic systems [24,
127, [142]. In quantum mechanics, the Schrodinger equation plays the important role as
the Newton’s second law in classical mechanics. However, it could not be used when
the particles travel at high velocity so that special relativity should be applied with
quantum mechanics together. In 1926, the Klein-Gordon equation was proposed by the
physicists Oskar Klein and Walter Gordon to describe the motion of spinless particles
like the pion [25| 39, 124} [128| |161]. Denoting by m > 0 the mass of particle, ¢ the
speed of light and A the Planck constant, the Klein-Gordon equation is

2 2

h 2 d
wattu(x,t) — EAU(X’ t) +mcu(x,t) =0, xeR® ¢>0, (1.1.1)

where t is time, x is the spatial coordinate, u = u(x,t) is a complex-valued scalar field.
The wave function needs to be a complex scalar when it describes charged particles,
while it is enough to be a real scalar for neutral particles [117]. The Klein-Gordon

equation can be expressed as the form of a Schrodinger equation which includes two
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coupled differential equations and each of them is first order in time. The Klein-Gordon
equation is Lorentz covariant while the Schrodinger equation is not [135].
In the relativistic regime, i.e. the speed of light ¢ = 1, taking the units h=m =1,

we have the following dimensionless Klein-Gordon equation
Opu(x,t) — Au(x,t) +u(x,t) =0, xcR?Y t>0. (1.1.2)

The Klein-Gordon equation (I.1.2) admits the plane wave solution u(x,t) = Ae!&x-«t)
with the amplitude A, spatial wave number & = (&1, -+ ,&)T € R? and time frequency
w = w(&) satisfying the following dispersion relation [22, (90, 107}, 157, [163]:

w=w(€)=+/1+|€2 €cR™ (1.1.3)

The nonlinear Klein-Gordon equation (NKGE) is the relativistic and nonlinear
version of the Schrodinger equation and widely used to model many types of phenomena
including nonlinear optics, charge density waves, the behavior of elementary particles
and the propagation of dislocations in crystals [23, 68, |70, 126, 153} 158} [164]. The
NKGE in d dimensions (d = 1,2, 3) reads [105, |L06, (108, [148]

2 h2
wﬁttu(x, t) — EAu(x, t) +mctu(x,t) + f(u(x,t)) =0, xeRY ¢>0, (1.1.4)

where f(u) : C — C is a given gauge invariant function independent of ¢ and m,

describing the nonlinear interaction and satisfies 8|, 56, {124} [140]
fle®u) = e f(u), VseR. (1.1.5)

In most applications and theoretical studies in the literature [56, |62, |104, (114, {126, (129,

150], f(u) is taken as the pure power nonlinearity, i.e.
f(u) = g(|u|*)u, with g(p) = A\p? for some A € R, p € Ny := NU {0}. (1.1.6)

In particular, when f(u) = Au?, the equation is called ¢*-nonlinear Klein-Gordon
equation (¢*-model) arising in quantum field theory with the dimensionless coupling
constant A\ and has various applications in condensed matter physics. In a quantum

field theory, if A\ is much smaller than 1, the theory is said to be weakly coupled. The
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¢*-model can be used to describe the structural phase transitions in ferroelectric or
ferromagnetic materials and interpret the displacive and order-disorder systems [125].
The kink solutions are related to the motion of the topological excitations in linear
polymeric chains such as polyacetylene [29, 49].
In order to study the dynamics of the NKGE , the initial data is usually
taken as
u(x,0) = ¢(x), du(x,0) =v(x), xR~ (1.1.7)

Similar to the linear case, in the relativistic regime, we have the following dimensionless

NKGE [85| [121], [13§]:

Ouu(x,t) — Au(x,t) +u(x,t) + flu(x,t)) =0, xR >0,

(1.1.8)
u(x,0) = ¢(x), Ou(x,0) =v(x), xR~

We remark here that when the initial data ¢(x),v(x) : R? = R and f(u) : R — R,
the solution u(x,t) is real-valued. In this case, the gauge invariant condition is
not necessary [8, 56, [L08]. Thus, the classical NKGE with the real-valued solution is a
special case of the NKGE 8,147, [52, 56|, [113], 129, [134]. The NKGE ([1.1.8)) is time
symmetric or time reversible, i.e., with t — —¢, u(x, —t) is still the solution of the NKGE
(L.1.8). In addition, if u(-,¢) € H'(R?) and dyu(-,t) € L*(R?), for f(u) = g(Ju/*)u with

g(+) a real-valued function, it also conserves the energy [85] 151} [153]:
B() = [, (10w, )7 + [V, 0 + ulx, 1) + F(u(x,0))] dx
= [, [0GIE + Vo6 + [60) 2 + F(lo(x) )] dx (1.1.9)
=E(0), t>0,

with F(p) := [§ g(s)ds.

1.2 Comparisons of different scalings

In this section, we compare different scalings of the complex NKGE with the

nonlinearity f(u) = |u/|?u.



CHAPTER 1. INTRODUCTION

In the weakly nonlinear regime, we have the following dimensionless NKGE [37], 43,

44, [71]

Opu(x,t) — Au(x, t) +u(x,t) + 2|u(x, t)|*u(x,t) =0, x€R? >0,

1.2.1
u(x,0) = p(x), Ou(x,0) =v(x), xR ( )

Here, the strength of the nonlinearity is characterized by 2 with € € (0, 1] a dimension-
less parameter. Formally, the amplitude of the solution u(x,t) is at O(1). In addition,
under proper regularity of the solution, the complex NKGE ([1.2.1)) is time symmetric
or time reversible and conserves the energy [9, |13, 47| as

2

Eu(t) i= Bulu(,0) = [ |10 0 + [Vulx, 0 + a0 + S fulx,0)]|dx

R4
2
= [ [nGIE + 196GE + 660 + S 1001 dx
= FE1(0)=0(1), t>0.
Plugging the plane wave solution u(x,t) = Ae'¢*~“1) (with A the amplitude, £ the

spatial wave number and w; := w;(&) the time frequency) into the complex NKGE

(1.2.1)), we get the dispersion relation:

wi=wi(€) =£\/1+ €2 +e242=0(1), EeRY (1.2.2)

which immediately implies the group velocity [74, 123, |151]

£

vi:=vi(§) = Vwn(§) = i\/l + €2 42247

= 0(1). (1.2.3)

Thus, the solution of the complex NKGE (|1.2.1)) propagates waves with amplitude at
O(1), wavelength in space and time at O(1) and wave velocity at O(1). To illustrate
this, Figure depicts the solutions of the NKGE ([1.2.1]) with different ¢ in 1D.

In fact, by introducing w(x,t) = cu(x,t), we can reformulate the NKGE ([1.2.1])
with weak nonlinearity (and initial data with amplitude at O(1)) into the following
complex NKGE with small initial data (and O(1) nonlinearity strength):

attw(xa t) - Aw(x,t) + U)(X, t) + |w(Xa t)|2w(x,t) = Oa X € Rda > 07

1.2.4
w(x,0) = ep(x), dw(x,0) =ey(x), xR ( )
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@ | ==

1/2

-
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Figure 1.1: The solutions of the NKGE (1.2.1)) with d = 1 and initial data ¢(z) =e™*
and v(z) = sech(z?) for different &: (a) u(z,5), (b) u(0,1).

Noticing that the amplitude of the initial data in (1.2.4)) is at O(e), formally we can get
the amplitude of the solution w(x,t) of NKGE (|1.2.4) is at O(¢), too. Similarly, the
complex NKGE ([1.2.4) is time symmetric or time reversible and conserves the energy as

Es(t) := Ey(w(-,t)) = /Rd {|8tw(x, 2 + [Vw(x, t)]* + |w(x, t)]* + ;]w(x, )|* dx
= [, [l 008 +1e9660 P + e + Sleuo()1] ax

R4

=2 [ [nGoR + Vo0 + 6008 + S 1601 x

F5(0) = 2E1(0) = O(e?), t>0.

In addition, plugging the plane wave solution w(x,t) = e Aeié*=1t) into the complex
NKGE (1.2.4)), we get the same dispersion relation (|1.2.2]) and the same group velocity

(1.2.3) of the complex NKGE (1.2.1)), i.e., the complex NKGEs ([1.2.4) and (1.2.1]
share the same dispersion relation ((1.2.2)) and the same group velocity (1.2.3)). Again,

5
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the solution of the complex NKGE (1.2.4)) propagates waves with amplitude at O(e),
wavelength in space and time at O(1) and wave velocity at O(1). Figure [1.2| shows the
solutions of the NKGE ([1.2.4]) with different ¢ in 1D.

0.5

‘ ‘ ‘ ‘ ‘ —e=1
C)) iy
------ e =1/22
—e = 1/23

Lo
5 O S [ gt g e ey
= . =

Figure 1.2: The solutions of the NKGE (T.2.4) with d = 1 and initial data ¢(z) = e~
and () = sech(z?) for different e: (a) w(z,5), (b) w(0, ).

Introducing a re-scale in time
s

eh
with 0 < § < 2 fixed, we can reformulate the NKGE ([1.2.1]) into the following oscillatory
complex NKGE [13] 22} 57, [58]:

t & s=c w(x,s)=u(xt), (1.2.5)

[o(x, 5)|”

1
Ossv(x,8) + —= (A + 1) v(x,s) + =

g2

v(x,0) = ¢(x), Osv(x,0)= 51,37()()’ x € R

v(x,5) =0, x €R?Y, 5> 0,
(1.2.6)

Formally, the amplitude of the solution v(x,t) of the oscillatory complex NKGE (/1.2.6])
is at O(1). The oscillatory complex NKGE (1.2.6) is also time symmetric or time

6
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reversible and conserves the energy as

Es(s) == Es(v(-,s)) = /Rd {\8511’2 + ;B(‘VMZ +ox, 1)) + 92262
1

= b L[PG + 190607 + 1600 + 5 Jot)1)]
1

= F3(0) = =T

yvﬂ dx

E(0)=0(2%), s>0.

Again, plugging the plane wave solution v(x,s) = Ae'é*~«2%) into the oscillatory

complex NKGE ((1.2.6)), we get the dispersion relation:

= wn(£) = i—;ﬁ\/l FIER 424 = O(=F), £eR, (1.2.7)

which immediately implies the group velocity

| ¢ ,
Vo :=vy(€) = Vws (&) = =0 . 2.
=Vl =t s SO 029

Thus, the solution of the complex NKGE (|1.2.6) propagates waves with amplitude at

O(1), wavelength in space and time at O(1) and O(), respectively, and wave velocity
at O(e?). Figure [1.3| depicts the solutions of the NKGE ([1.2.6]) with different ¢ in 1D
to give an intuitive understanding of the oscillatory nature and the outgoing waves.

Similarly, introducing another re-scale in time and space

S
t="es=t  x=Yey=dx  wlys) =uxt), (1.2.9)
e e

with 0 < § < 2 fixed, we can reformulate the NKGE ([1.2.1]) into the following oscillatory
complex NKGE

1 w(y, s)I” a
assw(Y7S) + (_A + 825) w(Ya 8) + 825772“](}’78) =0, y¢€ RY s> 0,

w(y,0) = 6%, Dy, 0) = (%)

Formally, the amplitude of the solution w(y, s) of the oscillatory complex NKGE ([1.2.10))

(1.2.10)
y € R

is at O(1). Also, the oscillatory complex NKGE ((1.2.10) is time symmetric or time

reversible and conserves the energy as

1
Eils) = Ea(w()) = [ [[0af + [Tul* + Sl 0P + s

67 [ RO+ VoG0P + 160 + 5 ol dx
= F4(0) = e“2D8E,(0) = O(“425), s>0.

7
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Figure 1.3: The solutions of the NKGE with d = 1 and initial data ¢(x) = e™*
and v(z) = sech(z?) for different : (a) (x,l), (b) v(0, s).

Again, plugging the plane wave solution w(y, s) = Ae'¢¥/ e/=wss) into the oscillatory

complex NKGE ([1.2.10)), we get the same dispersion relation:

s = wy(€) = i;ﬂ\/l L ER 4242 = O(=F), ¢eR, (1.2.11)

which immediately implies the group velocity

¢ S
V3 1=V =V =+ =0 ) 1.2.12
0 ) = VenlE) = e = 0 (1212

Thus, the solution of the complex NKGE propagates waves with amplitude at
O(1), wavelength in space and time at O(e”) and wave velocity at O(7#?). Of course,
in this scaling, one has to consider the initial data with spatial wavelength at O(g?).
Figure depicts the solutions of the NKGE ([1.2.10)) with different ¢ in 1D.

We also compare the above scalings of the NKGE with the complex NKGE in the

nonrelativistic limit regime, i.e. ¢ > 1, which has been widely used and studied in the

8
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Figure 1.4: The solutions of the NKGE ([1.2.10)) with d = 1 and initial data ¢(x) = e
and () = sech(z?) for different e: (a) w(y,0), (b) w(y, 1), (¢) w(y,2), (d) w(0,s).
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literature 22, 33| |56} 104} 105 [106]. Introducing the dimensionless variables in (|1.1.4)):

—I_tand x — -2
me<c mec

t—

x, we can obtain the following dimensionless NKGE

t 2
Mu(x,t} =0, xeRY t>0,
, 3 (1.2.13)
u(x,0) = ¢(x), Ou(x,0) = E’y(x), x € RY,

1 1
Onu(x,t) — gAu(x, t) + gu(x, t)+

where the dimensionless parameter 0 < € < 1 is inversely proportional to the speed of
light c¢. The complex NKGE also conserves the energy as
Bo(t) = Bstul,1)) = [ [10x 0 + S19ux 0 + e, 0 + S lute, ] dx
5 . 5 9 Rd t 9 82 ) 84 ) 282 )
1

= 5 [ oo + 1900 + ot + oo ax

et Jra
= FE5(0)=0(e™™), t>0.

Plugging the plane wave solution u(x,t) = Aeiléx—wit) into the oscillatory complex
NKGE (|1.2.13)), we get the dispersion relation:

wy = wy(€) = i;\/l +e2|€|2 + 242 = O(c7?), € eRY, (1.2.14)

which immediately implies the group velocity

£

Vy 1= V4(£) = Vw4(€) B i\/l —I—g2|€’2 4+ 242

= 0(1). (1.2.15)

Thus, the solution of the complex NKGE propagates waves with amplitude at
O(1), wavelength in space and time at O(1) and O(g?), respectively, and wave velocity
at O(1). Figure [1.5|shows the solutions of the NKGE ([1.2.13)) with different ¢ in 1D.

For convenience, we show the properties of the solution of the complex NKGE under
different scalings in Table [I.1]

1.3 Review of existing results

The nonlinear Klein-Gordon equation (NKGE) in different scalings has gained a
surge of attentions in both analytical and numerical aspects. In this section, we are

going to review the existing results.

10
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=1
=1/2
0-5 — 122
= 1/23
— (0] —
=
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Figure 1.5: The solutions u(z, 1) and u(0,t) of the NKGE ([1.2.13) with d = 1 and
initial data ¢(z) = e=** and y(z) = sech(x?) for different &: (a) u(z, 1), (b) u(0,1).

@21) | [{24) {210) | (T213)
with =2 | with =2
amplitude O(1) O(e) O(1) O(1) O(1)
spatial wavelength O(1) 0O(1) O(1) O(£?) O(1)
temporal wavelength |  O(1) O(1) O(£?) O(&?) O(£?)
wave velocity O(1) O(1) O(e7?) O(e7?) O(1)
energy O(1) O(£?) O(e™%) O(¥4) | O™

life-span O(E™?) | 02 O(1) 0O(1) O(1)

Table 1.1: Comparisons of the complex NKGE under different scalings.

For the relativistic regime (O(1) - speed of light), the Cauchy problem was studied in

the literature [1}, 27, 62, 120, [132, [134]. The global existence of the solution and

11
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asymptotic behavior of the NKGE with various kinds of nonlinearity were investigated
[82, [101}, [114, [139]. The solution globally exists for the defocusing case (F'(u) > 0)
while it blows up in possible finite time for the focusing case (F'(u) < 0) [1}, [27, 87,
116]. For more scattering results, one can refer to [28, 112, 113} |115] |122, 137] and
references therein. For the numerical aspect, different numerical schemes were proposed
and analyzed 85, |121], including the finite difference time domain (FDTD) methods [9,
48, 95| [138], finite element method [149], radial basis function methods [40, 41] and
spectral method |30} |69, 160].

In the nonrelativistic limit regime, i.e. 0 < ¢ < 1, the analysis of the NKGE
is complicated due to the unbounded energy Ej5(t) when ¢ — 0. The nonrelativistic
limit of the Cauchy problem was studied in different spaces. The analytical results show
that the solution converges to the corresponding solution of the nonlinear Schrodinger
equation and propagates waves with wavelength O(1) and O(g?) in space and time,
respectively [104, [106|, 108, [150]. Along the numerical front, the highly oscillatory
nature in time makes the numerical approximations in the nonrelativistic regime
extremely challenging [9 56]. The classical numerical schemes require severe time
step restrictions depending on the small parameter ¢, including the FDTD methods,
exponential wave integrator Fourier pseudospectral (EWI-FP) method, time-splitting
Fourier pseudospectral (TSFP) method and asymptotic preserving (AP) method [9, 47,
56, 64, 156]. Based on the analysis of the above numerical methods, in order to obtain
the “correct” solution of the NKGE (1.2.13)), there are some requirements on the mesh
size and time step. Recently, different uniformly accurate numerical methods have been
proposed and analyzed for the NKGE in the nonrelativistic limit regime, including the
multiscale time integrator (MTI) method [8, |19} [20], the two-scale formulation (TSF)
method [21} 32] and two uniformly and optimally accurate (UOA) methods [22, |119].

In the weakly nonlinear regime, there are extensive analytical results in the literature
for the NKGE (or (1.2.4)). For the existence of global classical solutions and
almost periodic solutions as well as asymptotic behavior of solutions, we refer to [3,
206, 35, 50} (80}, |100,, 154, [152] and references therein. For the Cauchy problem with
small initial data (or weak nonlinearity), the global existence and asymptotic behavior

of solutions were studied in different space dimensions and with different nonlinear

12
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terms |76} 188,189, |97, 118, |148], [168]. By the techniques of Birkhoff normal forms and
modulated Fourier expansions in time, the long-time behaviors have been investigated
including the conservation of energy, momentum and the harmonic actions [2, [37} |52,
53, 54, [60]. Recently, more attentions have been devoted to analyzing the life-span of
the solutions to the NKGE [42, 188,197, |99]. The analytical results indicate that
the life-span of a smooth solution to the NKGE ((1.2.4) (or (1.2.1)) is at least up to
time at O(e72) [43], |44, 96| [167]. For more details related to this topic, we refer to [45),
51}, 175, 183} 96} 164, 166] and references therein.

1.4 Problems to study

There are two different dynamical problems related to the time evolution of the

NKGE (1.2.1) (or (1.2.4)): (i) when € = g (e.g. € = 1) fixed, i.e. in the standard

nonlinearity strength regime, to study the finite time dynamics of ((1.2.1)) (or (|1.2.4)

for t € [0,7] with T" = O(1); and (ii) when 0 < € < 1, i.e. in the weak nonlinearity

strength regime, to study the long-time dynamics of ([1.2.1]) (or ([1.2.4))) for ¢ € [0, T¢]

with T. = O(¢7%). Extensive analytical and numerical studies have been done in the
literature for the finite time dynamics of with ¢ = 1, i.e. in the standard
nonlinearity strength regime. As is pointed out in the previous section, in the weak
nonlinearity strength regime, the analytical results show that the life-span of a smooth
solution to the NKGE ([1.2.1]) is at least up to the time at O(¢~2). However, to the best
of our knowledge, there are very few numerical analysis results on the error bounds of
different numerical methods for the the long-time dynamics of the NKGE (1.2.1)) in
the literature, especially the error bounds up to the time at T, = O(¢72) and how the
error bounds depend explicitly on the mesh size h and time step 7 as well as the small
parameter € € (0,1]. This motivates us to establish the long-time error estimates of
different numerical methods for solving the NKGE ([1.2.1]).

We consider the following NKGE with a cubic nonlinearity on the unit torus T¢
(d=1,2,3) as

Ouu(x,t) — Au(x,t) +u(x,t) +2ud(x,t) =0, xeT? >0,

14.1
u(x,0) = p(x), Owu(x,0) =~(x), x¢€T ( )

13
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where u := u(x,t) is a real-valued scalar field, ¢ € (0, 1] is a dimensionless parameter
used to characterize the nonlinearity strength, and the initial data ¢(x) and v(x) are
two given real-valued functions which are independent of the parameter €. In addition,
if u(-,t) € HY(T?) and dyu(-,t) € L*(T?), the NKGE is time symmetric or time

reversible and conserves the energy [37, 72, |110] as
2
E(t) := /J]‘d [|8tu(x,t)|2 +Vau(x, B2 + Ju(x, )% + §|u(x, t)|41 dx

= [ [neor -+ 190 + 060 + ool ax

Specifically, the purpose of the study is to carry out the error bounds of different
numerical methods for the NKGE up to the time at O(¢7?) and investigate how
the error bounds depend explicitly on the mesh size h and time step 7 as well as the
small parameter ¢ € (0, 1]. We aim to prove the error estimates rigorously and validate

them through numerical examples.

1.5 Scope of the thesis

The thesis is organized as follows.

Chapter 2 focuses on the finite difference temporal discretization to study the
long-time dynamics of the NKGE . The explicit/semi-implicit /implicit finite
difference discretizations in time combined with different spatial discretizations are
applied to solve the NKGE in the long-time regime. For the finite difference time
domain (FDTD) methods, fourth-order compact finite difference (4cFD) method and
finite difference Fourier pseudospectral (FDFP) method, we analyze their properties
of the stability, energy conservation and solvability. The error bounds of these finite
difference methods are rigorously proved up to the time at O(¢~") with 0 < 8 < 2 and
spatial/temporal resolutions for the NKGE are inferred in the long-time regime.
Numerical results are carried out to support the error estimates and comparisons of

different spatial discretizations are presented.
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In Chapter 3, the exponential wave integrator (EWI) with the Gautschi-type
quadrature is adapted to discretize the NKGE in time. Rigorous error estimates
for the EWI method with Fourier pseudospectral (EWI-FP) spatial discretization are
carried out up to the time at O(e_ﬁ) with 0 < § < 2. The error bounds indicate that
the EWI-FP method is uniformly spectral accurate in space and second-order accurate
in time for all € € (0,1]. The EWI-FP method and the long-time error estimates are
extended to the EWI method combined with other spatial discretizations including the
exponential wave integrator finite difference (EWI-FD) method and the exponential
wave integrator fourth-order compact finite difference (EWI-4cFD) method. Numerical
tests are reported to confirm the error bounds of these EWI methods.

Chapter 4 deals with the uniform error bounds for the time-splitting Fourier pseu-
dospectral (TSFP) method to solve the NKGE (L1.4.1). First, the NKGE is reformulated
into a relativistic nonlinear Schrédinger equation (NLSE). By the time-splitting tech-
nique, the NLSE is decomposed into the linear part which can be solved exactly in
phase space and the nonlinear part which can be integrated exactly in physical space.
Error estimates with detailed proof are carried out and numerical results show that the
TSFP method performs much better than other numerical methods, especially when
0 < € < 1. Then, comparisons of above time integrators to solve the NKGE in
the long-time regime are presented. Some applications for wave interactions in 2D and
3D are also studied.

Chapter 5 is devoted to extending the numerical methods and error estimates to an
oscillatory NKGE which propagates waves with wavelength in space and time at O(1)
and O(g”), respectively, and wave velocity at O(¢™?). The highly oscillatory nature
in time of the solution makes the numerical simulations extremely challenging when
e — 0. The FDTD, EWI-FP and TSFP methods are used to solve the oscillatory
NKGE. Rigorous error estimates and spatial /temporal resolutions are established for
each numerical scheme. In addition, extensive numerical results and comparisons of
different numerical methods to solve the oscillatory NKGE are presented to give an
intuitive understanding.

Finally, conclusions are drawn in Chapter 6 and some possible future work is

discussed.
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Research in this thesis mainly focuses on the long-time error analysis of different
numerical methods for the nonlinear Klein-Gordon equation. It compares various
numerical schemes and extends the classical error estimates in the fixed time to the
long-time regime. These results are very useful for practical computations on how to
select mesh size and time step such that the numerical results are trustable.

This thesis mainly deals with the nonlinear Klein-Gordon equation in 1D. Extensions
to 2D and 3D are straightforward with minor modifications and we omit the details for
brevity. Furthermore, throughout this thesis, we adopt the notation A < B to represent
that there exists a generic constant C' > 0, which is independent of the mesh size h and

time step 7 as well as € such that |A| < CB.
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Chapter 2

Error Estimates of Finite Difference
Methods

In this chapter, we discretize the NKGE by the finite difference method
in time combined with different spatial discretizations including the central finite
difference method, fourth-order compact finite difference method and spectral method.
For all methods considered here, rigorous error estimates are carried out with particular
attention on how the error bounds depend explicitly on the mesh size h and time step

7 as well as the small parameter € € (0, 1].

2.1 The NKGE in 1D

For simplicity of notations, we only show the numerical schemes in one dimension
(1D) and all the notations and results can be easily generalized to higher dimensions

with minor modifications. In 1D, the NKGE ((1.4.1)) collapses to

Opu(z,t) — Oppu(z,t) + ulz,t) + 2u’(2,t) =0, 7€ Q= (a,b), t>0,

_ (2.1.1)
u(z,0) = ¢(x), Owu(z,0) = y(x), xr € Q= [a,b,

with periodic boundary conditions. For the intuitive understanding of the solution
to the NKGE ({2.1.1)), Figure [2.1] shows the solutions u(z,2) and u(w,t) of the NKGE

(2.1.1)) for different .
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Figure 2.1: The solutions of the NKGE (2.1.1)) with initial data ¢(z) = cos(x) 4 cos(2x)
and y(x) = sin(z) for different e: (a) u(x,2), (b) u(n,t).

2.2 Semi-discretizaiton in time by finite difference
methods

Let 7 := At > 0 be the time step size, and denote time steps by ¢, := nrt for
n=20,1,2,---. For a sequence {u"}, define the standard finite difference operators as
un—f—l —un u” — un—l un+1 — " + un—l

Sut = —— o ut = —/4m4m— Oy =
t - ) t - ) t )

Then the finite difference (FD) integrator for solving the NKGE ({2.1.1)) reads [9, 11}, 48|
93|:

I. The Crank-Nicolson finite difference integrator

S2u" — Ld (u”“ + u”fl) + L

2 dr? 5 (unﬂ + u”*l) 12 (un+1’un71> —0, n>1; (22.1)
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IT. A semi-implicit energy conservative finite difference integrator

fu" — —su" 4 o (™ +u™t) + 226 (u ) =0, n > 1 (2.2.2)

ITI. Another semi-implicit finite difference integrator

5t2u” — li (u"“ + u”_l) + L

n+1 n—1 2/ n\3 __ )
2 dz? 2(“ tu )+ W) =0, n>1;  (223)

IV. The leap-frog finite difference integrator

d
2. n n n 2/, n\3 __
dju™ — prcL +u4e*(u")" =0, n> 1. (2.2.4)
Here,
Fv)—F v 4
G(v,w) = M, VoweR, F(v)= / s*ds = UZ’ veR.  (2.25)
v—w 0

The initial and boundary conditions in (2.1.1)) are discretized as

d d
n+1 — n+1 n+1 — n+1 > 0 0 —
u"(a) = u" (D), U (a) e (b), n>0; u =¢(x), (2.2.6)

where the initial velocity v(z) is employed to update the first step u' by the Taylor
expansion and the NKGE (2.1.1)) as

! = 0(a) + 7(2) + 2 | -Lo(a) - olz) - 26°a) . (2.2.7)

2.3 FDTD methods

In this section, four different finite difference time domain (FDTD) methods are
adapted to discretize the NKGE ([2.1.1)) and rigorous error bounds are established in

the long-time regime.

2.3.1 The methods

Choose the spatial mesh size h := Az > 0, and denote M = (b — a)/h being a

positive integer and the grid points as:
xj:=a+jh, j=0,1,... M. (2.3.1)
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Denote Xy = {u = (ug, ur,...,upr)?|u; €R, 5 =0,1,..., M,up = up} and we always
use u_; = up;—; and uprq = uy if they are involved. The standard discrete 12, semi-H*

and [*° norms and inner product in X,; are defined as

M—-1 M-1
2 2 2 2
lull =h X" Jusl2, 63 uld =n Y |6kl
j=0 j=0
M-1
fulle = s ol (.0) =B 32w

with 0] u € Xy defined as 6} u; = (uj41 —uj)/h for j =0,1,...,M — 1.
Let u} be the numerical approximation of u(zj, t,) for j=0,1,...,M, n >0 and
denote the numerical solution at time ¢ = ¢, as u" = (uf,uy,...,u)" € Xy. We

introduce the spatial finite difference operators as

_ uy —uj_4 ulo = 2ul +ul
u? = J Su = 2 J 52un: J+ J J

x ) h Y ) h YTy h2 )

then four frequently used FDTD methods to discretize the NKGE ({2.1.1)) reads:
I. The Crank-Nicolson finite difference (CNFD) method

1 1
2, n 2 n+1 n—1

S (@ )+ 86 () =0, n 2 1 (232)

II. A semi-implicit energy conservative finite difference (SIFD1) method
n n 1 n n— n n—
Spul) — ou + 3 (uj+1 + u} 1) + %G (ujH,uj 1) =0, n>1; (2.3.3)
III. Another semi-implicit finite difference (SIFD2) method
n 1 n n— 1 n n— )3
Sjull — 5(59% (uj“ + ] 1) +5 (uj“ + uf 1) +&° (u]> =0, n>1; (2.3.4)
IV. The leap-frog finite difference (LFFD) method
3
opul = 02up +uf e (u)) =0, j=01,...,M—1n>1 (2.3.5)

The initial and boundary conditions in (2.1.1)) are discretized as

ugtt =t WM = >0, W) =¢(x), i=0,1,..., M, (2.3.6)
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and the first step u! is computed by
2

uj = ¢(a;) +7y(x)) + 5 [5§¢(1Uj) — () — € (¢($j))3} , J=0,1,....M. (23.7)
It is easy to check that the above FDTD methods are all time symmetric or time
reversible, i.e., they are unchanged if interchanging n+1 <+ n —1and 7 <> —7. In
addition, the LFFD is explicit and might be the simplest and most efficient
discretization for the NKGE ([2.1.1]) with the computational cost per time step at O(M).
The others are implicit schemes. Nevertheless, the CNFD and SIFD1 can
be solved via either a direct solver or an iterative solver with the computational cost
per time step depending on the solver, which is usually larger than O(M), especially in
two dimensions (2D) and three dimensions (3D). Meanwhile, the solution of the SIFD2
(2.3.4)) can be explicitly updated in the Fourier space with O(M In M) computational

cost per time step, and such approach is valid in higher dimensions.

2.3.2 Stability

The stability of numerical schemes is very important since it is impossible to avoid
errors in any numerical simulations. Simply, stability means that the numerical scheme
does not amplify errors, i.e., the small errors made in each time step do not grow too fast
in later time steps [94]. In numerical analysis, von Neumann stability analysis is widely
used to check the stability of numerical schemes applied to solve partial differential
equations.

Let Ty > 0 be a fixed constant and 0 < 8 < 2, and denote

R n||2
Omax = Ognlgnfl%?ﬁ/T ||U ||l°°' (238)

Following the von Neumann stability analysis of the classical FDTD methods for the
NKGE in the nonrelativistic limit regime |9} |94], we can conclude the stability of the
above FDTD methods for the NKGE (2.1.1)) up to the time ¢ = Ty/<” in the following

lemma.

Lemma 2.3.1. For the above FDTD methods applied to the NKGE (2.1.1) up to the

time t = Ty/<”, we have:
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(1) The CNFD (2.3.2) is unconditionally stable for any h > 0,7 >0 and 0 < e < 1.
(ii) When h > 2, the SIFD1 (2.3.3)) is unconditionally stable for any h > 0 and
7 > 0; and when 0 < h < 2, this scheme is conditionally stable under the stability

condition
0<7T<—w, h>0, 0<e<l (2.3.9)

(iii) When Omax < €72, the SIFD2 (2.3.4)) is unconditionally stable for any h > 0

and T > 0; and when onay > €2, this scheme is conditionally stable under the stability

condition
2
0<7T<——, h>0, 0<e<l 2.3.10
! V Omax — 17 ’ °= ( )
(iv) The LFFD (2.3.5)) is conditionally stable under the stability condition
2h
0<7< , h>0, 0<e<l. (2.3.11)

VA + 21+ O

Proof. Replacing the nonlinear term by f(u) = e20maxu, plugging

J

n—1 __ 25l /M n __ A 245lm /M n+l _ 277 2ijlm /M
u; —ZUle gt/ , uj—Z&Ule gt/ , U —ZflUle gir/ ,
l l l

into (2.3.2)) - (2.3.5)), with & the amplification factor of the /th mode in phase space,

we have the characteristic equation with the following structure

M M
§=206+1=0, I==" =1, (2.3.12)

where 0, € R is determined by the corresponding numerical methods. S Solving the

characteristic equation (2.6.6]), we have & = 6, 4,/6? — 1. The stability of the numerical

schemes amounts to

M M
(i) For the CNFD ({2.3.2), we have
2 M M
0<6 = <1, l=—— ——1 2.3.14
ST 24 P21+ N+ o) 27 72 ’ ( )
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with

2 . 7l 27l M M
)\l—hsm<M>, o= l——?,---,?—l. (2.3.15)

This implies that the CNFD (|2.3.2)) is unconditionally stable for any A > 0, 7 > 0 and
0<e<l

(ii) For the SIFD1 ({2.3.3), we have
2 —72\7 M M

- - 2.3.16
2+ 72(1 + €203ax) (2.3.16)

0
l 27 72

Noticing 0 < A\? < 24, when h > 2, or 0 < h < 2 with the condition (2.3.9)), we can get

h2>
M M
7'2()\12—620max—1) §7-2<)\l2_1) <4 = |9l| <1, [:_?7... ,7_1.
(iii) For the SIFD2 (2.3.4), we have
2 — 1220 M M
0, = m e | 2.3.17
l 2+7_2(1+)\l2)7 27 72 ( )

When opax < €72, OF Omax > € 2 with the condition ([2.3.10]), we get

T (20max — 1 = A)) <72 (E%0max — 1) <4 = |0 <1, 1= —Aj, o Aj 1
(iv) For the LFFD ({2.3.5)), we have
6, — 2 — 72(A2 +21+g20max)’ l:—]\j,--- 71\24_1 (2.3.18)
Combining the condition (2.3.11)), we can get
7'2(/\l2 + 14 20 max) < 72(;2 F 14 20ma) <4 = 0| <1, 1= —]\2/[,--- ,]\24 —1.
The proof is completed. U

Remark 2.3.1. The stability of schemes — is related to omay, dependent
on the boundedness of the [*° norm of the numerical solution u™ at the previous time
step. The convergence estimates up to the previous time step could ensure such a bound
in the [*° norm, by making use of the discrete Sobolev inequality, and such an error
estimate could be recovered at the next time step, as given by the theorems presented in

Section 2.4.
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2.3.3 Energy conservation and solvability for CNFD

For the CNFD , we can show that it conserves the energy in the discretized
level with the proof proceeding in the analogous lines as those in |9} 95, [138] and we

omit the details here for brevity.

Lemma 2.3.2. (energy conservation) For n > 0, the CNFD (2.3.2]) conserves the

discrete energy as

n+1 n+1 Zh M—

I+ 2 Zl|5+ 3+ 5 2 I+ = S ()" + ]

7=0

= F°. (2.3.19)

Based on Lemma - we can show the unique solvability of the CNFD at

each time step as follows.

Lemma 2.3.3. (solvability) For any given u™,u™' (n > 1), the solution u™ of the
CNFD (2.3.2)) is unique at each time step.

Proof. Firstly, we prove the existence of the solution for the CNFD . To simplify
the notations, we denote the grid function [u]™ € X, with

un—"l —|-un_1

For any u™ 1, u", u"* € X, we rewrite the CNFD as
-2
[]" ="+ SF([]"), nz1, (2.3.21)
where F" : Xy — Xy with
2

FM(v) = 62v; — 1+ (| 12 4|20 — ol

; P v, =01, M, n>1.

J

Define a map K" : Xy — X,/ as

2
K'(v)=v—u" — 7éF”(v), ve Xy, n>1 (2.3.22)
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It is obvious that K™ (n > 1) is continuous from X, to X,;. Moreover, the fact
2 2
(K" (v),v) = [Jol# — (u",v) + 5 16 vl + (vl + 5 ("= + 20 — w2, v2)1

Z ([[olle = llu™{le) lvlle,  n=1,
implies
K’n
L (), 0)

lolla—=oo ||Vl

=00, n>1. (2.3.23)

Then, we can conclude that there exists a solution v* such that K™ (v*) = 0 by applying
the Brouwer fixed point theorem [5, |16 92]. In other words, the CNFD ([2.3.2)) is
solvable.

Now, we proceed to verify the uniqueness. From (2.3.19)), we can get
|u™||% + [|6;u™|% < 2E™ = 2E°, n > 0. (2.3.24)
Hence, by employing the discrete Sobolev inequality |5} [147], we can obtain
[l S ™l + 165w e S VE, > 0. (2.3.25)

For any v € X}, we define a functional S(v) : Xp; — R as

M1 4 L 1 1 g2 3 1M=L 2
J J n—1 n—1 +
[ 72 290]' §uj +7<uj )11)]‘-}-4.0(5%11]')
J=

It is easy to check that S(v) is strictly convex with the gradient of it denoted as

VS(U) = [&,OS(U), ceey UMSM(U)]T turning out to be
Vi — U 4t 1 1
0,500 = 2 L gty o) 6 ).

By the strict convexity of S(v), we can get the uniqueness of VS(v) = 0, which yields

the uniqueness of ©"*! € X,; immediately. Thus, the proof is completed. O

Remark 2.3.2. The energy conservation and solvability for the SIFD1 can be
obtained similarly to the CNFD in Lemma and Lemma [2.3.5. There exists
a unique solution of the SIFD2 due to the fact that it solves a linear system with
a strictly diagonally dominant matriz. The solvability and uniqueness for the LFFD

(2.3.5) are straightforward since it is explicit.
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2.4 Error estimates of FDTD methods

In this section, we will establish the error bounds of the FDTD methods [13].

2.4.1 Main results

Motivated by the analytical results in [43, 44, |88, 89, (97} 118, |148] and references
therein, we make the following assumptions on the exact solution v of the NKGE (12.1.1])

up to the time ¢ = Ty /e*:
ue C([0,Ty/e*; W) N C*([0, To/e]; W)

N C3([0, T /e2; W) N CH([0, Ty /e2]; L),
H arJrq

(4)
<1

~Y )

LOO

u(z,t) 0<r<4, 0<r+gq<4,

ot 0z

where L> = L>([0,Ty/e%]; L) and W) = {u € Wm,m|%u<&) = %u(b), 0<i<
m} for m > 1.

Denote My = sup.¢(g 1 [[u(, 1)z~ and the grid ‘error’ function e € Xp/(n > 0) as

el =u(zj,t,) —u;, j=0,1,...,M, n=0,1,2,..., (2.4.1)

J 77

where u™ € X, is the numerical approximation of the NKGE ([2.1.1]).
For the CNFD (2.3.2)), we can establish the following error estimates up to the time
t = Tp/e” with 0 < 8 < 2 (see its detailed proof in Section 2.4.2):

Theorem 2.4.1. Under the assumption (A), there exist constants hy > 0 and 79 > 0
sufficiently small and independent of €, such that, for any 0 < e <1, when 0 < h <
hoe?? and 0 < 7 < 19e®/2, we have the following error estimates for the CNFD

with and

h? 72 Ty/€”
I e + 107 ele S+ T e <14 My, 0<n< 0
eh  eB

. (2.4.2)

For the LFFD (12.3.5)), the error estimates can be established as follows (see its
detailed proof in Section 2.4.3):
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Theorem 2.4.2. Assume 7 < L min{1, h} and under the assumption (A), there exist
constants hg > 0 and 19 > 0 sufficiently small and independent of €, such that for any
0<e<1, when 0 < h < hoe?’? and 0 < 7 < 19e?/? and under the stability condition
2.5.11]), we have the error estimates for the LFFD with (2.3.6) and (2.5.7) as

h? 72 Ty /P
lle™lie + 165 e™lie < <t 3 |u|ie <14 My, 0<n< L. (2.4.3)
€ € T

Similarly, for the SIFD1 (2.3.3) and SIFD2 ([2.3.4)), we have the following error

estimates (their proofs are quite similar and thus they are omitted for brevity):

Theorem 2.4.3. Assume 7 < h and under the assumption (A), there exist constants
ho > 0 and 19 > 0 sufficiently small and independent of €, such that for any 0 < e <1,
when 0 < h < hoeP/?, 0 < 7 < 19e?/? and under the stability condition , we have

the following error estimates for the SIFD1 with and

B2 72 T /P
el + 167"l S 2+ T e <14 My, 0<n< 2L (244
€ € T

Theorem 2.4.4. Under the assumption (A), there exist constants hg > 0 and 75 > 0
sufficiently small and independent of €, such that for any 0 < e <1, when 0 < h <
hoc®/?, 0 < 7 < 19?2 and under the stability condition (2.5.10]), we have the following

error estimates for the SIFD2 with and

B2 72 T /P
el + 16te e S22 4 T e <14 M, 020 LT (245)
€ € T

Remark 2.4.1. In 2D with d = 2 and 3D with d = 3 cases, the above theorems are
still valid under the technical conditions 0 < h < e%/2,/Cy(h) and 0 < 7 < £%/2,/Cy(h)
where Cy(h) = 1/|Inh| when d = 2, and Cyq(h) = h'/? when d = 3. The reason is due
to the discrete Sobolev inequality (5, |18, |147]:

1
Moo < —— (165 u™||;2 "z ) - 2.4.
Il 5 s (182wl + ") (2.4.6)
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Hence, the four FDTD methods studied here share the same spatial/temporal
resolution capacity for the NKGE (2.1.1)) up to the time at O(¢™") with 0 < 3 < 2. In
fact, given an accuracy bound 0y > 0, the e-scalability (or meshing strategy requirement)
of the FDTD methods should be taken as

h=0(2\/50) = 0(c°?), 7=0("2/5)=0("?), 0<e<l.  (247)

This implies that, in order to get “correct” numerical solution up to the time at O(e™!),
one has to take the meshing strategy: h = O(¢'/?) and 7 = O(¢'/?); and resp., in
order to get “correct” numerical solution up to the time at O(£72), one has to take the
meshing strategy: h = O(e) and 7 = O(eg). These results are very useful for practical
computations to how to select mesh size and time step such that the numerical results

are trustable.

2.4.2 Proof for CNFD

For the CNFD (2.3.2)), we establish the error estimates in Theorem m The
key of the proof is to deal with the nonlinearity and overcome the main difficulty in
uniformly bounding the numerical solution u”, i.e., ||u™||;~» < 1. Here, we adapt the
cut-off technique which has been widely used in the literature [4, |5 [147], i.e., the
nonlinearity is truncated to a global Lipschitz function with compact support.

Denote B = (1 + My)?, choose a smooth function p(f) € C5°(R*) and define

1, 0<6<1,
Fo(6)=p(6/B)0, 6ERY, pB)=1cn1), 1<0<2, (2.4.8)
0, 0>2,

then Fp(f) has compact support and is smooth and global Lipschitz, i.e., there exists
Cp independent of h, 7 and ¢, such that

|F(61) — Fy(05)] < Cl\/01 — /6], V01, 6, € RY, (2.4.9)

1

Set 4° = v, @' = ' and determine 4"! € X, for n > 1 as follows

52

53@;‘ — 53;[[11]];? + [a]} + 5

(F((@g)?) + Fp((@y ) [al} =0, j=0,1,...,M — 1.
(2.4.10)
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In fact, 4} can be viewed as another approximation of u(zj, t,) for j=0,1,..., M
and n > 0. It is easy to verify that the scheme ([2.4.10)) is uniquely solvable for sufficiently
small 7 by using the properties of p and standard techniques in Section 2. Define the

corresponding ‘error’ function é” € X, as

et =u(xj,t,)—a, j7=0,1,....M, n>0, (2.4.11)

J 77

and we can establish the following estimates:

Theorem 2.4.5. Under the assumption (A), there exist constants hg > 0 and 7 > 0
sufficiently small and independent of €, such that for any0 < e < 1, when 0 < h < hoe?/?

and 0 < 7 < 10¢%/2, we have the following error estimates

el + |65 e™|lie S h2e™P + 7277, o™ |le < 14 My, 0<n<Tpe?/1. (2.4.12)

We begin with the local truncation error é” € Xy of the scheme (2.4.10)) given as
A T .
& = 6 u(w;, 0) = () — 5 026 (x;) — dl;) — ()], G=0,1,...,M —1,

A 1 1
& = 0fu(xj, tn) — 5 {fﬁu(%tnﬂ) + Sou(;, tn—l)} +t3 [u(), t1) +ulz, tn1)]
2
9
+ = (Fp (@), ta11)?) + Fp(u(w),ta1))) (g, tasr) + ul@j, ta1), n > 1.

4
(2.4.13)
The following estimates hold for é”
Lemma 2.4.1. Under the assumption (A), we have

1€ 2 + |65 e S 2+ 72, ||€e Sh2+72, 1<n<Tpe ?/r—1. (2.4.14)

Proof. Under the assumption (A), by applying the Taylor expansion to (2.4.13)), it leads

to
|€;)| SJ T2||atttu||L°° + hT||¢/,/||L°° S h2 + 7—27 ] = 07 17 ceey M — ].7
€71 S 7 (10wl e + 1 Ouaattll oo + (1 + €2[[ullF o) | Oretil| e + €2[[ul| oo || Orul|3 < |

+ W2 Opaeatt|| Lo S B2+ T%, n > 1.
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Similarly, we have [0 é?| < h?+7%for 0 < j < M — 1. These immediately imply

@-4.14). O

Next, we control the nonlinear term as follows.

Lemma 2.4.2. For j =0,1,...,M and 1 <n < Toe P /7 — 1, denote the error of the

nonlinear term
2

n €
j :Z (FB(U(ZL‘j, t”+1)2) + FB(U(‘TJ" tn—1)2)) (U([L’j, tn-‘rl) + U(QT]', tn—l))
2 (2.4.15)
€ AN AN — AT AN —
S (Felap™y) + Fa((ag ) (a7 ),
under the assumption (A), we have
7™ e < €2 (1l + e+ ) (2.4.16)

Proof. Noticing ([2.4.9) and ([2.4.15)), direct calculation for j =0,1,...,M and 1 <n <
Toe=? /7 — 1 leads to

i) < Ce [ My + | Fo((@y ™)) + [Fp(@; Y)I] (ley ) +1ep7Y), (24.17)

where the constant C' is independent of h, 7 and . Under the assumption (A) and the

properties of Fig, we have
17 S €2 [l e + e le], 1<n<Toe?/r—1, (24.18)
which completes the proof. O]

Now, we proceed to study the growth of the errors and verify Theorem [2.4.5]

Subtracting (2.4.10]) from (2.4.13)), the error é" € X, satisfies
1 1
2 An 2 an+1 2 sn—1

=0, ei=r j=01,...,M-1

a1 an—1 o ~ _
ettt e ):f’?—n?, 1<n<Tye?/r—1,

(2.4.19)

Define the “energy” for the error vector " as
Svn o 6+ An |2 1 6+ An |2 5+ ~n+1112 1 An |2 An+11|2 > 0 2 4 20
= [0 eIz + 5 (Noz el + oz e Ml ) + 5 (el + e lli2) - m = 0. (2.4.20)
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It is easy to see that
&0 copz L Topstgon2 L Toqgo) 2 _2\?
80 = 1€°01E + SISl + S €M < (B2 + 7). (2.4.21)

Proof. (Proof of Theorem When n = 0, the estimates in ([2.4.12]) are obvious
and the n = 1 case is already verified in Lemma 3.1 for sufficiently small 0 < 7 < 7
and 0 < h < hy. Thus, we only need to prove for2<n< TOE*B/T.
Multiplying both sides of (2.4.19) by A (é?“ — é}%l), summing up for 7, noticing
the fact 0 < < 2 and making use of the Young’s inequality and Lemmas [2.4.1)82.4.2}

we derive

on _ Gn—1 & fn an\ (ant+l _ an—1
S S h ZO (ﬁj T]j> (ej e’ )
J:
<7e P (II€N1E + 19711) + v=° (6 e[ + lloF e )1%)

< éefr (S” + 5’”_1> + e P (h2 +7’2)2, 1<n<TeeP/r—1.

(2.4.22)

Summing the above inequalities for time steps from 1 to n, there exists a constant

C > 0 such that
N A LLEN 2
<S04 CPT Y S+ CToe ™ (W24 7%), 1<n<The ?/r—1.  (24.23)
m=0
Hence, the discrete Gronwall’s inequality suggests that there exists a constant 7 > 0

sufficiently small, such that when 0 < 7 < 73, the following holds

Sm <1 (go + CTog—zﬂ <h2 + 7_2)2> eQC(n-}-l)EBT
2 (2.4.24)
Se@ (P4, 1<n<Te?r—1

Recalling [|¢"*]|% 4 ||6Fé" |32 < 25™ when 0 < ¢ < 1, we can obtain the error

estimate
16" |2 + |07 | S h2e P+ 7%e7P 1<n<Tye?/7—1. (2.4.25)

Finally, we estimate ||a" || for 1 < n < Tye=? /7 — 1. The discrete Sobolev inequality
implies

18" i S el + 57 e" e S h?e™P + 7277, (2.4.26)
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Thus, there exist hy > 0 and 73 > 0 sufficiently small, when 0 < A < hoe?/? and

0 < 7 < 13¢%/2, we obtain
6”1 < [Ju(z, tn)l|oe + [|€7[l1e < Mo + 1. (2.4.27)

The proof is completed by choosing hg = min{hy, hs} and 79 = min{ry, 7o, 73}. ]

Proof. (Proof of Theorem [2.4.1)) In view of the definition of p, Theorem implies
that (2.4.10)) collapses to (2.3.2]). By the unique solvability of the CNFD, 4" is identical
to u™. Thus, Theorem is a direct consequence of Theorem [2.4.5| O

2.4.3 Proof for LFFD

For the LFFD ({2.3.5)), we establish the error estimates in Theorem Throughout
this section, the stability condition (2.3.11)) is assumed. Here, we sketch the proof and
omit those parts similar to the proof of Theorem in Section 2.4.2.

Proof. Denote the local truncation error as £ € X,
~ T .
& = 6 u(w;, 0) = () — 5 026(x;) — ¢(;) — £2¢°(x;)], §=0,1,..., M —1,

& =0tu(zj,t,) — 02u(xj, tn) + u(wj, tn) + 2ud(wj,t,), 1 <n < Toe P )7 — 1,
(2.4.28)

and the error of the nonlinear term as 7" € X,
o= e (ulay, ta) — (u)?), G=0,1,... ,M—1, 1<n<Te’/r—1. (24.29)
Similar to Lemma [2.4.1} under the assumption (A), we have
100 + 1670 S B2+ 72, [€n SH2+72% 1<n<Tefjr—1. (24.30)
The error equation for the LFFD can be derived as

gref —o2el et =& =i, 1<n<Tye /-1, (2.431)
0_ 1__f0 o
e; =0, e =75, j=01,....,M—1
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We adapt the mathematical induction to prove Theorem i.e., we want to
demonstrate that there exist hy > 0 and 75 > 0, such that, when 0 < h < hy and
0 < 7 < 19, under the stability condition (2.3.11f), the error bounds hold

le™ iz + 165 e e < Cy (B2~ +7277) | Ju i < 1+ M, (2.4.32)

forall0 <n < Toz-:*ﬁ/T and 0 < 8 < 2, where C}, 19 and hgy will be classified later.
For n = 0, (2.4.32) is trivial. For n = 1, the error equation (2.4.31]) and the estimate

(2.4.30)) imply
etz = 7% < Cor(h® +72), (|6} e e = 716" 2 < Cor(h® + 7%).  (2.4.33)

In view of the triangle inequality, discrete Sobolev inequality and the assumption (A),
there exist h; > 0 and 7 > 0 sufficiently small, when 0 < h < h; and 0 < 7 < 7y, we

have
[ [[iee < fJu(z, tr) || e + €' e < [Julz, i)z + et 4+ 165 e li2 < Mo+ 1. (2.4.34)

In other words, the error bounds in (2.4.32)) also hold for n = 1.
Now we assume that (2.4.32)) is valid forall 0 <n <m —-1< T06_6/7' — 1, then we
need to show that it is still valid when n = m. From (2.4.29), the error of the nonlinear

term can be controlled as
17"l < Cse?[le"|lz, 1<n<m—1. (2.4.35)

Define the “energy” for the error vector e*(n =0,1,...) as

n—l—l M—-1

Y SR Zu - >
T 2 2 2 op ’

2 2
n+l _ n n _ _n+l
(€j+1 ej) + (ej+1 €; )

where

2 7 1 1 ~
5° (1 -Z- ) 167N+ (5 + 25 ) el = €71 < Calr® + )2

2
Under the assumption 7 <  min{1, h}, we have 1 — 7%/2 — 7%/h? > % > 0. Since
ol = 1Y (e — e —rare < 23 (- ) + 26,
i=0 =0

33



CHAPTER 2. ERROR ESTIMATES OF FINITE DIFFERENCE METHODS

we can conclude that
n 1 + n+1)2 1 n|2 n+1(2
§" 2 Zlate Mg 4 5 (el + lleIz) . 1<n<m—1. (2.4.36)
Similar to the proof in Section 2.4.2, there exists 7, > 0 sufficiently small, when

0<7<m,
st <Gy (e 472 ) ) 1<n<m-1, (2.4.37)

where C5 depends on Tj and the exact solution u(z,t). Letting n = m, we have
le™ [l + 1187 e™ Iz < Co(h?e™ +7%7%), 1 <m < Toe™/7 (2.4.38)

where Cg depends on Tj and the exact solution u(z,t).
It remains to estimate ||u"||;~ for n = m. In fact, the discrete Sobolev inequality
implies
le™ e S lle™ i + 16 €™ 12 S B2~ + 7%, (2.4.30)
Thus, there exist hy > 0 and 73 > 0 sufficiently small, when 0 < h < hye®/? and

0 < 7 < 13¢P/?, we obtain
™ e < (o)l + €™ e < Mo+ 1, 1<m<ToeP/r.  (2.4.40)

Under the stability condition (2.3.11]) and the choices of hg = min{hy, ha}, 70 =
min{7y, 72,73} and C; = max{Cy, Cs}, the error bounds in (2.4.32)) are still valid when

n = m. Hence, the mathematical induction process is done and the proof of Theorem
[2.4.2)is completed. L

2.5 Numerical results of FDTD methods and com-
parisons

In this section, we present the numerical results of FDTD methods for the NKGE
(2.1.1)) up to the time at O(¢=#) with 0 < 3 < 2 to verify our error bounds.

Denote uj, - as the numerical solution at time ¢ = ¢, obtained by a numerical method
with mesh size h and time step 7. In order to quantify the numerical results, we define

the error function as follows:

en(tn) = llul-,tn) = ufl (12 + 65 (ul-, ta) — i )12
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We show the numerical results for the CNFD (2.3.2) and SIFD2 (2.3.4)) and results
for other FDTD methods are quite similar which are omitted for brevity. In the

numerical experiments, we take a = 0, b = 27 and choose the initial data as
o(z) = cos(x) + cos(2x), v(x) = sin(x), 0<z<2m (2.5.1)

The ‘exact’ solution is obtained numerically by the exponential wave integrator Fourier
pseudospectral method [9, |47] with a very fine mesh size and a very small time step,
e.g. he =m/2'% and 7, = 107°. Here we study the following three cases with respect to

different 0 < 5 < 2:

Case 1. Fixed time dynamics up to the time at O(1), i.e., 8 = 0;
Case II. Intermediate long-time dynamics up to the time at O(e7!), i.e., 8 = 1;

Case III. Long-time dynamics up to the time at O(e72), i.e., 8 = 2.

We first test the spatial discretization errors at t. = 1/¢” for different 0 < e < 1. In
order to do this, we fix the time step as 7. = 107 such that the temporal error can
be ignored, and solve the NKGE (2.1.1)) under different mesh size h. Tables ,
and depict the spatial errors for the CNFD method with 3 =0, 8 =1 and 8 = 2,
respectively. Then we check the temporal errors at t. = 1/&” for different 0 < ¢ < 1
with different time step 7 and a fine mesh size h, = 7/2'® such that the spatial errors
can be neglected. Tables [2.2] and show the temporal errors for the CNFD
method and Tables list the temporal errors for the SIFD2 method with 5 = 0,
B =1 and § = 2, respectively.

From Tables 2.1}2.6] for the CNFD method, Tables 2.72.9] for the SIFD2 method,
and additional similar numerical results for other FDTD methods not shown here for
brevity, we can draw the following observations:

(i) For any fixed € = ¢y > 0 or § = 0, the FDTD methods are uniformly second-order
accurate in both spatial and temporal discretizations (cf. Tables , , and the
first rows in Tables , which agree with those results in the literature.

(i) In the intermediate long-time regime, i.e. 5 = 1, the second order convergence
in space and time of the FDTD methods can be observed only when 0 < h < /2 and

0 < 7 < e'2 (cf. upper triangles above the diagonals (corresponding to h ~ £'/2 and
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enn(t=1/e") ho=m/16  hgy/2 ho/2%  ho/2%  ho/2'  ho/2°
go=1 3.77TE-2  9.65E-3 243E-3 6.09E-4 1.52E-4 3.84E-5
order - 1.97 1.99 2.00 2.00 1.98
£0/2 3.33E-2  8.35E-3 2.09E-3 5.22E-4 1.31E-4 3.34E-5
order - 2.00 2.00 2.00 1.99 1.97
£0/2? 3.48E-2  8.74E-3 2.19E-3 547E-4 1.37E-4 3.50E-5
order - 1.99 2.00 2.00 2.00 1.97
£0/2° 3.55E-2  8.92E-3 2.23E-3 5.58E-4 1.40E-4 3.57E-5
order - 1.99 2.00 2.00 1.99 1.97
£0/2* 3.57TE-2  8.97E-3 224E-3 5.61E-4 140E-4 3.59E-5
order - 1.99 2.00 2.00 2.00 1.96

Table 2.1: Spatial errors of the CNFD ([2.3.2)) for the NKGE (22.1.1)) with 5 = 0 and

initial data (2.5.1)).

en-(t=1/e") 75=005 79/2 /22 1/20 /2t /20
g =1 3.27TE-2  8.57TE-3 2.19E-3 5.53E-4 1.39E-4 3.48E-5
order - 1.93 1.97 1.99 1.99 2.00
€0/2 2.10E-2  5.45E-3 1.39E-3 3.49E-4 &.76E-5 2.20E-5
order - 1.96 1.97 1.99 1.99 1.99
80/22 1.84E-2 4.75E-3 1.21E-3 3.04E-4 7.63E-5 1.91E-5
order - 1.95 1.97 1.99 1.99 2.00
g0/23 1.78E-2  4.59E-3 1.17E-3 2.94E-4 7.37E-5 1.85E-5
order - 1.96 1.97 1.99 2.00 1.99
g0/24 1.77E-2  4.56E-3 1.16E-3 2.91E-4 7.31E-5 1.83E-5
order - 1.96 1.97 2.00 1.99 2.00

Table 2.2: Temporal errors of the CNFD (2.3.2) for the NKGE ({2.1.1)) with 8 = 0 and
initial data (2.5.1]).
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enn(t=1/e") ho=n/16  ho/2 ho/2? ho/23 ho /2" ho/2°
go=1 3.77TE-2  9.65E-3 243E-3 6.09E-4 1.52E-4 3.84E-5
order - 1.97 1.99 2.00 2.00 1.98
£0/4 731E-2  1.77TE-2 4.38E-3 1.09E-3 2.74E-4 7.02E-5
order - 2.05 2.01 2.01 1.99 1.96
£0/4? 6.60E-1  1.71E-1 4.31E-2 1.08E-2 2.70E-3 6.91E-4
order - 1.95 1.99 2.00 2.00 1.97
£0/4° 2.78 7.25E-1 1.80E-1 4.50E-2 1.13E-2 2.88E-3
order - 1.94 2.01 2.00 1.99 1.97
£0/4* 5.67 8.48E-1 3.96E-1 1.10E-1 2.81E-2 7.22E-3
order - 2.74 1.10 1.85 1.97 1.96

Table 2.3: Spatial errors of the CNFD ([2.3.2)) for the NKGE (22.1.1)) with 5 = 1 and

initial data (2.5.1)).

en,~(t=1/e%) 15=005  79/2 70/2? 70/23 70/24 70/2°
co=1 3.27E-2 8.57E-3 219E-3 5.53E-4 1.39E-4 3.48E-5
order - 1.93 1.97 1.99 1.99 2.00
£0/4 4.01E-2 9.95E-3 249E-3 6.22E-4 1.56E-4 3.89E-5
order - 2.01 2.00 2.00 2.00 2.00
£0/4? 3.45E-1 8.79E-2 2.21E-2 553E-3 1.38E-3 3.46E-4
order - 1.97 1.99 2.00 2.00 2.00
0/4 1.47 3.69E-1 9.19E-2 2.29E-2 5.74E-3 1.43E-3
order - 1.99 2.01 2.00 2.00 2.01
£0/4 8.58E-1 7.05E-1 2.20E-1 5.75E-2 1.45E-2 3.64E-3
order - 0.28 1.68 1.94 1.99 1.99

Table 2.4: Temporal errors of the CNFD (2.3.2) for the NKGE ({2.1.1)) with § =1 and
initial data (2.5.1]).
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enn(t=1/e") ho=n/16  ho/2 ho/2? ho/23 ho /2" ho/2°
go=1 3.77TE-2  9.65E-3 243E-3 6.09E-4 1.52E-4 3.84E-5
order - 1.97 1.99 2.00 2.00 1.98
£0/2 3.98E-2 9.56E-3 2.39E-3 597E-4 1.49E-4 3.81E-5
order - 2.06 2.00 2.00 2.00 1.97
£0/2? 717E-1  1.82E-1 4.55E-2 1.14E-2 2.85E-3 7.27E-4
order - 1.98 2.00 2.00 2.00 1.97
£0/2° 2.78 6.54E-1 1.58E-1 3.92E-2 9.78E-3 2.50E-3
order - 2.09 2.05 2.01 2.00 1.97
£0/2 3.31 1.78 592E-1 1.55E-1 3.93E-2 1.01E-2
order - 0.89 1.59 1.93 1.98 1.96

Table 2.5: Spatial errors of the CNFD (12.3.2)) for the NKGE (2.1.1)) with 5 = 2 and

initial data (2.5.1)).

en,~(t=1/e%) 15=005  79/2 70/2? 70/23 70/24 70/2°
g =1 3.27E-2 857E-3 2.19E-3 5.53E-4 1.39E-4 3.48E-5
order - 1.93 1.97 1.99 1.99 2.00
€0/2 2.56E-2  6.32E-3 1.58E-3 3.94E-4 9.86E-5 2.47TE-5
order - 2.02 2.00 2.00 2.00 2.00
go/22 3.91E-1 9.83E-2 2.46E-2 6.16E-3 1.54E-3 3.85E-4
order - 1.99 2.00 2.00 2.00 2.00
50/23 1.40 3.32E-1 8.14E-2 2.03E-2 5.06E-3 1.26E-3
order - 2.08 2.03 2.00 2.00 2.01
50/24 1.81 1.13 3.16E-1  8.07E-2 2.03E-2 5.07E-3
order - 0.68 1.84 1.97 1.99 2.00

Table 2.6: Temporal errors of the CNFD (2.3.2) for the NKGE ({2.1.1)) with 8 =2 and
initial data (2.5.1]).
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en-(t=1/e") 170=005 79/2 10/22  1/2° 1/2Y  1/2°
go=1 1.85E-2 4.80E-3 1.22E-3 3.07E-4 7.71E-5 1.93E-5
order - 1.95 1.98 1.99 1.99 2.00
£0/2 1.73E-2  4.46E-3 1.13E-3 2.85E-4 7.16E-5 1.79E-5
order - 1.96 1.98 1.99 1.99 2.00
£0/2? 1.75E-2  4.51E-3 1.14E-3 2.88E-4 7.23E-5 1.81E-5
order - 1.96 1.98 1.98 1.99 2.00
£0/23 1.76E-2  4.54E-3 1.15E-3 2.90E-4 7.28E-5 1.82E-5
order - 1.95 1.98 1.99 1.99 2.00
£0/24 1.76E-2 4.54E-3 1.15E-3 291E-4 7.29E-5 1.83E-5
order - 1.95 1.98 1.98 2.00 1.99

Table 2.7: Temporal errors of the SIFD2 (2.3.4]) for the NKGE (2.1.1)) with 8 = 0 and

initial data (2.5.1)).

en,~(t=1/e%) 15=005  79/2 70/2? 70/23 70/24 70/2°
co=1 1.85E-2 4.80E-3 1.22E-3 3.07E-4 7.71E-5 1.93E-5
order - 1.95 1.98 1.99 1.99 2.00
£0/4 3.79E-2 9.40E-3 2.35E-3 5.88E-4 1.47E-4 3.68E-5
order - 2.01 2.00 2.00 2.00 2.00
£0/4? 3.44E-1 8.76E-2 2.20E-2 551E-3 1.38E-3 3.45E-4
order - 1.97 1.99 2.00 2.00 2.00
0/4 1.47 3.69E-1 9.19E-2 2.29E-2 5.74E-3 1.43E-3
order - 1.99 2.01 2.00 2.00 2.01
£0/4 8.59E-1 7.05E-1 2.20E-1 5.75E-2 1.45E-2 3.64E-3
order - 0.29 1.68 1.94 1.99 1.99

Table 2.8: Temporal errors of the SIFD2 (2.3.4]) for the NKGE (2.1.1)) with 8 =1 and

initial data (2.5.1]).
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en,~(t=1/e") 15=005  79/2 70/22 70/23 70/2% 70/2°
co=1 1.85E-2 4.80E-3 1.22E-3 3.07E-4 7.71E-5 1.93E-5
order - 1.95 1.98 1.99 1.99 2.00
£0/2 2.00E-2 4.94E-3 1.23E-3 3.09E-4 7.72E-5 1.93E-5
order - 2.02 2.01 1.99 2.00 2.00
£0/2? 3.73E-1 9.38E-2 2.35E-2 5.88E-3 1.47E-3 3.67E-4
order - 1.99 2.00 2.00 2.00 2.00
£0/23 1.38 3.28E-1 8.05E-2 2.00E-2 5.00E-3 1.25E-3
order - 2.07 2.03 2.01 2.00 2.00
£0/24 1.81 1.13 3.15E-1 8.04E-2 2.02E-2 5.06E-3
order - 0.68 1.84 1.97 1.99 2.00

Table 2.9: Temporal errors of the SIFD2 (2.3.4]) for the NKGE (2.1.1)) with 8 = 2 and
initial data (2.5.1]).

7 ~ €2 and being labelled in bold letters) in Tables , which confirm our
error bounds.

(iii) In the long-time regime, i.e. § = 2, the second order convergence in space and
time of the FDTD methods can be observed only when 0 < h <eand 0 < 7 < e (cf.
upper triangles above the diagonals (corresponding to h ~ ¢ and 7 ~ ¢, and being
labelled in bold letters) in Tables , which again confirm our error bounds.

In summary, our numerical results confirm our rigorous error bounds and show that
they are sharp.

For the above FDTD methods, all schemes are time symmetric. The CNFD method
is fully implicit and depends on a direct solver or an iterative solver which is quite time-
consuming. Thus, the CNFD method is usually not adopted in practical computation
especially in high dimensions. However, the other FDTD methods naturally suffer
from stability problems. The four FDTD methods share the same spatial /temporal
resolution capacity for the NKGE up to the time at O(¢™#) with 0 < 8 < 2. Tt

is necessary to choose the time step satisfying the stability conditions for the numerical
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simulations of the SIFD1, SIFD2 and LFFD methods.

2.6 A semi-implicit fourth-order compact method

In order to improve the spatial resolution capacity of the FDTD methods, we
consider the full-discretization with the fourth-order compact finite difference (4cFD)

method [57].

2.6.1 The method and its stability

We introduce the following finite difference operator

To simplify notations, for a function u(z,t) and a grid function ™ € Xy, (n > 0), we

denote for n > 1,

tn th— = n UT'L—H + ’LLn_l
u(gj,t[n})zu(«ra +1);’U(I, 1)’ er, ug}:%, j:O,l,,M

A fourth-order approximation is implemented by replacing the central difference
operator §2 with (1 — 2 §2)62,
a compact three-point stencil, (1 — 2242)62 is approximated by (1 + 62)152 [92] 98]
103, [I11}, [155).

We consider the following semi-implicit fourth-order compact finite difference (4cFD)

which requires a five-point stencil. In order to obtain

method:

Sjull — A_légugn] - ug-n] +2W)? =0, j=01,---,M—1, n>1 (2.6.1)

The initial and boundary conditions in (2.1.1)) are discretized as

ugtt =uyt, W =g, n> 00w =o(xg), =01, M,  (26.2)

where the first step u! is updated by the initial data and Taylor expansion as

2

u]l = gb(l']) + 7'7<mj) + % [gbﬂ(l‘j) - ¢<xj) —&’ (qb(xj))p-i_l} , J=0,1,---, M. (263)
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Remark 2.6.1. For the first step u', we can also replace ¢"(x;) by A~102¢(x;) when

it is not easy to calculate ¢"(x).

Remark 2.6.2. The other three finite difference discretizations in time mentioned in
Section 2.2 combined with the fourth-order compact finite difference discretization in
space are similar with the semi-implicit 4cFD method and we omit the details here for

brevity.

Clearly, the semi-implicit 4cFD method is time symmetric or time reversible, i.e.,
it is unchanged if interchanging n + 1 <> n — 1 and 7 <> —7. The semi-implicit 4cFD
can be explicitly updated in the Fourier space with O(M In M) computational
cost per time step [9} [13].

Let Ty > 0 be a fixed constant and 0 < § < 2, and denote

— n||2
Omax 1= Ognér’l]%?ﬂ/T [l "] 75 - (2.6.4)

By using the standard von Neumann analysis |9} 13, we have the following lemma for

the stability of the semi-implicit 4cFD method for the NKGE (2.1.1)).

Lemma 2.6.1. (stability) For the semi-implicit JcFD method applied to the NKGE
R.1.1) up to the time t = T/, when omax < 72, the scheme is unconditionally stable

2

for any h > 0 and 7 > 0; and when oy, > €77, it is conditionally stable under the

stability condition

2
0<7T<—7——, h>0, 0<e<l (2.6.5)

\/O-max_l7

Proof. Replacing the nonlinear term by f(u) = 20 u, plugging

n—1 __ 7y 2i4lm /M n __ o 2ijlm /M n+1 __ 277 2ijlm /M
u’ —ZUle glm /M uj—Z&Ule aim/M -y —ZflUle gim /M
l l l

J
into (2.6.1), with & the amplification factor of the /th mode in phase space, we have
the following characteristic equation

2 — 72520'
2 max
gl 2—|— 72(]_—|-C)\l2)£l

M. My (2.6.6)
2 2 ’ o

s,
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with

3 2 7l 27l
i \ = —sin [ — = . 2.6.7
¢ 3_Sin2 (ll)’ ! hSIH <M> ’ IU/Z b—CL ( )

Solving the characteristic equation ([2.6.6]), we have & = 6, + /67 — 1. The stability of

the numerical scheme amounts to

=

M
|fl|§1<:>|95|§1, [ = — 7

~ 1. (2.6.8)

yr

Noticing ¢ > 1 and 0 < )\ZQ < A when opax < €72, OF Opax > €2 with the condition

h2>
(2.6.5), we can get

M M
T2 %0max — 1 — cA}) < 72 (E%0max — 1) <4 = 10| <1, 1=—-— 5

S

— 1.
The proof is completed. O

Remark 2.6.3. The stability of the semi-implicit JcFD s related to Opmax,
dependent on the boundedness of the [°° norm of the numerical solution u™. The error
estimates up to the previous time step could ensure the boundedness, by the inverse
inequality, and such an error estimate could be recovered at the next time step, as given

by the Theorem presented in Section 2.6.2.

2.6.2 Error estimates

According to the known results in [43] 44, |89] and references therein, we can make

the assumptions on the exact solution u of the NKGE (2.1.1]) up to the time t = T, /e*:

u € C([0,Ty/"); WP) N C*([0, Ty /e?]; W) n C([0, Ty /e?]; W),

(B) H orta

R B

o>

, 0<r<4, 0<r+q=<6,

here W)™ = {u € Wm’oo\(%lu(a) = %u(b), 0<l<m}form>1.
We have the following error estimates for the semi-implict 4cFD (2.6.1)) with (2.6.2)

and (2.6.3) up to the time t = Ty/e? with 0 < 3 < 2:

Theorem 2.6.1. Under the assumption (B), there exist constants hg > 0 and 79 > 0
sufficiently small and independent of €, such that for any 0 < e <1, when 0 < h <

43



CHAPTER 2. ERROR ESTIMATES OF FINITE DIFFERENCE METHODS

ho®4, 0 < 7 < 10?2 and under the stability condition (2.6.5)), the following two error
estimates of the scheme (2.6.1)) with (2.6.2) and (2.6.3)) hold

pt 72 T/
le e + 167 le S5+ T e <14 M, 0<n< U

5t . (2.6.9)

Remark 2.6.4. The above error bounds in Theorem |2.60.1 are still valid in higher
dimensions, i.e., d = 2,3, provided the technical conditions 0 < h < 66/4\/Cd(h) and
0 <7< eP2/Cq(h).

Based on the above theorem, the 4cFD method has the following spatial /temporal
resolution capacity for the NKGE (2.1.1) in the long-time regime. In fact, given an
accuracy bound dy > 0, the e-scalability of the 4cFD method is:

h=0("" /) = O("Y), 7=0("?\/6) = 0(="?), 0<e<1.  (26.10)

Compared with the FDTD methods, the results can attain higher order accuracy in
space for a given mesh size or improve the spatial resolution capacity, i.e., it needs less
grid points while maintaining the same accuracy.

In order to prove Theorem [2.6.1] we first present some useful lemmas. The operator

A can be written as a matrix

10 1 1
A Lo 2.6.11
-5l | (2.6.11)
1 110

It is easy to check that A is an (M + 1) x (M + 1) positive definite matrix, then we
can introduce a new discrete norm ||ul|, = /(A7 u, u) for u € Xy;. The proofs of the
following lemmas proceed in the analogous lines as in [103} |155] and we just show the

proof of Lemma in detail here for brevity.
Lemma 2.6.2. For any two grid functions u,v € Xy, it holds

(616 u,v) = —(6u, 5 v). (2.6.12)
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Lemma 2.6.3. The operators A and A™' are commutative with 6 and &, i.e., for
any grid function u € Xy,
6 Au = Adtu, O, Au= A5, u,
(2.6.13)
STA  u=A"u, ;A u=A"6u
Lemma 2.6.4. The discrete norms || - ||« and || - ||z are equivalent. In fact, for any
grid function u € Xy, it holds
V6
lullee < flulle < Z=[lull. (2.6.14)
Proof. For Vo € RMHL o = (29,29, -, 227)T, we have
M M
1227 Az = 10 Z a:? + 2 ij_lxj + 20T s
=0 j:l
M M
:10256?—%2%1—%% — > (@7 + 2 + (w0 + aum)” — (2§ + 273
= i=1 i=1
M M
= 8237? + Z(xj—l +2;)% + (x0 + 1)
j=0 j=1
> 8z'x
(2.6.15)
and
M M
1227 Az = 10 Z sz + 2 Z Tj1@j + 2T0T )
7=0 j=1
M M
<10Y a3+ > (25, +ad) + (] + 2}y
= = (2.6.16)
M
=12) a2}
j=0
= 122"z,
As we know,
AinZl 2 < 2T Az < Mo 2, (2.6.17)
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where A, and A, are the minimal and maximal eigenvalues of the matrix A, respec-

tively. We take the left (right) equal if and only if x is the eigenvector of Apin(Amax)-

From ([2.6.15)) and (2.6.16)), we could obtain

2 < >\min S )\max S 1.
3 S
Applying (2.6.17) to the matrix A~!, we have
. 3
folly < min Al < ol < mas gl < S,

which implies

V6
Nulliz < flull. < 7|lU||z2~

]

Based on the above lemmas, we will establish the error bounds in Theorem [2.6.1

by the method of mathematical induction [5|, 7). Throughout the proof, the stability

condition ([2.6.5) is assumed.

Denote the local truncation error as " € X, for 0 <n < %55 -1

&0 = §u(x;,0) — y(x;) — % (0" (2)) = o(x) — X(o(x)))*], j=0,1,--- , M —1,

& = 6ju(w, tn) — A7 oy, ty) + ulay, tp) + 20’ (2),t,), n > 1,

and the error of the nonlinear term as n" € X,

0= g2 (u3(xj,tn)—(u?)3), j=0,1,--- .M, 1<n<

We begin with the error estimates of local truncation error £" € X,,.

Lemma 2.6.5. Under the assumption (B), we have

To/gﬁ
T

— 1.

€% + 103 S 7% M€ e SR+ 77, 1<n<
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Proof. Under the assumption (B), by applying the Taylor expansion, Young’s inequality

and Lemma [2.6.3, we have
151 S Tl Owulle S72, §=0,1,--- M —1,
|AE| < 72 [|0wull oo + 10wl Lo + || Orantill oo + | Ornttatell ov]
+ W [|0saeatt] oo + || Orteaatt] Lo + || Onzanantillzoe] S R+ 7% 0> 1,

which leads to [£}] < h* + 7% for j = 0,1,--- ,M — 1, n > 1. Similarly, we have

05€9] < 72 for j = 0,1,---,M — 1. These immediately imply the estimates in

[2-6.20)). O

Next, the error equation for the semi-implicit 4cF'D (2.6.1)) is

8
on  a12 Il en  om To/e
opel — A 0pey ey =& =7, 1<n< 7_, (2.6.21)

6?:07 6}2752')’ j:07177M_1

Then, we are going to prove Theorem [2.6.1 by the method of mathematical induction.
For n =0, (2.6.9)) is trivial. For n = 1, the error function ([2.6.21]) and the error estimates

of the local truncation error (2.6.20)) imply
le' e = 7[1€%e < Cir°, 6 et e = 7167 e < Chr’

By the triangle inequality, discrete Sobolev inequality and the assumption (B), there

exists a constant 7 > 0 sufficiently small, when 0 < 7 < 77, we have
[utfliee < flu (@, t1) ooe + [l i < flu(a,ta) [z + el + 107 € e < Mo+ 1,

which immediately implies (2.6.9) for n = 1.
Now assuming that (2.6.9)) is valid for all 0 <n <m —1< %‘gﬁ — 1, it needs to
prove that it is still valid when n = m. Under the assumption (B), the error of the

nonlinear term 7" for 1 <n <m — 1 can be controlled as

17"z < Coe?|le™|liz, 1<n<m-—1. (2.6.22)
Define the “energy” for the error vector e” € X (n > 0) as
1
2

mn n ]' n n n n
8" = ll6f el + 5 (197 e 12+ l6se™ ™ 12) + 5 (el + e i) .m0,
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By Lemma it is easy to see that

~

1 1
S* = llo7elliz + S llo7 el |12 + 5 lle'llz < 7~

Multiplying both sides of (2.6.21)) by h (e}‘“ — e’?_l), summing up for 5 and using the

J

Young’s inequality, the inequality (2.6.22)), the Lemma [2.6.2] [2.6.3| and [2.6.5] we derive

n _ qon—1 _ = n__ ,n n+l _ n—1
S S =h ZE} (gj nj) (ej e; )
]:

<7e (16" + ) + < (157 e I + 167 e 1)

Sref (sm s ) e (4 7?) ) T<m<m- 1L

(2.6.23)

Summing the above inequalities from 1 to m — 1, there exists a constant C5 > 0 such
that 1
[ 2
SN <S04 Cyre? 3o 5"+ CiToe ™ (W +72) (2.6.24)
n=0

Then the discrete Gronwall’s inequality suggests that there exists a constant 7 > 0

sufficiently small such that when 0 < 7 < 7, the following holds
Sm—l < <SO + C3TO€—2,3 <h4 + 7_2)2> 626’3m51’7- 5 6—25 <h4 + 7_2)2 ‘ (2625)

From the definition of S™ ! and Lemma [2.6.4] we can obtain that ||e™||% + ||0)e™||% <
CyS™ ! when 0 < ¢ < 1, which immediately implies

h4 7_2

R e (2.6.20)

The first inequality in (2.6.9)) is valid for n = m and it remains to estimate ||u"™||;~. In

fact, the discrete Sobolev inequality implies
le™lli= S Hle™ iz + 116z e™ e S Z5 + 5 (2.6.27)

Thus, there exist ko > 0 and 75 > 0 sufficiently small such that when 0 < h < hye?/*
and 0 < 7 < 13¢%/2, we can obtain

Ty /P
e < o) lom + el < Mo 41, L<m< L (269)

Under the stability condition ([2.6.5)) and the choice of 79 = min{7y, 72, 73}, the estimates
in (2.6.9) are valid when n = m. Hence, the proof of Theorem is completed by

the method of mathematical induction.
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2.6.3 Numerical results

In this section, we present the numerical results of the semi-implicit 4cFD method
for the NKGE (2.1.1) up to the time at O(¢7?) with 0 < 8 < 2. In the numerical
experiments, we take a = 0, b = 27 and choose the initial data as

3

o(z) = 5T cos(z)’ v(z) = sin(x), 0<z<2m. (2.6.29)

Denote uj, . as the numerical solution at time ¢ = ¢,, obtained by the semi-implicit 4cFD
method with mesh size h and time step 7. The ‘exact’ solution is obtained numerically
by the exponential wave integrator Fourier pseudospectral method with a very fine
mesh size and a very small time step, e.g. h, = m/256 and 7, = 2 x 107°. The errors are
displayed at t = 1/¢” with 8 = 0 (fixed time dynamics), 8 = 1 (intermediate long-time
dynamics) and 8 = 2 (long-time dynamics), respectively. For spatial error analysis, the
time step is set as 7. = 2 x 107° such that the temporal error can be neglected; for
temporal error analysis, we set the mesh size as h, = 7/256 such that the spatial error
can be ignored.

Tables present the spatial and temporal errors for different 0 < ¢ <1 and
B =0, 3=1and 3 = 2, respectively. From Tables and additional similar
numerical results not shown here for brevity, we can draw the following observations:

(i) For any fixed e = ¢y > 0 or § = 0, the 4cFD methods are fourth-order accurate
in space and second-order accurate in time (cf. Tables and the first rows in
Tables .

(ii) In the intermediate long-time regime, i.e., 5 = 1, the fourth order convergence
in space and second order convergence in time can be observed only when 0 < h < ¢'/4
and 0 < 7 < €'/? (cf. upper triangles above the diagonals (corresponding to h ~ /4
and 7 ~ /2, and being labelled in bold letters) in Tables , which confirm
our error bounds.

(iii) In the long-time regime, i.e., 5 = 2, the fourth order convergence in space
and second order convergence in time can be observed only when 0 < 2 < /2 and

0 < 7 < €2 (cf. upper triangles above the diagonals (corresponding to h ~ '/ and
7 ~ ¢'/2 and being labelled in bold letters) in Tables [2.14&]2.15)), which again confirm
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our error estimates. In summary, our numerical results confirm our rigorous error

estimates and show that they are sharp.

€h77-e<t:1/€6) h():’/T/8 h0/2 h0/22 h0/23 h0/24

gg=1 1.50E-2  9.58E-4 6.02E-5 3.75E-6 2.37E-7
order - 3.97 3.99 4.00 3.98
€0/2 1.02E-2 6.61E-4 4.14E-5 2.61E-6 1.65E-7
order - 3.95 4.00 3.99 3.98
go/22 8.89E-3 5.83E-4 3.66E-5 2.32E-6 1.45E-7
order - 3.93 3.99 3.98 4.00
£0/23 8.51E-3 5.60E-4 3.52E-5 2.24E-6 1.38E-7
order - 3.93 3.99 3.97 4.02

Table 2.10: Spatial errors of the semi-implicit 4cFD (£2.6.1) for the NKGE ({2.1.1)) with
B = 0 and initial data ([2.6.29).

eh (t=1/%) =01 75/2 70/22 70/23 70/2% 70/2°

gg=1 1.66E-2 4.32E-3 1.10E-3 2.77E-4 6.96E-5 1.74E-5
order - 1.94 1.97 1.99 1.99 2.00
/2! 9.53E-3 248E-3 6.30E-4 1.59E-4 3.98E-5 9.98E-6
order - 1.94 1.98 1.99 2.00 2.00
£0/2? 8.22E-3 2.13E-3 5.40E-4 1.36E-4 3.41E-5 8.55E-6
order - 1.95 1.98 1.99 2.00 2.00
£0/23 7.86E-3 2.03E-3 5.16E-4 1.30E-4 3.26E-5 8.16E-6
order - 1.95 1.98 1.99 2.00 2.00
go/2* 7.76E-3 2.01E-3 5.09E-4 1.28E-4 3.22E-5 8.06E-6
order - 1.95 1.98 1.99 1.99 2.00

Table 2.11: Temporal errors of the semi-implicit 4cFD (2.6.1)) for the NKGE ({2.1.1])
with 8 = 0 and initial data ([2.6.29)).
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enn(t=1/") ho=m/8  ho/2 ho /22 ho/23 ho/24

gg=1 1.50E-2  9.58E-4 6.02E-5 3.75E-6  2.37E-7
order - 3.97 3.99 4.00 3.98
g0/24 8.21E-2  3.09E-3 1.41E-4 9.29E-6 5.90E-7
order - 4.73 4.45 3.92 3.98
go/28 4.44FE-1  8.01E-2 9.17E-3 5.77E-4 3.57E-5
order - 247 3.13 3.99 4.01
g0/2'2 4.57E-1  T796E-1 1.20E-1 7.76E-3 5.41E-4
order - -0.80 2.73 3.95 3.84

Table 2.12: Spatial errors of the semi-implicit 4cFD (2.6.1)) for the NKGE ([2.1.1)) with
g =1 and initial data ([2.6.29).

en,+(t=1/e%) 15=02 To/2 70,/22 70/23 70/2% 70/2°
co=1 6.02E-2 1.66E-2 4.32E-3 1.10E-3 2.77E-4 6.96E-5
order - 1.86 1.94 1.97 1.99 1.99
g0/2? 9.52E-2 2.75E-2 T7.10E-3 1.79E-3 4.49E-4 1.12EA4
order - 1.79 1.95 1.99 2.00 2.00
g0/24 4.35E-1 1.09E-1 2.69E-2 6.76E-3 1.69E-3 4.24FE-4
order - 2.00 2.02 1.99 2.00 1.99
g0/2° 1.54 5.55E-1 1.49E-1 3.64E-2 9.02E-3 2.26E-3
order - 1.47 1.90 2.03 2.01 2.00
go/28 3.28 9.71E-1 5.28E-1 1.30E-1 3.24E-2 8.04E-3
order - 1.76 0.88 2.02 2.00 2.01

Table 2.13: Temporal errors of the semi-implicit 4cFD (2.6.1)) for the NKGE ([2.1.1])
with 8 = 1 and initial data ([2.6.29)).
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enn(t=1/") ho=m/8  ho/2 ho /22 ho/23 ho/24

gg=1 1.50E-2  9.58E-4 6.02E-5 3.75E-6  2.37E-7
order - 3.97 3.99 4.00 3.98
g0/2? 1.02E-1  7.23E-3 5.00E-4 3.21E-5 1.99E-6
order - 3.82 3.85 3.96 4.01
go/2* 7.80E-1  6.89E-2 8.26E-3 5.05E-4 3.17E-5
order - 3.50 3.06 4.03 3.99
go/2° 5.13E-1  548E-1 8.43E-2 7.49E-3 4.83E-4
order - -0.10 2.70 3.49 3.95

Table 2.14: Spatial errors of the semi-implicit 4cFD (2.6.1)) for the NKGE ([2.1.1)) with
f = 2 and initial data ([2.6.29).

en,(t=1/%) 15=02 T0/2 T0/22 70/23 70/2% 70/2°
gg=1 6.02E-2 1.66E-2 4.32E-3 1.10E-3 2.77E-4 6.96E-5
order - 1.86 1.94 1.97 1.99 1.99
€0/2 2.23E-1  5.92E-2 1.50E-2 3.78E-3 9.46E-4 2.37E-4
order - 1.91 1.98 1.99 2.00 2.00
go/22 5.25E-1 1.46E-1 3.86E-2 9.85E-3 2.48E-3 6.20E4
order - 1.85 1.92 1.97 1.99 2.00
£0/23 1.40 4.82E-1 1.14E-1 2.80E-2 7.03E-3 1.76E-3
order - 1.54 2.08 2.03 1.99 2.00
go/2* 3.26 1.56 4.83E-1 1.17E-1 2.95E-2 7.36E-3
order - 1.06 1.69 2.05 1.99 2.00

Table 2.15: Temporal errors of the semi-implicit 4cFD (2.6.1)) for the NKGE ([2.1.1])
with 8 = 2 and initial data ([2.6.29)).

2.7 A semi-implicit Fourier spectral method

In this section, we carry out the full-discretization with Fourier spectral method in
spatial discretization and rigorously prove the error bounds. We just show the numerical
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scheme and error estimate of a semi-implicit scheme, which use the semi-implicit finite
difference in time combined with the Fourier spectral method in space. Other
three methods are similar and we omit the details here for brevity.

For an integer m > 0, 2 = (a,b), we denote by H™(£2) the standard Sobolev space

with norm

~ i (z—a 2ml
Izl = >+ ()27, for z(z) = Zet), m=y——  (271)

1€z =/ —a

where Z(l € Z) are the Fourier transform coefficients of the function z(z) |7, |§]. For
m = 0, the space is exactly L*(€2) and the corresponding norm is denoted as || - |.
Furthermore, we denote by H*(§2) the space of H™(£2) which consists of functions with
derivatives of order up to m — 1 being (b — a)-periodic. We see that the space H™((2)
with fractional m is also well-defined which consists of functions such that || - |[,, is

finite [133].

2.7.1 The method and its stability

Let M be an even positive integer and define the spatial mesh size h := Ax =
(b —a)/M, then the grid points are chosen as
zvj=a+jh, jETy={j|lj=0,1,...,M}. (2.7.2)

Define C,(2) = {u € C(Q) | u(a) = u(b)} and

Yy := span {ei‘”(z_“), re), le TM},

M M M 1}

= | l=——, ——+1,..., —
TM {| 27 2+a 72

For any u(z) € Cp(Q) and a vector u € Xy, let Py : L*(Q2) — Y be the standard L?-
projection operator onto Yy, Iy 0 Cp(2) — Yy or Iy @ Xps — Yas be the trigonometric

interpolation operator [133], i.e.,

(Pyu)(z) = S @™ (Iyu)(z) = Y we™E 2 e€Q, (2.7.3)
leTm €Ty
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where

Uy =

L [Cuayeed LS e, 1eTy, (274
u(x)e M Ydy, 4y = — w;e” HHEITa) € Tu, 7.
b—a a Mj:() J

with u; interpreted as u(x;) when involved.
We apply the Fourier spectral method [77] 133] for discretizing the NKGE (2.1.1)) in
space, i.e., find
up(z,t) = 3 (uar), )™= €Yy, zeQ, >0, (2.7.5)
SR,

such that
Opunr (1) — Oppuns (2, 1) + ups(w,t) + €2 Pas f(ups (2, 1)) =0, 2€Q, t>0, (2.7.6)

with f(u) = u3. Denote u?,(x) and @z be the approximations of wuy(x,t,) and

—

(unr),(t,). Plugging the (2.7.5)) into (2.7.6]), noticing the orthogonality of the Fourier
basis functions and combining the semi-implicit finite difference (2.2.3]) in temporal

discretization, we have for [ € Ty, n > 1,

(i), —%g)ﬁ(uM N 12#? ((u}jl)ﬁ(u’ﬁl)z) +e(flut) =0, (2.7.7)

Choosing u,(z) = (Py¢)(z), the semi-implicit finite difference Fourier spectral (FDFS)
discretization for the NKGE (2.1.1)) is to update vl ! (x) € Yy, as

uift () = Y (i), 2 eQ, n>0, (2.7.8)
leTm
where
_ -2 R = —
= [1- )| - SE G e T
, sears Fia) (2.7.9)
by e Ty 6T I > 1
(uir ), (upr ), + 2_|_7_2<1_'_M12)(UM>1 2+ (1 + ) L€ Ty, n>1

However, the above procedure is not suitable in practice since it is difficult to
compute the Fourier coefficients in (2.7.9)). An efficient implementation is achieved by

choosing u9,(x) as the interpolation of ¢(z), i.e., u%, = (In;¢)(x), and approximating
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the integrals in by a quadrature rule on the grids. Let u} be the numerical
approximation of u(z;,t,) for j € Ty; and n > 0 and denote u™ = (ug,uf, - ,u%;) €
RM*1. Denote u) = ¢(z;) for j € Ty, then the semi-implicit finite difference Fourier
pseudospectral (FDFP) method for discretizing the NKGE via with a

Fourier pseudospectral discretization in space is to find v (n > 0) as

Wt = 37 (unth) e e T (2.7.10)
lE€TMm
where
N -2 _ 22—
@, = [1-Fa e e = S0 1T
- (2.7.11)
—— —— 4 — 22272(f (u™)),

(untl), = —(un=1), + e Ty, n>1.

T A T )
Similar to the von Neumann stability analysis of the FDTD methods for the NKGE
(2.1.1)), let Ty > 0 be a fixed constant and 0 < § < 2, and denote

— n2
Omax ‘= ogngﬁiﬂﬁ [|u"™]] 75, (2.7.12)

then we can conclude the stability of the semi-implicit FDFP method in the following

lemma.

Lemma 2.7.1. (stability) For the semi-implicit FDFP (2.7.10)-(2.7.11)) applied to the
NKGE [2.1.1)) up to the time t = Ty/e”, when o, < €72, the semi-implicit FDFP
(2.7.10)-([2.7.11)) is unconditionally stable for any h > 0 and T > 0; and when oy, > €2,

this scheme is conditionally stable under the stability condition

2
0<7T<——F8—, h>0, 0<e<l (2.7.13)

\/O-max_l7

Proof. We only need to replace A; in (2.3.17)) by p; defined in (2.7.1]) and the stability
of the semi-implicit FDFP (2.7.10))-(2.7.11]) follows immediately. O

2.7.2 Error estimates

In order to obtain an error estimate for the semi-implicit FDFS/FDFP method, we

assume that there exists an integer my > 1 such that the exact solution of the NKGE
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([2.1.1) up to the time T, = Ty/e? with 3 € [0,2] and Ty > 0 fixed satisfies

u(z,t) € C ([0, Hyot') n €2 ([0, 1] H?) n €3 ([0, 7 H') N C* ([0, T2); 17)
(O) Hu('xﬁt)HLoo([QTE];H;“O“) S 17 Hattu(xat)HL‘”([O,Te};Hz) 5 L,
|Oweu(z, ) || Lo omysmy S 1, [|Ouuu(z,t)|| Lo o,1)02) S 1.

Under the above assumption (C), let
M; = m t [ . [,00 < 1

then we can establish the following error bounds for the semi-implicit FDFS ({2.7.8)-
(2.7.9).

Theorem 2.7.1. Let uly,(z) be the approzimation obtained from the FDFS (2.7.8)-
(2.7.9). Under the assumption (C), there exist constants hg > 0 and 19 > 0 sufficiently
small and independent of € such that for any 0 < ¢ < 1, when 0 < h < hy and
0 < 7 < %27y and under the stability condition ([2.7.13)), we have the following error

estimates

2
e t) i) S A T =0,

T B8
I (@)l <14+ My, 0<n< 05
:

(2.7.14)

Remark 2.7.1. The FDFS (2.7.8)-(2.7.9) is a semi-discretization to the NKGE (2.1.1)),

while the (2.7.10)-(2.7.11)) s a full-discretization. The same error estimate in Theorem
holds for the FDFP (2.7.10)-(2.7.11) and the proof is quite similar to that of
Theorem [2.7.1.

Proof. For the semi-implicit FDFS method, we will prove (2.7.14) by the method of
mathematical induction and the stability condition (2.7.13)) is assumed in the proof.

From the discretization of the initial data, i.e., u3, = Py¢, we have

lu(z,t = 0) = uiylls = |6 — Pudlls < ™07

0 . (2.7.15)
|ups (%) oo < ([ Prsd — @l poe + [|@]| e < CR™ + M.
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Thus, there exists a constant h; > 0 sufficiently small and independent of ¢ such that,
when 0 < h < hy, the error bounds in (2.7.14)) are valid for n = 0.

For 0 < n < Tye™? /7, denote the “error” function

e"(z) = Pyu(z, t,) —ul(z) = Y @ree=) x e Q, (2.7.16)
€Ty

then we have

& =ty(ty) — (i), L€ T, n>0, (2.7.17)
with ;(t,) (I € Tar) are the Fourier transform coefficients of u(z,t,). Using the triangle

inequality and Parseval’s equality, we get

lu(z, tn) = uh(@)lls < fule, tn) = Puulz, tn)|ls + [[e" (@)]]s

Th/eB
SpHmoTE 4 le(@)|ls, s=0,1, 0<n< /e :
T

Thus, we only need to estimate ||e"(z)]|s for 0 < n < Tye ? /7.
We begin with the local truncation errors £"(x) € Yy, of the scheme ([2.7.8)-(2.7.9)

given as
&x) = Y et (2.7.18)
l€Tm
with

& = o u(0) =i+ 2 [(L+ 1)+ 20D e Tar

2 —_—
HQMI [ (tns1) + U(tn1)] + (f(w),(tn), 1 € Tar, n > 1.

Under the assumption (C), by applying the Taylor expansion to (2.7.19), it leads to

101 S [ D2 181 S Pl 0uull e o,y S 77
L€TN

(2.7.19)
&' = 6t(t,) +

- (2.7.20)
1€ < >0l S (Hattttu”Loo([O,Tg];L?) + ||8ttu||L°°([O,Te};H2)) <72
l€Tm
Similarly, we can also obtain [|£°||y < 72||Ouet|| oo (0,12 11)-
Next, we denote the error of the nonlinear term
nh(x) = Y pretT), (2.7.21)

leTm
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with
i = < ((Fite) — (i), L€ Toas m2 1. (27.22)
For each [ € Ty, subtracting (2.7.7)) from (2.7.19)), we obtain the equation for the “error”

function e} as

S e ~ Ty /”
g+ o o g ) =g -, 1<n< My

T (2.7.23)
& =0 &=rg, leTu
For n = 1, the error equation (2.7.23]) and the estimate ([2.7.20)) imply
le* (@)l = 7l1€°lls < 7°. (2.7.24)
Thus, we immediately obtain

lu(@, 1) — up(@)s < llul@,tr) = Paulz, t)s + e’ (@)l S AT™7" + 72 (2.7.25)

In view of the triangle inequality, discrete Sobolev inequality and the assumption (C),
there exist constants hy > 0 and 71 > 0 sufficiently small and independent of € such

that when 0 < h < hy and 0 < 7 < 7, we have
l[upg ()| Loe <14 M. (2.7.26)

Therefore, the estimates in (2.7.14) are valid when n = 1.
Now we assume that (2.7.14)) is valid forall 1 <n <m —-1< T0€7B/7' — 1, then we

need to show that it is still valid when n = m. Under the assumption (C), we have

™= [ D2 1 f? < €¥llu(w, ta) — (uhy ()]
l€TMm

< 321+ My u(a, t) — iy (0)] 2720
S (B e(@)]), 1<n<m-—1
Define the “energy” for the error e™(x) € Yy (n > 0) as
n n 1 n n
S* =o€ + 5 (eIt + lle™™)12), n>o. (2.7.28)

It is easy to see that
1
S* =167’ 1” + Slle' Il S 7
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Noticing 0 < < 2, multiplying both sides of (2.7.23]) by (é}”‘“ — él”’l), summing
up for [ € Ty, taking the real part and using the Young’s inequality, the inequality
(2.7.27)), we have

§"—s"=Re > (§ ) (T - )

€Ty
- n n n n— 2.7.29
< e (2 + I )12) + e (I8 en 2+ loen ) (2.7.29)
2
< 7l (S” + S”_l) + 7P (52h1+m° + 7'2) , 1<n<m-—1.

Summing the above inequalities from 1 to m — 1, there exists a constant C' > 0 such
that )
[ 2
S < 804 Crel Y0 8"+ CToe ™ (200 + 7). (2.7.30)

n=0
By the discrete Gronwall’s inequality, there exists a constant 75 > 0 sufficiently small

such that when 0 < 7 < 79, we have
2 8 7'2 2
smt < (SO + CToe ™ (h ™ + 72) ) TS ptr ) (2731)

2
From the definition of S™™!, we can obtain |[e™||? < S™ 1 < (h”mo + 7'2/85) , which
implies

2

.
lu(@, tm) — uip(@)]ls < lJu(@, tm) = Paru(z, tn) s + €™ (@) s S 27+

- (27.32)

The inverse inequality and triangle inequality will imply that there exist constants
hs > 0 and 75 > 0 sufficiently small such that when 0 < h < hs and 0 < 7 < £#/%73, we

have
[y (@)L < @, tim) — uiy ()] + [[u(@, )| < 1+ M. (2.7.33)

Thus, choosing hg = min{hy, ho, hg} and 79 = min{7m, 2,73}, the error bounds in
(2.7.14) are still valid when n = m. Hence, the proof of Theorem is completed by

the method of mathematical induction. O

From this theorem, the spatial /temporal resolution capacity of the FDFP method
for the NKGE (2.1.1]) up to the time t = Tp/e” with 0 < 8 < 2is: h = O(1) and
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7 = O(%/?). In fact, given an accuracy bound &y > 0, the e-scalability of the FDFP

method is:

h=0(/6) = 0(1), =0("/5)=0(E"?), 0<e<1.

2.7.3 Numerical results

In this subsection, the numerical results are exhibited to validate the error bounds
of the FDFP (2.7.10)-(2.7.11) for the NKGE (2.1.1)) up to the time t = Tp/e” with
0 < < 2. In our numerical experiments, we choose the initial data as

1 1
= = — <z <2m. 2.7.34
2+ cos(z)’ v(z) 5 cos(x), 0<z<2rm (2.7.34)

()

Denote wj, . as the numerical solution at time ¢ = ¢, obtained by the semi-implicit

FDFP (2.7.10)-(2.7.11]) with mesh size h and time step 7. The ‘exact’ solution u(x,t) is

obtained numerically by the time-splitting Fourier pseudospectral method with a very
fine mesh size and a very small time step, e.g. h. = 7/64 and 7, = 107°. The errors are
denoted as e(x,t,) = u(wv,t,) — In(uj . )(z). In order to quantify the numerical errors,
we measure the H' norm of e(z,t,).

The errors are displayed at t = 1/¢” with 3 =0, f =1 and 3 = 2, respectively. For
spatial error analysis, the time step is set as 7 = 10~* such that the temporal error can
be neglected; for temporal error analysis, we set the mesh size as h = 7/64 such that
the spatial error can be ignored. Table [2.16] shows the spatial errors under different
mesh size and Tables - display the temporal errors for 5 =0, § =1 and § = 2,
respectively.

From Tables[2.16]-[2.19, we can draw the following observations of the FDFP method
for the long-time dynamics of the NKGE (2.1.1):

(i) In space, the FDFP (2.7.10)-(2.7.11)) is uniformly and spectrally accurate for any
0<e<land0<pg <2 (cf each row in Table and the spatial errors are almost
independent of € (cf. each column in Table [2.16)).

(ii) In time, for any fixed € = g > 0 and 8 = 0, the FDFP ({2.7.10))-(2.7.11)) is
second-order accurate (cf. Table and the first rows in Tables [2.18&2.19)). For

3 =1, the second order convergence in time can be observed only when 0 < 7 < ¢!/2
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(cf. upper triangles above the diagonals (corresponding to 7 ~ /2, and being labelled
in bold letters) in Table , which confirm our error bounds. For § = 2, the second
order convergence in time can be observed only when 0 < 7 < & (cf. upper triangles
above the diagonals (corresponding to 7 ~ &, and being labelled in bold letters) in
Table [2.19]), which again confirm our error estimates. In summary, our numerical results

confirm our rigorous error estimates and show that they are sharp.

le(-, 1/5)]|, ho = /2 ho/2 ho/2° ho/2
co=1 4.87E-2 1.58E-2 1.30E-4 6.17E-8
5=0 €0/2 8.41E-2 1.34E-2 1.28E-4 6.13E-8
50/22 9.44E-2 1.27E-2 1.27E-4 6.19E-8
50/23 9.71E-2 1.25E-2 1.27E-4 6.10E-8
co=1 4.87E-2 1.58E-2 1.30E-4 6.17E-8
51 £€0/2 1.94E-1 1.93E-2 8.38E-5 1.61E-7
50/22 1.36E-2 1.29E-2 1.22E-4 2.60E-7
50/23 4.78E-2 1.92E-2 1.76E-4 5.35E-7
co=1 4.87E-2 1.58E-2 1.30E-4 6.17E-8
52 €0/2 3.43E-2 1.31E-2 1.32E-4 3.03E-7
&70/22 1.28E-1 3.85E-3 1.28E-5 7.19E-7
50/23 8.30E-2 9.65E-3 6.83E-5 5.26E-6

Table 2.16: Spatial errors of the semi-implicit FDFP (2.7.10)-(2.7.11)) for the NKGE
(2.1.1) with (2.7.34) for different 5 and e.

2.8 Comparisons of different spatial discretizations

We adapt the finite difference discretization in time and compare different spatial
discretizations for the NKGE (12.1.1)) in the long-time regime with the same initial data

2 1

#z) = 2 + cos(z)’ @) = 1 + sin?(x)’

0<z< 27 (2.8.1)

61



CHAPTER 2. ERROR ESTIMATES OF FINITE DIFFERENCE METHODS

le(-,1/eM)]y 0=01  75/2 70,/22 70/23 70/24 70/2°
g0 =1 1.86E-1 4.73E-2 1.19E-2 2.98E-3 7.47E-4 1.87E-4

order - 1.98 1.99 2.00 2.00 2.00
go/2! 1.83E-1 4.67E-2 1.18E-2 2.95E-3 7.39E-4 1.85E-4
order - 1.97 1.98 2.00 2.00 2.00
£0/2? 1.82E-1 4.64E-2 1.17E-2 2.93E-3 7.34E-4 1.84FE-4
order - 1.97 1.99 2.00 2.00 2.00
£0/23 1.82E-1 4.63E-2 1.17E-2 293E-3 7.33E-4 1.83E-4
order - 1.97 1.98 2.00 2.00 2.00
go/24 1.82E-1 4.63E-2 1.17E-2 2.92E-3 7.32E-4 1.83E4
order - 1.97 1.98 2.00 2.00 2.00

Table 2.17: Temporal errors of the semi-implicit FDFP (22.7.10)-(2.7.11]) for the NKGE
(2.1.1)) with 5 = 0 and initial data (2.7.34)).

le(-,1/eM)|y 70 =0.1 T0/2 70/22 70/23 70/2% 70/2°
co=1 1.86E-1 4.73E-2 1.19E-2 298E-3 747E-4 1.87E-4
order - 1.98 1.99 2.00 2.00 2.00
£0/2? 6.13E-1 1.62E-1 4.11E-2 1.03E-2 2.58E-3 6.46E-4
order - 1.92 1.98 2.00 2.00 2.00
£0/2° 2.12 545E-1 1.39E-1 3.52E-2 883E-3 221E-3
order - 1.96 1.97 1.98 2.00 2.00
£0/2° 7.88 3.33 8.65E-1 2.15E-1 5.38E-2 1.34E-2
order - 1.24 1.94 2.01 2.00 2.01
£0/28 2.04E+1 771 3.50 9.49E-1 2.42E-1 6.02E-2
order - 1.40 1.14 1.88 1.97 1.99

Table 2.18: Temporal errors of the semi-implicit FDFP (2.7.10])-(2.7.11)) for the NKGE
(2.1.1)) with 8 =1 and initial data (2.7.34)).
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le(-,1/eM)|y 70 =0.1 T0/2 70,/22 70/23 70/24 70/2°
co=1 1.86E-1 4.73E-2 1.19E-2 298E-3 747E-4 1.87E-4
order - 1.98 1.99 2.00 2.00 2.00
£0/2 7.36E-1 1.96E-1 4.97E-2 125E-2 3.12E-3 7.82E-4
order - 1.91 1.98 1.99 2.00 2.00
£0/2? 1.88 516E-1 1.35E-1 3.45E-2 8.67E-3 2.17E-3
order - 1.87 1.93 1.97 1.99 2.00
£0/2° 9.68 3.61 9.20E-1 2.29E-1 5.71E-2 1.43E-2
order - 1.42 1.97 2.01 2.00 2.00
£0/2 2.40E+1  8.71 3.70 9.85E-1 2.50E-1 6.27E-2
order - 1.46 1.24 1.91 1.98 2.00

Table 2.19: Temporal errors of the semi-implicit FDFP (22.7.10)-(2.7.11]) for the NKGE
(2.1.1)) with 5 = 2 and initial data (2.7.34)).

Figure depicts the spatial errors of the finite difference methods with different
spatial discretizations when € = 1 for different mesh size h. Figure 2.3 shows the spatial
errors of the finite difference methods with different ¢ at time ¢ = 1/e%. Based on the
above comparisons, in view of the spatial accuracy and e-scalability, we conclude that
the FDFP method performs much better than the FDTD and 4cFD methods for the
discretization of the NKGE (2.1.1)). In particular, in the long-time regime, the FDFP
method is uniformly spectral accuracy, while the spatial errors of the FDTD and 4cFD
methods depend explicitly on the small parameter e.

The accuracy and e-scalability in space could be improved by using higher order
finite difference discretizations, but the spatial errors still depend on the small parameter
¢ in the long-time regime. Similarly, the spatial error bounds of the finite element and
finite volume discretizations in space also depend on the parameter € in the long-time
regime. Uniform error bounds in space for the long-time dynamics can be achieved
by the spectral method. For the spectral method, the computation of the Laplacian

operator is carried out in the Fourier space. In contrast to the finite difference, finite
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Figure 2.2: Comparison of spatial errors of different methods for the NKGE (2.1.1))
with e = 1.
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Figure 2.3: Spatial errors of different methods for the NKGE (2.1.1)) at time ¢ = 1/&?
with different e.
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element and finite volume methods, the spectral approximations of the differential
operator, i.e., the Laplacian operator, are exact for all the Fourier modes [143]. From
the proofs of the error bounds for the FDTD and 4cFD methods, we can observe that
the errors of the approximations for the Laplacian operator accumulate in the long-time
regime, which result in the spatial errors depending on the small parameter €. By using
the spectral discretization in space, the spatial errors are just from the projection and
the nonlinear term. In the long-time regime, the accumulation of the spatial errors
from the nonlinearity is independent of the small parameter ¢ since the strength of the
nonlinearity is at O(e?).

In summary, the spectral method performs much better than other spatial discretiza-
tions for the long-time dynamics of the NKGE with weak nonlinearity. In order to
get uniform spatial error bounds in the long-time numerical simulations, the spectral

discretization in space is a good choice.
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Chapter 3

Error Estimates of an Exponential
Wave Integrator

In this chapter, in order to improve the temporal resolution capacity of the finite
difference methods in the long-time regime, an exponential wave integrator (EWI) is
adapted to solve the NKGE with rigorous stability and convergence analysis
established up to the time t = Ty/e” with 8 € [0,2] [57]. Again, for simplicity of
notations, the numerical schemes and their analysis are only presented in 1D, i.e., the
NKGE (2.1.1). Generalizations to higher dimensions are straightforward and the error

estimates remain valid with minor modifications.

3.1 Semi-discretization in time by an exponential
wave integrator

In this section, we discretize the NKGE (2.1.1)) in time by the exponential wave
integrator (EWTI) [9, 36, 38, [59} 73, |78, [79]. Define the operator

(V) =v1-A, (3.1.1)
through its action in the Fourier space by [56, |141]:

(V)z(x) =" /1 + [w22e™== for z(x) =Y 2™ 2 € [a,b].

lEZ l€Z

In addition, we introduce the operator (V)~! as

(V) z(z) => Lei’“(“a), x € [a,b].

1ez /1 + |u|?
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INTEGRATOR
It is obvious that
V)" 2lls = llzllsmr < 2l
We can rewrite the NKGE (2.1.1)) as
Opu(z,t) + (VY2u(z,t) + e*u?(2,t) =0, € Q= (a,b), t>0. (3.1.2)

By using the variation-of-constant formula and noting v = d,u, we get the solution of

NKGE (3.1.2) near t = t,:

u(t, + s) =cos((V)s)u(t,) + (V) tsin((V)s)v(t,)

s (3.1.3)
— & [(V) sin((V)(s — 0))"(6)db,

where f(0) := u3(t, + ). Taking s = +7 in (3.1.3) and then summing them up, we

have

ultain) + ultn 1) = 2cos(V))ulta) —=* [ (V)" sin((V)(r = 0)) [f"(6) + F"(~6)] .

(3.1.4)

Then, we need to use proper quadratures to approximate the integral in . If

the Gautschi-type quadrature |6, 9} |61} 64} |65} 67, 73] is applied, we have the following
Gautschi-type EWI method

o {COS(<V>T)¢ HEO(O) =6 =0
—u" 4 2cos((V)T)u™ — 2G", n > 1,
where
G" = e*(V)?[1 — cos({V)7)] (u™)?, n >0. (3.1.6)

Another way to approximate the integral in (3.1.4)) is using the standard trapezoidal
rule, i.e., the EWI with Deuflhard-type quadrature [46, |47, 71}, [165]

il _ { cos((V)1)p + (V) sin((V)7)y — D°, n=0, (3.1.7)

—u" "t + 2cos((V)T)u™ —2D", n > 1,

where
2

D" = 5 (V) tsin({V)7)(u™)?, n>0.
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3.2 The EWI-FP method and its stability

In this section, we show the numerical scheme and its analysis of the EWI with
Gautschi-type quadrature Fourier pseudospectral (EWI-FP) method. For the EWI
with Deulthard-type quadrature Fourier pseudospectral method, the full-discretization
is similar and we omit the details here for brevity. We use the same notations for the
semi-implicit FDFP method in Chapter 2.

We want to find

up(z,t) = 3 (uan), )™= €Yy, z€Q, >0, (3.2.1)
€T

such that
Ouung (7, 1) — Opgins (,1) +ups(w, ) + 2 Pasf(ups(7,8)) =0, z€Q, t>0, (3.2.2)

with f(v) = v3.
Denote (uf},), and u};(x) be the approximations of (uas),(t,) and up(z,t,,), respec-
tively. Choosing u%,(z) = (Py¢)(z), a Gautschi-type exponential integrator Fourier

spectral (EWI-FS) method for discretizing the NKGE (2.1.1]) via (3.1.5) is to update

the numerical approximation ulj;'(z) € Yy (n > 0) as

aF) = 3 %/?l)lei“l(x_“)> r€Q, n>0, (3.2.3)
€T
where
@I pz&ziQ\l”Vl + rl@l’ Le EW’\ (3.2.4)
(uﬁjl)z = _(U7J\L4_1)l +2pi(uly), + 2n(f (i) L€ Ty 21,
with

G =1+, (3.2.5)

and the coefficients defined as

sin(7¢;) . e2(cos(1¢) — 1)
a ¢ '

Similar to the FDFS method, due to the difficulty of computing the integrals in

(3.2.4)), we need to choose u,(x) as the interpolation of ¢(z), i.e., ul,(x) = (Inr9)(z),

pr=cos(TQ), @ = (3.2.6)

68



CHAPTER 3. ERROR ESTIMATES OF AN EXPONENTIAL WAVE
INTEGRATOR

and approximate the integrals in by a quadrature rule on the grids. Let uj be the

approximation of u(x;,t,) and denote u? =¢(z;)(j=0,1,--- ,M). Forn=0,1,---, a

Gautschi-type exponential integrator Fourier pseudospectral (EWI-FP) discretization

for the NKGE (2.1.1]) is

Wt = S gpttemtmma 5 =0,1,--- M, (3.2.7)
l€Tm

where

—_—

U =py+ ai + (), 1€ T, (3.2.8)
aptt = =yt 2py + 2n(f(ur),, L€ Tu, n>1,
with the coefficients p;, ¢, and r; are given in (3.2.6)).
The EWI-FP — is explicit, time symmetric and easy to extend to 2D and
3D. The memory cost is O(M) and the computational cost per time step is O(M In M).

Let Ty > 0 be a fixed constant and 0 < § < 2, and denote

o = o B 0l 29
where ||ul[j~ = [Juax |u;| for u € Xy According to the standard von Neumann
<j<M-

stability analysis, we can conclude the stability results of the EWI-FP (3.2.7))-(3.2.8])
for the NKGE ([2.1.1)) in the following lemma.

Lemma 3.2.1. (stability) For any 0 < e <1, the EWI-FP (3.2.7)-(3.2.8) is condition-
ally stable under the stability condition

2h
0<7< . h>0. (3.2.10)

Proof. Replacing the nonlinear term by f(u) = e20.u and plugging

n—1 __ 77 2ijln/M |, n __ 77 2ijln/M | n+l __ 277 2ijlm /M
upm =2 e =D Gle U= ) &l )
€T leTm €T

into (3.2.8) with & the amplification factor of the [th mode in phase space, we obtain

the following characteristic equation
§-206+1=0, 1€Tu, (3.2.11)
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with

2 B 2
0, = cos(7¢;) + c UmaX(COSQ(TQ) D =1- (28 Ugmax + 2) sin? (;Q) , e T
i

Since the characteristic equation (3.2.11)) implies & = 6; + /67 — 1, it indicates that
the stability of the EWI-FP (3.2.7)-(3.2.8) amounts to

Gl <1 = 6| <1, €T (3.2.12)

Noticing sin(z) < x for z > 0, under the condition (3.2.10]), we have

2520max TCZ 2520max TCI 2
0< 2 |sin® [ — ) < 2] =] <2 3.2.13
(g ee)o (F) < (=) (F) <2 oom
which immediately leads to the conclusion. O

Remark 3.2.1. The stability of the EWI-FP - is related to oyay, dependent
on the boundedness of the [*° norm of the numerical solution u™ at the previous time
step. The error estimates up to the previous time step could ensure such a bound in the
[ norm, by making use of the discrete Sobolev inequality, and such an error estimate
could be recovered at the next time step, as given by the Theorem presented in
Section 3.3.

3.3 Error estimates for EWI-FP

In this section, we will rigorously establish the uniform error bounds of the EWI-FS

B23)-(B24)/EWLFP (327)-(3-23) for the NKGE (LI) up to the time ¢ = Ty/e’

with 0 < 5 < 2. Motivated by the results in [43] 88|89, [118] and references therein, we
assume that there exists an integer mgy > 1 such that the exact solution wu(z,t) of the

NKGE (2.1.1) up to the time T. = Tp/e” with 8 € [0,2] and Ty > 0 fixed satisfies
u(z,t) € L ([0, 7.]; L2 N Hy ™) | (e, t) € L ([0, T2, W)
Opu(x,t) € L™ ([O,Ta]; Hl) ,
”u(x’t)HLoo([QTE];LoomHZTO“) S 1, ||atu($at)’|L°°([0,Ts];W1’4) S 1,

||3ttu(a7>t)HL‘”([O,Ts];Hl) 5 L
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Under the assumption (D), we let

My = max {[[u(z, t)l|= oz + 10ru(@, llz=qo.rpz=} $ 1,

My:= sup |v* <1
v#£0,|v|<1+M;

r<mind 2, mh , (3.3.1)
8 3\/n2 + h2(1L + M)

we can establish the following error bounds of the EWI-FS (3.2.3)-(3.2.4).

Assuming

Theorem 3.3.1. Let u},(x) be the approzimation obtained from the EWI-FS (3.2.3)
-(3.2.4)), under the stability condition (3.2.10), the assumptions (D) and (3.3.1), there

exist constants hg > 0 and 19 > 0 sufficiently small and independent of €, such that for

any 0 <e<1and0< B <2, when 0 < h < hgy, 0 <7 <79, we have

lu(x, t,) — uly ()]s S AT 127872 5 =0,1,

T

[uhr (@)L <14 My, 0<n <

Remark 3.3.1. (1). The EWI-FS (3.2.3)-(3.2.4) is a semi-discretization to the NKGE
(2.1.1)), while the EWI-FP (3.2.7)-(3.2.8) is a full-discretization. The error estimates

for the EWI-FP (3.2.7)-(3.2.8)) are quite similar as those in Theorem and we omit
the details here for brevity.

(2). In 2D/3D case, Theorem is still valid under the technical condition
7 <1/Cy(h), where Cy(h) = 1/|Inh| for d = 2; and resp., Cy4(h) = h*/? for d = 3.

These results are very useful in practical computations on how to select mesh size

and time step such that the numerical results are trustable. The error bounds indicate

that the e-scalability of the EWI-FS(3.2.3)-(3.2.4) /EWI-FP (3.2.7)-(3.2.8)) up to the

time at O(¢7) is uniform in terms of ¢ and should be taken as:
h=0(1), 7=0(), forany 0<e<1 and 0<p <2

Proof of Theorem|3.5.1. The key points of the proof are to deal with the nonlinearity

and overcome the main difficulty for obtaining the uniform bound of the solution u},(z),
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ie., [[uf;(x)]lr~ S 1. Since the EWI-FS (3.2.3)-(3.2.4]) is explicit and the nonlinear

term only depends on the previous steps, we adapt the energy method with suitable
“energy” combined with the method of mathematical induction, which is widely used in
the literature [4} 9, |10, [L1]. The nonlinear part is controlled by the L* norm of the
error functions from previous steps by means of the discrete Sobolev inequality and
inverse inequality.

The exact solution of the NKGE (2.1.1)) can be written as
u(z,t) =Y t)e==  reQ, t>0, (3.3.3)
lez
where @;(t)(l € Z) are the Fourier transform coefficients of w(z,t). Similar to the

derivation of (3.1.3)-(3.1.4), for [ € Z, we have

—~ 1 2
W (1) = ¢reos(7¢) + 7 Smgg) _ zl/o FY(w)sin(G(T — w))dw, (3.3.4)

and for n > 1,

W(tnsr) = —Ti(tn1) + 2 cos(TC)(t,) — — /0 T, (@) sin(G(r — w))dw,  (3.3.5)

where

— —

(F1)(w) = ' (~w) + F'(w),  F'(w) = (f(w),(tn +w). (3.3.6)

For0 <n< TOE_B/T, denote the “error” function

() = Part(e, ) — () = 32 Apene, 5 e D, (33.7)
LE€TM

with 7 = @(t,,) — (v};);, | € Ta. By the assumption (D) and triangle inequality, we

have
Ju(a, tn) — uiyy(@)|ls < [Julz, tn) — Pyulz, to) s + 10" (@)l S 2075 4 " ()]s

Thus, we only need to estimate ||n"(z)]|s for 0 < n < Tpe P /7.
Now, we proceed to prove the error bounds in (3.3.2) by employing the energy
method combined with the method of mathematical induction in the following three

main steps.
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error” function. Define the local truncation errors
Eti(z) for 0 <n < Tpe /7 — 1 as

Step 1. The growth of the “

£n+1(x) _ Z ganrleiHl(I*a)

; (3.3.8)
lE€TMm
with
é} = y(T) —plngﬁl —qv — rl / I/Vl ) sin(G (7 — w))dw,
I = () + U(taer) — 20000 (t) — 27“z(f( u)),(tn),
2
_ ‘z / Wt (w) sin(G(r — w))dw, 1<n < Tpe ?/r -1,
!
where

_ F’Ow—Tw\, L€ Ty, n=0,
Wit (w) = =t f)l " (3.3.9)
(F1),(w) —2F0), 1€Ty, 1<n<Te?/r—1,
and the coefficients p;, ¢; and r; are given in (3.2.6)).
For each [ € Ty, subtracting (3.2.4]) from (3.3.4))-(3.3.5]), we obtain the equation for

the “error” function 7™ as

ot = —art + 2cos(TQ)A + f”“ + X 1< n < Tee ?/r — 1,
. (3.3.10)
771 = 07 q] fl )

and the nonlinear term errors X" (z) € Yy with

2¢%(1 — ~ ~
X\In—i-l o € ( (;OS<TQ))V7L+17 Vn+1

C l 7= (fuiy)), — F(0). (3.3.11)

Step 2. Estimates for the cases n = 0 and n = 1. From the discretization of the

initial data, i.e., u3,;(z) = Py ¢(z), we have

lu(e,t = 0) = uly(@)lls = ¢ = Pudlls S R luf(2)|z= < CR™ + M.

Therefore, there exists a constant hy > 0 sufﬁciently small and independent of ¢ such

that, when 0 < A < hy, the error estimates in are valid for n = 0.
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Since the calculation for the first step (n = 1) is different from others, we investigate

the first step separately. Under the assumption (D), we get

16— )l = [ 1w, 0) — (e, )P

< 9M22/ lu(x,0) — u(z,w)|*ds

b w 2
_ a2
= 9M; ; /0 Osu(x, s)ds| dx (3.3.12)
b w
< 9M22/ w/ |0su(x, s)|*dsdx
a 0
< IMGw?(|Opul-, )| T oo (0,122
< W, 0<w<T
Similarly, we have ||¢® — u?(-,w)[F Sw? 0<w < T
Under the condition (3.3.1)), we get
1
0<7¢ < %, 5 os(¢T) <1, 0<sin(@(r —w)) <sin(@r)<1l, 0<w<T
Noticing 7} = & and the definition of &, by the Hélder inequality, we obtain
2
/ W (w) sin(¢ (7 — w))dw
<e / sin(Gu(r — w))dw - [ [} ()| sin(G(r — w))dw
0 . 0 (3.3.13)
T 2

< ret {1 - COS(QT)} sinfar) I/Vll(w)’ dw.

ar Jo
1, M= 2
< —7¢ / W, (w)‘ dw.
2 0

Multiplying both sides of the above equalities by (1 + x7)® and then summing up for

l € Tur, the Parseval’s identity equality, triangle inequality, (3.3.9) and (3.3.12)) lead to

I @ < 57t 3 (14 4)° /OT\W;(W)\%W

l€Tm
1 _— |2
27—841;1 1+Nz / ‘ = (f(¢)),| dw
Sret [MI(ow) — 672

<7t s=0,1.
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Thus, we immediately can obtain
(e, 1) — ubg @)y < (e, t) = PartCe, 00, + I} (@) s S B 4 2272

By the triangle inequality and inverse inequality, there exist hy > 0 and 7 > 0
sufficiently small such that when 0 < h < hy and 0 < 7 < 7, we have

[uns ()| < 1+ M. (3.3.14)

Therefore, the estimates in are valid when n = 1.

Step 3. Estimates for the cases 2 < n < Toe ? /7. Assume that the estimates in
are valid for all 1 <n <m < TO&'_’B/T — 1, then we need to prove that they are
still valid when n =m + 1.

On the one hand, under the assumption (D), by the Holder inequality, we have
1202 (- tn) — u? (-, ty — w) — U3 (-, ty + w) |2

2
dx

c Opgu® (2, t,, + 0)dOds
0 —S

b w s
§/w/2$/
a 0 —s

< /“ 2ws / (903190, to + 0)[|* + 36 M| Bpul-, £ + 0)][4:) dds
0 —s

o> (2, 1, + 9)‘2 dfdsdzx

(3.3.15)

w' {Hatu('vt)H%OO([O,TE];L‘*) + H&ftu<'?t)”%w([O,TE];LQ)}
< i

S7, 0fw< T
Similarly, we have ||u3(, ¢, — w) +u3(-,t, + w) = 2u3(, )P <7 0<w < 7.
On the other hand, noticing the definitions of 5”“ and Y7, similar to (3.3.13)), we

have

2

l”“ / W (w) sin(G (1 — w))dw
G (3.3.16)

2

< 7e [1 — cos(7() / ‘I/Vl”“(w)’ dw, 1€ Ty, 1<n<m,
0
2
R = 2¢(1 — cos(7G1)) ‘7ln+1
G
2

(3.3.17)

= 222‘7/”1 /OT sin(( (1 — w))dw

o2
< r2et {1 - cos(TQ)] ‘Vl”“ , leTy, 1<n<m.
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Multiplying the above inequalities with (1 4+ p?)*(s = 0,1) , dividing them by
1 — cos(7¢;) and then summing up [ € Ty, for 1 < n < m, the Parseval’s identity
equality, triangle inequality,(3.3.9)), (3.3.11)) and (3.3.15)) lead to

Z 1(1+N1 ‘£n+1‘

Ty cos(7¢;)

4 e 2
< e l% (1+Hz> / ’W+ )‘ dw (33.18)

<72t [Tt — )+ ) — 207 1) 2
0

< 7ot

(1+ H?)S ~n—+1 < 2 4
—_ € (1+
l% 1 — cos(7() ‘Xl ‘ ’ 162724 ) ‘

S el () — (ui)3 (3.3.19)
< Myl t) — iyl
< 724 (h1+mo—s +€2—57_2)2‘
Define the “energy” function as
012 | |ang]? co8(TC) i1 ~n|?
= > & &=+ I+ | +1—(C)‘m —arl | (33.20)
€Ty COSITSL
For n = 0, we have

T4+ p?) |2 s [T 2
& = ) o < et 1+ 7 / WHw)| dw < 7%t
ZEZT;W 1 — COS(TQ) ‘nl ‘ IEZTEW ( Nl) 0 ‘ l ( )‘

Noticing 0 < 8 < 2, multiplying both sides of (:3.10) by (1 + p2)" (77" — "),
dividing it by 1 — cos(7(;) and summing up for [ € Ty, the Young’s inequality and
(3.3.16))-(3.3.19) result in

er—grts v (g g — g

et 1 —cos TC
]' + Ml n+l 2 B |=n ~n—1 2
_lezT: — cos(1¢;) <2€ ‘77 ’ ‘ 2 T)m — ‘

+7 ‘€n+1 A?+1‘ >
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4P cos(T¢ n |2 12
<> —l)(lﬂn (\77 o |- A )

17y 17 Cos(7Q)

n Z 2(1 + p)° (’fn-{—l’ ‘An—i-l‘ )

&, e°7(1 = cos(1Q))

2

< 4ePr (8” + E"’1> + Cet P (h”mo’s + 72) ., 1<n<m,
where the constant C' is independent of A, 7 and . Summing the above inequality for
n=1,2,---,m, and noticing the condition 7 < 1/8, we get

m—1 9
EMSE + TN EN 4 Tyt (hHmo—s + 72) . 1<m<Tee?/r—1. (3.3.21)
n=0

Hence, the Gronwall’s inequality suggests that there exists a constant 7 > 0 sufficiently

small, such that when 0 < 7 < 75, the following holds for 1 < m < Toe # /7 — 1,
2 2
gm S 80 + 84725 (hlerofs + 7_2) SJ 84725 (hlerofs + 7_2) ) (3322)
Recalling the definition of £™ in ([3.3.20)), for 1 < m < Tye /7 — 1, we can obtain the
error estimate

I™ S = 32 (L4 p)°

l€Tm
by combining (3.3.20)) with the Parseval’s identity equality and ((3.3.22), which immedi-
ately concludes that the first inequality in is valid for n =m + 1.

Lastly, we have to prove the error estimate of Hum“( Mg for 1 <m < Tpe™?/7—1.

2
,;\]lm—i-l‘ < gm § g4—25 (h1+mo—s —|—T2> 7

In fact, the inverse inequality and triangle inequality will imply that there exist hg > 0

and 73 > 0 sufficiently small such that when 0 < h < hg and 0 < 7 < 73, we have
lufr (@) e < fu(@, timi) = uip™ (@)oo + [[u(@, tis) [z < 1+ M.

Overall, under the choice of hg = min{hy, ho, hg} and 79 = min{7, 7, 73}, the proof of

Theorem [3.3.1] is completed by the method of mathematical induction. O

3.4 Extensions to other spatial discretizations

For comparisons, we also introduce the exponential wave integrator finite difference
(EWI-FD)/exponential wave integrator fourth-order compact finite difference (EWI-
4¢FD) method which is based on applying finite difference/fourth-order compact finite
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difference to spatial discretization followed by the Gautschi-type exponential wave
integrator in temporal discretization [9) 57].
Let u;(t) be the approximation of u(z;,t) for j =0,1,---, M. Applying the finite
difference to discretize the NKGE (2.1.1)) in space, we get
d2
S (t) = Buy(t) £ ) + (D) =0, G=01 M—1, (341)
with ug(t) = up(t) and u_y(t) = upr_1(t). Let U(t) = (uo(t),ur(t), -+ ,up—1(t))" and
FU#)) = (f(uo(t)), f(ur(t)), -+, fluar—1(¢)))T, then the above ODEs (3.4.1]) can be

rewritten as

U'(t)+ BU(t) +*F(U(t)) =0, t>0, (3.4.2)

where B is an M x M matrix independent of ¢. Since the matrix B is normal, there

exists an orthogonal matrix P and a diagonal matrix A such that
B =P 'AP.
Let V(¢) = PU(t) and multiply P to both sides of (3.4.2), we obtain
V') + AV (t) +2PF(U(t) =0, t>0. (3.4.3)

We can also use the Gautschi-type exponential wave integrator to discretize the above
second-order ODEs. We omit the details here for brevity and the scheme of the EWI-FD
is the same as just replacing y; in by A; defined in ([2.3.15)).

For the EWI-4cFD method, the idea is the same as that of the EWI-FD method
and replace the matrix B in by the normal matrix A~! defined in (2.6.11)). By
the definition of the fourth-order compact operator, the scheme of the EWI-4cFD can
be obtained straightforwardly by replacing y; in by

Al
J1— h2X2/12

Similar to the stability analysis of the EWI-FP method, we have the following
stability results for the EWI-FD and EWI-4cFD methods.

Vv =

(3.4.4)
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Lemma 3.4.1. (stability) For any 0 < ¢ < 1, the EWI-FD is conditionally stable under
the stability condition

2h
0<r< . h>0, (3.4.5)

T A P21+ o)

and the EWI-4cFD method is conditionally stable under the stability condition

2h
0<7< . h>0. (3.4.6)

T 6+ 221+ )

Proof. We only need to replace y; in (3.2.5) by A; defined in (2.3.15)) for the EWI-FD
method and v; defined in (3.4.4) for the EWI-4cFD and the stability claim follows

immediately. O]

Assume that the exact solution of the NKGE (2.1.1)) up to the time T, = Tp/e?

satisfies
u(z,t) € C? ([0, T} L) N C* ([0, T2} L) N C ([0, 7], W) |

(E) [u(@, )| Lo o13i22) + |1Oaawaaate(@, )| Lo o 1pie) S 1,
10vu(z, D)l Leoryze) S 1, NOuule, )l L=(or)L~) S 1,

then we have the following error estimates for the EWI-FD and EWI-4¢cFD methods:

Theorem 3.4.1. Let uj be the approzimation obtained from the EWI-FD, under the

stability condition (3.4.5)), the assumptions (E) and (3.3.1)), there exist constants hg > 0
and 19 > 0 sufficiently small and independent of €, such that for any 0 < e <1 and
0<3<2, when 0 < h < hgy, 0 <7 <719, we have

h2 2 T0/€B

le"lle S 25+ futfie <14 M, 0<n < : (3.4.7)
T
where
e = (eg el ,en)”, with € =u(x;,t,) —ul, 0<j<M, n>0
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Theorem 3.4.2. Let u} be the approzimation obtained from the EWI-4cFD, under the
stability condition , the assumptions (E) and , there exist constants hg > 0
and 19 > 0 sufficiently small and independent of €, such that for any 0 < e <1 and
0<3<2, when 0 < h < hgy, 0 <71 <719, we have

ht T /B
le*llee S =5 + 2872 e <1+ My, 0<n< o/e” (3.4.8)
T

Proof. Follow the analogous proof to Theorem [3.3.1] and we omit the details here for
brevity. O]

3.5 Numerical results and comparisons

In this section, we present the numerical results of the above EWI methods for
the NKGE to support our error estimates and compare the results of different
spatial discretizaitons. We begin with the numerical test for the EWI-FP (3.2.7)-(3.2.8).
In our numerical experiments for the EWI-FP method, we choose the initial data as

1

#z) = 2 + cos?(x)

and ~y(x) =sin(z), =€ (0,2n). (3.5.1)

The ‘exact’ solution u(x,t) is computed by the time-splitting Fourier pseudospectral
method with a very fine mesh size h, = 7/32 and a very small time step 7, =5 x 1074
Denote uj . as the numerical solution at ¢ = ¢, by the EWI-FP (3-2.7)-(3-2-8) with
mesh size h and time step 7. The errors are denoted as e(z,t,) € Yy with e(x,t,) =
u(x,t,) — In(uj ) (). In order to quantify the numerical results, we measure the H'
norm of e(+, t,).

The numerical computation is carried out on a time interval [0, Ty /”] with 0 < 3 < 2
and Ty > 0 fixed. Here, we also study the following three cases with respect to different
B:

Case 1. Fixed time dynamics up to the time at O(1), i.e., 8 = 0;

Case II. Intermediate long-time dynamics up to the time at O(e71), ie., 8 = 1;

Case III. Long-time dynamics up to the time at O(¢72), i.e., 8 = 2.
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lle(-, 1/e9)|1 ho = 7m/2 ho/2 ho /22 ho/23

go=1 4.05E-2 8.80E-3 1.53E-4 7.19E-8

£0/2 4.78E-2 8.48E-3 1.58E-4 2.37E-8

B=0 £0/22 5.17E-2 8.36E-3 1.59E-4 1.15E-8
£0/23 5.28E-2 8.33E-3 1.59E-4 1.00E-8

0/2* 5.31E-2 8.32E-3 1.59E-4 9.89E-9

go=1 4.05E-2 8.80E-3 1.53E-4 7.19E-8

£0/2 3.98E-2 6.27E-3 5.61E-5 4.19E-8

p=1 £0/22 1.57E-2 8.14E-3 1.33E-4 4.03E-8
£0/23 1.02E-2 3.17E-3 2.82E-5 1.08E-8

£0/2* 6.08E-3 3.44E-3 1.41E-5 1.98E-8

go=1 4.05E-2 8.80E-3 1.53E-4 7.19E-8

£0/2 4.04E-2 8.46E-3 1.40E-4 9.30E-8

p=2 £0/2? 6.12E-2 4.18E-3 1.57E-5 6.90E-8
£0/2° 1.01E-1 3.25E-3 1.45E-4 1.35E-7

£0/2* 6.05E-2 1.31E-3 1.34E-4 4.16E-7

Table 3.1: Spatial errors of the EWI-FP (3.2.7)-(3.2.8) for the NKGE (22.1.1]) with initial
data (3.5.1)) and different g or e.

The errors are displayed at t = 1/ with different € and 8. In order to test the
spatial errors, we fix the time step as 7 = 5 x 10~* such that the temporal error can
be ignored and solve the NKGE (2.1.1]) under different mesh size h. Table depicts
the spatial errors for 5 =0, § = 1 and 8 = 2. Then, we check the temporal errors
for different 0 < e <1 and 0 < 8 < 2 with different time step 7 and a very fine mesh
size h = m/32 such that the spatial errors can be neglected. Tables show the
temporal errors for 5 =0, f =1 and g = 2, respectively.

From Tables B.IH3.4] and additional similar numerical results not shown here for
brevity, we can draw the following observations on the EWI-FP — for the
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le(-,1/eM)]y 0=02  75/2 70,/22 70/23 70/24 70/2°
g0 =1 459E-2 1.13E-2 2.82E-3 7.04E-4 1.76E-4 4.37E-5

order - 2.02 2.00 2.00 2.00 2.01
£0/2 1.48E-2 3.66E-3 9.11E-4 2.27E-4 5.68E-5 1.41E-5
order - 2.02 2.01 2.00 2.00 2.01
£0/2? 4.00E-3 1.00E-3 2.49E-4 6.23E-5 1.55E-5 3.86E-6
order - 2.02 2.01 2.00 2.01 2.01
£0/23 1.04E-3 2.56E-4 6.39E-5 1.59E-5 3.98E-6 9.89E-7
order - 2.02 2.00 2.01 2.00 2.01
go/24 261E-4 6.44E-5 1.61E-5 4.01E-6 1.00E-6 2.49E-7
order - 2.02 2.00 2.01 2.00 2.01
go9/2° 6.53E-5 1.61E-5 4.02E-6 1.00E-6 2.51E-7 6.23E-8
order - 2.02 2.00 2.01 1.99 2.01

Table 3.2: Temporal errors of the EWI-FP (3.2.7)-(3.2.8) for the NKGE ([2.1.1]) with
B = 0 and initial data ([3.5.1)).

NKGE up to the time of the order of O(¢™#) with 0 < 3 < 2:

(i) In space, the EWI-FP (3.2.7)-(3.2.8) is uniformly and spectrally accurate for any
0<e<land0< <2 (cf. each row in Table and the spatial errors are almost
independent of & (cf. each column in Table [3.1)).

(ii) In time, for any fixed ¢ = g5 > 0, the EWL-FP (3.2.7)-(3.2.8) is uniformly
second-order accurate (cf. the first rows in Tables |3.243.4]), which agree with those
results in the literature. In addition, Tables |3.2 illustrate that the error bounds of
temporal discretization for the EWI-FP (3.2.7)-(3.2.8)) uniformly behave like O(e*?)
for the fixed time dynamics up to the time at O(1), i.e., 5 = 0 (cf. each row and column
in Table[3.2)), and O(e7?) for the intermediate long-time dynamics up to the time of
the order of O(e7!), i.e., B =1 (cf. each row and column in Table[3.3)), and resp. O(7?)
for the long-time dynamics up to the time of the order of O(¢7?%), i.e., 8 = 2 (cf. each

row and column in Table [3.4]). In summary, our numerical results confirm the error
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le(-,1/eM)]y 0=02  75/2 70,/22 70/23 70/24 70/2°
g0 =1 459E-2 1.13E-2 2.82E-3 7.04E-4 1.76E-4 4.37E-5

order - 2.02 2.00 2.00 2.00 2.01
£0/2 1.30E-2  3.22E-3 8.04E-4 2.01E-4 5.02E-5 1.25E-5
order - 2.01 2.00 2.00 2.00 2.01
£0/2? 5.76E-3 1.43E-3 3.56E-4 8.90E-5 2.23E-5 5.57E-6
order - 2.01 2.01 2.00 2.00 2.00
£0/23 2.30E-3 5.72E-4 1.43E-4 3.57E-5 8.92E-6 2.23E-6
order - 2.01 2.00 2.00 2.00 2.00
go/24 1.66E-3 4.11E-4 1.03E-4 2.56E-5 6.41E-6 1.60E-6
order - 2.01 2.00 2.01 2.00 2.00
go9/2° 4.18E-4 1.04E-4 2.59E-5 6.48E-6 1.62E-6 4.05E-7
order - 2.01 2.01 2.00 2.00 2.00

Table 3.3: Temporal errors of the EWI-FP (3.2.7)-(3.2.8)) for the NKGE ([2.1.1]) with
B =1 and initial data ((3.5.1)).

bounds in Theorem and demonstrate that they are sharp.
For the EWI-FD and EWI-4cFD methods, we show the numerical results at ¢t = 1/¢?
with the initial data

3 3

¢(x) = 5 en?(2) y(z) = TTeor@) ° e (0,2m). (3.5.2)

The ‘exact’ solution is computed by the time-splitting Fourier pseudospectral method
with a very fine mesh size h, = 7/2'3 and a very small time step 7. = 107%. Denote
ujp , as the numerical solution at ¢, obtained by the EWI-FD/EWI-4cFD method with
mesh size h and time step 7. In order to test the numerical results, we define the error
function as follows:

enr(tn) = llul-; tn) — up |2
From Tables 3.5H3.8 for the EWI-FD and EWI-4cFD methods and additional similar

numerical results not shown here for brevity, we can draw the following observations:
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le(-,1/eM)]y 0=02  75/2 70,/22 70/23 70/24 70/2°
g0 =1 459E-2 1.13E-2 2.82E-3 7.04E-4 1.76E-4 4.37E-5

order - 2.02 2.00 2.00 2.00 2.01
£0/2 3.17E-2 7.83E-3 1.95E-3 4.88E-4 1.22E-4 3.04E-5
order - 2.02 2.01 2.00 2.00 2.00
£0/2? 2.51E-2 6.23E-3 1.55E-3 3.88E-4 9.70E-5 2.42E-5
order - 2.01 2.01 2.00 2.00 2.00
£0/23 3.28E-2 8.14E-3 2.03E-3 5.08E-4 1.27E-4 3.17E-5
order - 2.01 2.00 2.00 2.00 2.00
go/24 2.50E-2 6.23E-3 1.56E-3 3.89E-4 9.72E-5 2.43E-5
order - 2.00 2.00 2.00 2.00 2.00
go9/2° 2.88E-2 T717TE-3 1.79E-3 4.47E-4 1.12E-4 2.79E-5
order - 2.01 2.00 2.00 2.00 2.01

Table 3.4: Temporal errors of the EWI-FP (3.2.7)-(3.2.8) for the NKGE ([2.1.1]) with
B = 2 and initial data ((3.5.1)).

(i) In time, for any fixed € = g9 > 0 or in the long-time regime (8 = 2), the EWI-FD
and EWI-4cFD methods are both uniformly second-order accurate (cf. each row in
Tables |3.6§43.8) and the temporal errors are almost independent of € (cf. each column
in Tables [3.6&43.8]).

(ii) In space, for the long-time regime, i.e. 5 = 2, the second order convergence of
the EWI-FD method can be observed only when 0 < h < e (cf. upper triangles above
the diagonals (corresponding to h ~ ¢, and being labelled in bold letters) in Table .
For the EWI-4cFD method, the second order convergence can be observed only when
0 < h < e'? (cf. upper triangles above the diagonals (corresponding to h ~ /2, and
being labelled in bold letters) in Table

The above numerical results confirm our error estimates for the EWI-FD and
EWI-4cFD methods.

Comparing the EWI-FP, EWI-FD and EWI-4cFD methods, the temporal errors are
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€h776(t = 1/62) ho = 7T/32 h0/2 h0/22 h0/23 h0/24 h0/25

go=1 1.84E-3 4.63E-4 1.16E-4 290E-5 7.24E-6 1.81E-6
order - 1.99 2.00 2.00 2.00 2.00
€0/2 7.86E-3  2.01E-3 5.04E-4 1.26E-4 3.16E-5 7.89E-6
order - 1.97 2.00 2.00 2.00 2.00
£0/2? 2.28E-2  6.01E-3 1.51E-3 3.79E-4 947E-5 2.37E-5
order - 1.92 1.99 1.99 2.00 2.00
g9/23 1.40E-1 3.28E-2  8.44E-3 2.12E-3 5.32E-4 1.33E-4
order - 2.09 1.96 1.99 1.99 2.00
go/2* 4.31E-2 757E-2  1.37E-2  3.84E-3 1.00E-3 2.53E-4
order - -0.81 247 1.83 1.94 1.98

Table 3.5: Spatial errors of the EWI-FD for the NKGE (2.1.1)) with 5 = 2 and initial
data (3:5.2).

uniformly second-order accurate in the long-time regime, which agree with the claim
that the temporal resolution capacity of the Gautschi-type exponential wave integrator
for wave-type equation is independent of the spatial discretization in the literature [9,
66]. For the spatial discretization, the errors of the finite difference methods depend
on the small parameter € € (0, 1]. The spatial resolution capacity of the EWI-4cFD
method is better than that of the EWI-FD method, which means that the EWI-4cFD
method needs less mesh grids in space than that of the EWI-FD to get the same errors.
While the error of the spectral method is uniform which performs best among these

three methods, especially when 0 < ¢ < 1.
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INTEGRATOR
enr (t=1/e%) 15=02 79/2 T0/22 T0/23 70/24 T0/2°
gg=1 2.13E-2 4.84E-3 1.19E-3 2.95E-4 7.35E-5 1.84E-5
order - 2.14 2.02 2.01 2.00 2.00
£0/2 9.05E-3 2.03E-3 5.04E-4 1.26E-4 3.13E-5 7.75E-6
order - 2.16 2.01 2.00 2.01 2.01
60/22 1.46E-2 3.74E-3 9.35E-4 2.34E-4 5.84E-5 1.46E-5
order - 1.96 2.00 2.00 2.00 2.00
60/23 2.24E-2 5.59E-3 1.40E-3 3.49E-4 &.70E-5 2.17E-5
order - 2.00 2.00 2.00 2.00 2.00
80/24 1.27E-2 3.16E-3 7.91E-4 1.98E-4 4.94E-5 1.27E-5
order - 2.01 2.00 2.00 2.00 1.96

Table 3.6: Temporal errors of the EWI-FD for the NKGE (2.1.1)) with 8 = 2 and initial

data (3.5.2).

enr (t =1/%) hy=7/8 ho/2 ho /22 ho /23 ho/2*
gg=1 4.44FE-3 2.82E-4 1.71E-5 1.06E-6 6.65E-8
order - 3.98 4.04 4.01 3.99
go/22 2.34E-2  3.46E-3 2.03E-4 1.25E-5 7.97E-7
order - 2.76 4.09 4.02 3.97
/24 7.01E-2  1.54E-2 197E-3 1.35E-4 8.40E-6
order - 2.29 2.97 3.87 4.01
g0/2° 2.25E-1  1.93E-1 5.06E-2 297E-3 2.17TE-4
order - 0.22 1.93 4.09 3.77

Table 3.7: Spatial errors of the EWI-4cFD for the NKGE ([2.1.1)) with § = 2 and initial

data (3:5.2).
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INTEGRATOR
enr(t=1/%) 15=02 79/2 T0/22 70/23 70/24 70/2°
g =1 2.13E-2 4.84E-3 1.19E-3 2.95E-4 7.35E-5 1.84E-5
order - 2.14 2.02 2.01 2.00 2.00
£0/2 9.05E-3 2.03E-3 5.04E-4 1.26E-4 3.14E-5 7.85E-6
order - 2.16 2.01 2.00 2.00 2.00
£0/2? 1.46E-2 3.74E-3 9.35E-4 2.34E-4 5.85E-5 1.46E-5
order - 1.96 2.00 2.00 2.00 2.00
go/23 2.24E-2 5.59E-3 1.40E-3 3.49E-4 &.72E-5 2.18E-5
order - 2.00 2.00 2.00 2.00 2.00
go/24 1.27E-2 3.16E-3 7.91E-4 1.98E-4 4.95E-5 1.24E-5
order - 2.01 2.00 2.00 2.00 2.00

Table 3.8: Temporal errors of the EWI-4cFD for the NKGE (2.1.1)) with 8 = 2 and

initial data (3.5.2)).
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Chapter 4

Error Estimates of Time-Splitting Meth-
ods

In this chapter, we are going to study another popular numerical integrator: the time-
splitting method for temporal discretization [17, 47, 81, (102, [159]. We first reformulate
the NKGE into a relativistic nonlinear Schrodinger equation (NLSE) and then
adapt the time-splitting methods to discretize it [12]. The key idea of the method is
splitting the relativistic NLSE in a proper way such that the linear part can be solved
exactly in phase space and the nonlinear part can be integrated exactly in physical
space |14, |15].

We begin with recalling the construction of a time-splitting integrator for a general

equation in the form [47, (109, |136]:
Oy = D(y) = Ay + By, (4.0.1)

where ® is usually a nonlinear operator and the operator-splitting ®(y) = Ay + By
can be quite arbitrary; in particular, A and B can be two non-commutative operators.
We aim to get the approximations y" of the solution at t,, = n7(n =0,1,2,---), where
7 > 0 is the time step. By the Strang-splitting formula [55] |136], the second-order
time-splitting integrator for (4.0.1)), y" ™' = [®5(7)](y"), can be constructed as

1 1
yV =ep(GrAy", Y =ep(rByY, yt = exp(Gr A, (4.0.2)

which is explicit and symmetric, i.e., ®o(7)Po(—7) = 1. It is easy to check that the
approximation error of Strang-splitting is of second order O(72) by the Taylor expansion

and it is possible to construct the time-splitting method with higher order 16, |162].
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In general, the operators A and B can be interchanged without affecting the accuracy

order of the splitting method.

4.1 A relativistic NLSE

Denote u(x,t) = dyu(z,t) and set
Y(x,t) = u(z,t) —i(V) Y(x,t), x€=][a,b], t>0. (4.1.1)

By a short calculation, we can reformulate the NKGE into a relativistic NLSE
in ¢ :=(x,t) as
10 (2, 1) + (V)b(x, t) + < (v+ w)) =0, z€Q, t>0,
bla) = v(bt),  dailat) = p(bt), t>0, (4.12)
w(xv 0) = ¢0($) = 925(5(3) - i<v>_17(‘r)7 LS [CL, b]?

where f(v) = v and ¢ denotes the complex conjugate of 1. After solving the relativistic
NLSE (4.1.2) and noticing (4.1.1]), we can recover the solution of the NKGE (2.1.1) by

u(a:,t):;(w(az,t)—i—@b(az,t)), 8tu(a:,t):;((V)w(:c,t)—(VW(a:,t)). (4.1.3)

We remark here that the NKGE ([2.1.1]) can also be reformulated as the following
first-order (in time) PDEs:

Owu(z,t) —a(x,t) =0, x€ (a,b), t>0,

Oy, t) — Oppu(, t) +u(w,t) + e*u?(x,t) =0, =z € (a,b), t>0,
u(a,t) = u(b,t), dyula,t) = Oyu(b,t), t>0,

uw(z,0) = ¢(x), ulx,0)=~y(z), x € [a,b].

(4.1.4)

4.2 Semi-discretization in time by time-splitting method

In order to discretize the NKGE ([2.1.1)) in time by a time-splitting method, we can
first discretize the relativistic NLSE (4.1.2)) by a time-splitting method and then recover
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the solution of the NKGE (2.1.1)) via (4.1.3). In fact, the relativistic NLSE (4.1.2]) can

be decomposed into the following two subproblems via the time-splitting technique |31,

84, [86], [102] [141], [145]
O (z,t) + (Vyh(x,t) =0, =z € (a,b), t>0,
¥(a,t) = (b, t), Opp(a,t) = 0p0(b,t), t >0, (4.2.1)
(x,0) = o(z), = €lab],

and
100 (1) + 52<V>‘1f(;(@/) +¢))(x,t) —0, zelal, t>0,
¥(x,0) = Po(x), x € |a,b].

The linear equation (4.2.1)) can be solved exactly in phase space and the associated

(4.2.2)

evolution operator is given by

G t) = Do) = "My, >0, (4.2.3)
which satisfies the isometry relation

ler(vo)lls = llvolls, s >0, teR.

Recalling that the nonlinear part of (4.2.2)) is real, this implies that 0; (w + @) (x,t) =0

for any fixed o € [a,b]. Thus 1 + ¢ is invariant in time, i.e.,
(¢+9) (@, t) = (v +79) (2.0) = to(x) + Do), z€ab], t>0.  (4.2.4)
Plugging (4.2.4)) into (4.2.2)), we get

i@tw(w,t)JreZ(V)1f<;(wo+¢o)>(a:):0, vefal], t>0.

(4.2.5)
@/J(ZE,O) :¢O(x)7 S [avb]‘
Thus (and (4.2.2))) can be integrated exactly in time as:
V(x,t) = oL (o) i= o(z) + % F(vo(x)), t>0, (4.2.6)
where the operator F' is defined by
1 _
F@)=iV) 6@, G@)=f(5(0+9). (427)
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Let 7 > 0 be the time step and define ¢, = n7 forn = 0,1, . ... Denote ¢ := "(z)
be the approximation of ¢(x,t,) for n > 0, then a second-order semi-discretization of

the relativistic NLSE (4.1.2)) via the Strang-splitting can be given as:
P =8, (M) = 9P o g 0 2 (W), m=0,1,2,..., (42.8)

with % = g = ug — (V)" u;. Noticing (4.1.3) and (4.2.§)), we can get a second-order
semi-discretization of the NKGE ([2.1.1)):
1

1 . R
bl = 2 (wl +9bT), all = 5 (W)l — (V)gll), n=0,1,...,  (4.29)

where u" := u["(z) and w[" := ul"(x) are the approximations of u(x,t,) and du(z,t,)
(n=0,1,2,...), respectively.

We remark here that another way to discretize the NKGE (2.1.1)) in time by a
time-splitting method, which is exactly the same discretization as the one presented
above, is to discretize the NKGE by a time-splitting method. In fact, the NKGE
can be decomposed into the following two subproblems via the time-splitting
technique [47]

Owu(x,t) —u(x,t) =0,
Oyu(x,t) — Opzu(x,t) +u(z,t) =0, x€ (a,b), t>0,

(4.2.10)
u(a,t) = u(b, 1), Oru(a,t) = Ozu(b, 1), t >0,
u(z,0) = ¢(x), u(x,0)=-~(x), x € [a,b),
and
Oyu(z,t) =0,
oyi(z,t) +e*u(x,t) =0, x€a,b], t>0, (4.2.11)

u(z,0) = o(z), u(z,0)=~(x), z€lab]
Similarly, the linear problem (4.2.10)) can be solved exactly in phase space and the

associated evolution operator is given by

u(-,t) . o\ _ cos(t(V))¢ + (V) " sin(t(V))y Cts00 (4212)

(-, 1) g — (V) sin({V))§ + cos(t(V))y
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From (4.2.11), we obtain immediately that u(zx,t) is invariant in time for any fixed

x € |a,bl, ie.,
u(z,t) = u(x,0) = ¢(x), x € [a,b]. (4.2.13)
Plugging (4.2.13)) into (4.2.11)), we get
Owu(z,t) =0,
Opir(x,t) + e*u’(2,0) = 0, € [a,b], t>0, (4.2.14)

u(x,0) = ¢(x), u(x,0)=~(x), =x€lab], t>0.
Thus (4.2.14) (and (4.2.11])) can be integrated exactly in time as:

ul+?) . ? = (¢ . >0, (4.2.15)

-, 1) 7)) \v-t)

Let ul" := ul’(z) and @ := ul"l(2) be the approximations of u(z,t,) and 1(x,t) =
Owu(x,t,) (n=0,1,2,...), respectively, which are the solutions of the NKGE (4.1.4])

(and (2.1.1)). Then a second-order semi-discretization of the NKGE (4.1.4)) (and (2.1.1))
via the second-order Strang-splitting can be given as:

[n+1] [n] [n]
u u T/ /2 u

=S, = x7/? o X7 o X7 ., n=0,1,..., (4.2.16)

n+1) ol il

al

with ul% = ug and 0l% = u;. In fact, it is easy to verify that (4.2.1)), (4.2.2), (4.2.3)) and
are equivalent to (4.2.10)), (4.2.11), (4.2.12) and (4.2.15), respectively. Thus it
is straightforward to get that is equivalent to , and is the same
as (4.2.16)).

Remark 4.2.1. Another second-order semi-discretization of the relativistic NLSE

(4.1.2) can be given as

w[nJrl} — @;/2 o ng’ o g0;/2<w[n]>7 n = 0, 1, 2, e (4217)

which can immediately generate a semi-discretization of the NKGE (2.1.1)) via (4.2.9).

Again, it is easy to check that this discretization is the same as the discretization of the
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NKGE ({4.1.4) (and (2.1.1)) by a similar second-order Strang-splitting as

u[n—‘rl}

@
Uu
= xi/2 o xf o xi/? ,  n=012.... (4.2.18)

ot ol

Furthermore, the above second-order time-splitting discretization of the NKGE
is equivalent to an exponential wave integrator (EWI) via the trapezoidal quadrature (or
Deuflhard-type exponential integrator) for discretizing the NKGE directly (cf.
47 1165]).

Remark 4.2.2. [t is straightforward to design higher order semi-discretization of the

NKGE (2.1.1)) via the relativistic NLSE (4.1.2)) by adopting a higher order time-spitting
method, e.g., the fourth-order partition Runge-Kutta time-splitting method [16, 144}, 145,
140].

4.3 The TSFP method

Let M be an even positive integer and define the spatial mesh size h = (b — a)/M,

then the grid points are chosen as
zj=a+jh, jeTy={ilj=01,...,M}. (4.3.1)

Let 97 be the numerical approximation of Y(x;,t,) for j € Ty and n > 0 and
denote ¢ = (Y, Y7, ..., P)T € CMH for n = 0,1,.... Then a time-splitting Fourier
pseudospectral (TSFP) method for discretizing the relativistic NLSE (4.1.2)) via (4.2.8))

with a Fourier pseudospectral discretization in space can be given as

(nl Z e 2 wn HLl (zj—a)

€Ty
(n,2) 1) n N i (zj—a)
w ,(/} + e TF —Z Z le 9 (432)
leTa
77Z)n+1 Z 617 ¢(n2) it — a)’ jET]\%, n=20,1,...,
leTa
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where ¢; = \/1 + p? for | € Ty, ™) (wonk (n k), - ¢§\Z’k))T cCM+lfor k=1, 2,
G(gD) = (G(eg"™), GWE™Y), . Gl )T € RM* and
w;? — gb(x]) — Z Leim(ﬂv;‘—a)7 je m

USYRVERY. 1+ |,U/l|2

Let u} and %} be the approximations of u(x;,t,) and @(z;,t,), respectively, for j €
T andn > 0, and denote u™ = (ud, u?, ..., u?)T € RM+*Land " = (g, ay, ..., u5,)" €
RM+! for n = 0,1, .... Combining and ([4.2.9), we can obtain a full-discretization
of the NKGE by the TSFP method as

u;}—H _ 1 (¢n+1 +W)
wptt = Z Cl[ (Y1), (W)J etru(@i—a)

lETM

with
U?:(b(xj)v uOZ’}/(l’]), J GT]\%

Specifically, plugging (4.3.2)) into or discretizing (4.2.16)) directly in space by
the Fourier pseudospectral method, we get a full-discretization of the NKGE (2.1.1] - by

the TSFP method (in explicit formulation in the original variable u) as

(n,1) _ T . - (n,1) _ T .
U _'Cu (27un7un)j7 u; _Eu (27un7un)j’
(n,2) _  (m,1) .(n2) . (m,1) 2/ (n,1)\3
u; " =y, e (uj ) , (4.3.4)

J

W= <T,u<n,2>7u<n,2>> o, (7—7“(”72)7@(”72)) 7
2 j 2 j
where

L, (T,u,u); = > [COS(TQ)&Z + ¢t SiH(TCl)qA):l} eHi(@i=a),

- . j €T (4.3.5)
Li(mu, ), =Y [—Cl sin(7¢)u; + COS(TQ)M} eiri@i=a),

leTu
The TSFP method (4.3.4) (or (4.3.3) with (4.3.2))) for the NKGE is explicit,
time symmetric and easy to be extended to higher dimensions. The memory cost of the
TSEP is O(M) and the computational cost per time step is O(M In M). In addition,
the total cost for the long-time dynamics up to the time T, = Ty/e? (0 < B < 2) with
Ty > 0 fixed is O (MItnM) — O (ML),

TeP
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4.4 Error estimates for TSFP

In this section, we establish error bounds of the TSFP method (4.3.3)) via (4.3.2))
(or equivalently (4.3.4))) for the NKGE (2.1.1)) up to the time at O(e~?), which are
uniformly valid for 0 < e < 1.

4.4.1 Main results

Motivated by the discussions in [43, |51}, [118] and references therein, we make the
following assumptions on the exact solution u := u(x,t) of the NKGE (12.1.1)) up to the
time at T, = Ty/e” with 3 € [0,2] and Ty > 0 fixed:

we L™ ([o, T.); Hg+1) . Quel™ ([O,TE]; H;n) :

(F) < <
HUHLN([O,TE];H}T“) S ||atu||Loo([o7T€];Hgm) S L

with m > 1. Then we can establish the following error bounds of the TSFP method.

Theorem 4.4.1. Let u™ be the numerical approximation obtained from the TSFP
[(.3:2)-(4.3.3) (or equivalently [(£.3.4)). Under the assumption (F), there exist hg > 0
and 19 > 0 sufficiently small and independent of € such that, for any 0 < e <1, when
0<h<hyand 0 <71 <75, we have the error estimates for s € (1/2,m|

Ty /P
u(-, tn) = Ing(u™)]]s + 10u(- tn) = Iy (@) oy S A2 +2777%, 0<n < o/ :

(47.4.1)

Furthermore, there exists a constant M > 0 which depends on Ty, |tollms1 and

HQ/JHLoo([O’Ts];H;n) such that when 0 < h < hg and 0 < 7 < 79, the numerical solu-

tion satisfies
. — Ty /€?
i + iV < 77, 0 < < L (44

4.4.2 Preliminary estimates

In this subsection, we prepare some results for proving the main theorem. Denote

F: ¢ e—it<V>F(eit<V>¢), teR,
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where F'is defined by (4.2.7)), then we have the following proposition on the properties
Of Ft-

Proposition 4.4.1. (i) Let s > 1/2, then for any t € R, the function F, : H*(2) —
HsTY(Q) is C*™ and satisfies

IE(D) i1 < ClIE  I1E (@) Dlir < ClISI Il
I (@) (1 Oll g1 < Cll s [Imlls 1]

(ii) If s > 1, then the derivatives with respect to t satisfy

(4.4.3)

1o Fu@)ll, < CllellE, |07 Fu@)]|. < Cliglien, 10F )M, < Cllol2lnls. (44.4)

(iii) Assume s > 1/2, ¢, n € Bj, :={v € H*(Q),||v||s < R}, then there exists a constant
L > 0 depending on R such that for allt € R and o € |0, s], the Lipschitz estimate is

valid:
1G(9) = G)llo < Lll¢ —nllo,  [1F:(0) = Fr(n)llos1 < Lllé = 7l (4.4.5)
Proof. Firstly, we recall the inequality which was established in [34]:
lowlls < Cllvlls [[wlls, ve H(Q), weH(Q), (4.4.6)
for s > 1/2 and o € [0, s]. Hence for ¢ € H*(Q2), one has
)

. . —13
Vg 1 e Mg < ol

IE(@) g0 = | F (¢¥'0)
<C

s+1

S

Noticing that f(v) = v3, a direct calculation gives

F o)) = 2{9) 0+ 8 (n +7) (147)
which implies that
1F" (6)(0) |1 = 2 l@+62m+n)|_<cCllol2lnl.. (4.4.8)

Note that
F/(9)(n) = e "V F (e1V9) (")),
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which immediately yields the second inequality in (4.4.3). The second derivative of F'

takes the form .
F(@)(n,0) = S (V) (6 + ) +M(C +0),
which leads to that

IF/ ).l = 2 @+ B+ 1)+, < Clllnll ¢l

Thus the last inequality in can be obtained by recalling
Fl(¢)(n,¢) = e T F" (e"Vg) (™0, V().
The first derivative of F; with respect to t reads as
0 F(9) = —i(V)Fi(¢) + e "V F () (i{(V)p), p=e"Vo.
Applying (4.4.3), and ([4.4.7)), we obtain

10:Fy (D) ls < N1 Fe(D)s41 + [1F" () (V) )]l
< Cllolls + Clli (e +m)* (V)i = (VD)1
< Clloll2 + Clli (e + w2V ) (e = )]s
< Cllel2 + Cllp + w2 — 7l
< Clgll3.

Further computations give that

O} F(0) = —(V)*Fi(¢) — 2i(V)e ™ () (i{{V) ) + eV F' (1) (—(V)?p)
+ e IR () (V) i (V) ),

which leads to that
107 Fu(9) s < N1F (@) lsv2 + 2I1F" (1) (V) ) [[s1 + 1 () (= (V)2 ) ||
+[F" (1) iV ), i V) ) |l

<l + Ol + 1) V)2 (1 + 1) |ls—1 + Cll (e + ) (V) (1 — 7)) |51
< Cl@l21 + Cllpe+ Al e+ il ser + Cllpe+ Alls e — w1l 2y
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< Cllel3sa-
For the last inequality of (4.4.4), note that
0 F{(0)(n) = —i(V)F(0)(n) + eV F" (1) (v, i{V) ) + eV F' () (i(V)w),
where v = eV)y. Thus
10 (@) (M ls < NF (D) Ml + 1" () (v, iV p)[[s + 1 E7 () (i(V)) s
< ClolElmlls + Cll(r + 7) (v +2)(V) (1 = B)lls=1 + Cllpe + A3 ]lv — 75

< Cllglllnlls + Cllu+ Fllslly + ZI(V ) — (V)L
< Cll¢llnlls,

which completes the proof for (4.4.4]).
For the Lipschitz estimate (4.4.5)), a straightforward calculation shows that

166) ~ Gl = |£(506+8) - £ (500+m) |
=§H[<¢+¢> +(@+Am+M+ O+ (6—n+6-7)|
<Cle+o’+@+a)m+m+0+m?| |e—n+d-7|
< (Jo+3[ + -+ 7)o —al,
<CR |l —nl,.
Noticing that

IF(8) = Fu(m)los1 = || (") = F(e™"Vn)

< CR* |6 —ll,,

= |[G(e" ) — G(e" )|

o+1 o

the proof is completed. O
Concerning on the flow S, in (4.2.8]), we have the stability estimate as follows.
Lemma 4.4.1. Assume ¢, 19 € B}, with s > 1/2, then for any 7 > 0, we have

I1S+(¢0) = Sx(mo)lls < (1 + Le*7) Ido — mols.

where L depends on R.
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v

Proof. Since the operator e™'V) is an isometry, we only need to consider the operator

associated with the nonlinear subproblem. By the definition and the Lipschitz estimate

(4.4.5), we have

167 (o) — &5 (m0)lls < [0 — molls + €[ F (o) — F(10) s
S ||¢0 - 770”8 + L527-||¢0 - 770”5
< (1+ Le*T) g0 — molls,

which completes the proof. 0

Lemma 4.4.2. Denote the exact solution of (4.1.2)) with initial data 1y as ¥(t) =
Sei(1o). Assume (t) € H (s > 1), then for 0 <e <1 and 0 < 7 < 1, the local error

of the Strang splitting (4.2.8]) is bounded by
I1S-(¥(tn)) = Ser(V(ta))lls < Moe?7?,

where My depends on ||¢|| Lo (jo,1];15+1)-

Proof. For simplicity of notation, we denote 1, = ®¥(¢,). An application of the

Duhamel’s principle leads to the following representation of the exact solution
Y(t, + 1) = Ve, 4 26V /0 L) ((t, + 0)) db. (4.4.9)
Introducing 1, (t) := eV (¢, + 1), we have
m(t) = m(0) + & [ "By o (0))d0. (4.4.10)
Applying the Taylor expansion
Fi(v1 4 v2) = Fi(01) + Fl(v1)(0) + /01<1 —O)F (01 + Ous) (12)d6,
we yield

() = 1a0) + & [ Foso (10) +2* [ B, O(02) 01 )0

= 0u(0) 4 [ Foeam(0)8 & [T [ EL (0B 0, (1 (61)) 010
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2 [0 OB (0= )+ ) ([ B O 0106, ) dcl
= mn(0) + 2 / Frrsala(@)d0 +=° [ [ FL o (0))Fo 0, (020010
e [ [0 O (1 m0) + ) [ B (610, dcas
e [ O)F o, (1= Oma(0) + Conl6)

( 091 Fovson (n(62)) dbz ) dCdtd.

Twisting the variable back, we obtain

Se,T(iﬁn) — ei(t””ann(r)

i, + 2™V /OT Fp (¥,) df + %™V By
+eleim(V) /O ' /0 " B () By, () d0rdd, (4.4.11)
where Es = F3 1 + FE3 9 with
B[ / (1= QF (1= Q)b + Ce (1, +6))
( / F, <e—i91<V>¢(tn + 91))d91>2d§d0,
Boo= [ [ [ i) 5, (0= O+ e + 1))
( /0 " Fy, (e’i92<v>w(tn + 92))d92> d¢dbdh.
On the other hand, noticing , for the Strang splitting we get
S () = €T T2y 4 2P (N2, )| = 67T (G + T F (1)) -
Then the local truncation error can be written as
Sr(thn) = Ser(¥y) = 2™ VIry — g™ Vipy — 5™V B, (4.4.12)

where

T T r0
no=TE ) = [ Bt ra= [ [T F () Fo, () doydo.
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Next we estimate each term individually. Express the quadrature error in the second-

order Peano form,
n=-r 2 (002 () foordd,  a(0) = ;min{HQ, (1-0)2).
Applying , we obtain
Irill < €72 [l [ ma(0)d0 < 7° (14.13)
Inserting the identities
Fo () = Frpa(vn) + [ OB () Fion) = Foplw) + [ 0uFL ()

into the double integral term, we get

1
ro = 3 2F’/2("¢n) 7 /2(n) +/ / FT’/Q Un) / O F o, (¢y,)dwdb db
+/0 0 /T/2 0 FL, (4n) Fy 2 () dwdf

T 0 6 01
/
L PP )0 Fu () e deodtya,
By definition, we have
F )y (tn) Frpo(thn) = €72 F (5 V00,) (F(e1V)4p,)) = 0,

by recalling (4.4.7) and the fact that F'(-) is purely imaginary. Applying (4.4.3)) and
(4.4.4), we obtain

Iralls < O3 Sup 10 Fu ()l +C7°||nll;

T/2(¢7’l)”
+ CT‘*IIwnII?OguE 10w Fu ()l (4.4.14)

<Ol S 7°.
Using (4.4.3), we derive
1E5]ls < [[E51lls + [ E52]ls

< C7 osup ||t +0)|s Sup Fg(e’ww)w(tn—k@)) :

0<0<r <6<t

+ O a2 sup [[¢(tn+ )2 sup |[Fo(e e, +6))]
0<0<T 0<0<T

<C7 osup |[(t, +0)|7 < 72 (4.4.15)
0<0<r

Combining (4.4.12))-(4.4.15)), we arrive at the conclusion and the proof is complete. [
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4.4.3 Proof for TSFP

Proof. Similar to the proof of the TSFP method for the Dirac equation [7], the proof
will be divided into two parts: (I) to prove the convergence of the semi-discretization,
and (II) to complete the error analysis by comparing the semi-discretization and
the full discretization (4.3.2]).

Part I (Convergence of the semi-discretization) Firstly, we observe that the assumption

(F) is equivalent to the regularity of ¢ (x,t) as

v e L (L) Wl gy S 1

Now, we give a global error on the Strang splitting (4.2.8)): there exists 7 > 0

independent of € such that when 7 < 7y, the error of the Strang splitting satisfies

e
[0 0 )l < T2, 0 < R+1, 0<n< L (446)
T

where R := [|]| o< (jo,.);11) and My depends on Ty, R and |4 e (o 7.5, m+1)- Further-

more, for the regularity of !, we have ¥l" € H;”“ when 7 < 75 with

T B8
[ iy < My, 0<n< 0 (4.4.17)
T

where M depends on Ty, R and ||[¢g]]m1-

We apply a standard induction argument for proving . Firstly, it is obvious
for n = 0 since ¢ = ¢y € B, Assume ¥ € BR, for 0 <k <n < %55. Denote
elfl = ol — (-, ¢,). By definition,

e = S (M) — S () + Sy (1h(tr)) — Ser(1h(tr)).

Using Lemmas [4.4.1| and 4.4.2, we get when 7 < 1,

et = el < Letre] + Myets?

where L and M, depend on R and HwH +1.» respectively, as claimed in Lemmas
Loo([0, Tl Hy' )

4.4.1]and 4.4.2 Summing the above inequality for £ = 0,...,n, one gets

Jeors], < [, + 22 55 e, + Mechr a1
k=0
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< MoTye? P72 4 Ler 3 o] .
k=0

Applying the Gronwall’s inequality, we derive

He[”H}Hm < MyTyete? P72 0<n< Toisﬁ.
Then the triangle inequality yields that
Hw[ml]Hm < Hw(.,th)Hm +1, 0<n< Tofﬁ,

when 0 < 7 < 7y with 79 := min{1, (MyTp)~"/2e~£T0/2¢8/2=11 and the induction for

(4.4.16) is completed. For the last inequality (4.4.17)), recalling (4.2.6) and (4.4.3), we

have

Hw[nH]H — S0(/(6Z'T/2<V)¢[11]>H

m—+1 m—+1

eir/2<V>w[n] Hm+1 427 HF(@iT/Z(WQﬂM) H

S

Pl +CPT(R+ 1)

IN

m—+1

IN

e,

IN

IA

PO Hmﬂ +CO(n+ D2 (R + 1)

IN

o, +CTo(R+1)",

and (4.4.17)) is established.

Part IT (Convergence of the full discretization) For 0 < n <

Ty/e? .
%, we rewrite the error

as

V(o tn) — I (@) = (-, t,) — M 4l — Py () 4 P () — Tnp (™). (4.4.18)

For 0 < s < m, the regularity result (4.4.17]) implies that

[ — Py ()|, < C MR m, (4.4.19)
and by (4.4.16)),
() = s < (s t) = 9 [l < Mi72* 7 (4.4.20)
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Thus, it remains to establish the error bound for the error

e" = Py(™) = Iy(y"), 0<n<

Now, we’ll use an induction to show that when h is sufficiently small, we have
le™l; < Mah™™™ 1 Te (1/2,m+1]; |[Iau(@™)||m < C(1+ R) +1, (4.4.21)

where M3 depends on Ty, R and ||[¢g]]m1-
For n =0, (4.4.21)) is obvious by using the projection and interpolation errors |133]:

1€°]le = 1Par(¥0) — Ine(o)lle < CR™ ol
100 (%)l < N[0l + 1131 (¥0) = Yollm < B+ Chllthollmsr < 1+ R,

when h is small enough. For n > 1, assume (4.4.21]) holds for 0 < k <n < %56. We
rewrite (4.3.2)) as

w(n,l) — eiT(V)/ZIM(wn>7 w(n,Z) — w(n,l) + Z'€2T<V>71[M(G(w(n,1)))’
[M<wn+l) — eiT(V)/Z[M<w(n,2))‘

Hence we get (™1 (2 ¢ Yy, Similarly, (#.2.§)) can be expressed as
w(n,l) _ 6iT<V>/2w[n}’ ¢<n’2> _ 77D(n,l) +i€2T<V>—1G(,¢)<TL71>)’ ¢[n+1] _ 6iT<V>/2w<n,2>’
which implies that

PM(@/JWI)) — eiT(V>/2pM(¢[n])7
Py () = Py (0 ™) +in(V) " Pa(G (™)),
PM(w[n—H]) _ 6’L‘T(V>/2PM(¢<TL,2>>‘

Thus by definition, we get

el = [ Par (@) = D ()|, = | Par (@) = Ig (2|
< |[Par(@™Y) = Ly (™)) + 27| Par(G@ ™) = (G ™))
< el + || Par (G ) = g (Gt ) |

-1

l
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+ 20T (GW)) = (G
< e[l + Ce2rht Y| Gyt )|

min{l,m}

+ Ce7|G ) = G™Y)|

m-+1 min{l,m}

< [l |l + C2ThF R,y + CLPT '™t — b,
< (14 CLET)|je" | + CMZPTh! ™~ 4 CLePr|| Pas () — |
< (14 CLe* 7)€" + OMy(L + MZ)e*rh* T,

where we have used the fact that " ™D G(pmD) € g™ ([£.4.5) and L depends
on |||, and |9V, or equivalently depends on R due to (#.4.16) and ({.4.21))

by induction. Hence

||en+1||l < eCLz-:27—||€n||l +CM2(L+M22)€27_h1+mfl
< 60Ls2(n+1)rH€o”l + C’MQ(L + M22)€27_h1+m7l ZekcL€2T
k=0

3
LMy + My (CLTo p1+m—1

S CGCLTOh1+m_l||¢0||m+1 + 7

1+m—l1
§M3h " )

where M3 depends on Ty, R and ||1g]|m+1. The second inequality in (4.4.21]) can be
derived by using the triangle inequality and (4.4.16)):

Har (") o < 1P @Dl + €™l < CIEM i+ Msh < C(1+ R) +1,
when h < hg := 1/Mj. Furthermore, it follows from (4.4.21]) that for any 0 < n < %66,
13 (0" 1 < NPa (@) s + 1€ limsr < CHE nn + My < OMy + My,

which immediately gives (4.4.2)) by recalling (4.3.3).
Combining (4.4.18)-(4.4.21)), we derive for s € (1/2,m],

||¢(,75n) - ]M(wn)Hs S M1T26276 + ]\44hl+mfs7

where M; depends on Ty, R and [|¢]| (o 1), mm+1), and My depends on Ty, R and
|tol|m+1. Recalling (4.3.3), we obtain error bounds for u™ and 4™ as

mmm—wwm=;meme—WWWmem
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<[ (s tn) — Ine (™) < My72e2~F 4 MyhHm=s,

i) = D)l = i“<v><¢<»tn> =90 8) ~ (VYT @") = T (@) s
< ||1/}( 7tn> ( )H < M17'252 B + M, h1+m s

which shows (4.4.1) and the proof for Theorem is completed. O

Remark 4.4.1. We remark here that the same error bounds can be established under

the same assumption for the other Strang splitting

P = S, () = o7 0 T o i/ (),

and the corresponding full discretization. Note that

T T 1 T
5.6 = [T+ Lot )
) 1 ) 1 . 1 ,
= ey + 2T F () 4+ 38 F (7T 4+ 3t re T F (W)

. 1 , 1 ;
=™V, + 55276”<V>F(@/}n) + 5527F<e”<v>¢n> + Es,

where
By = jf T / F'(emVy, + Zgzmwwwn)) (6™ F () do
Thus by , we get
Sr (V) — Ser(thn) = 2™ Virg + By — €™ Viry — 8™V By, (4.4.22)
where

3

rs= 2 (Fo(wn) + Ex(p) — [ Falwn)ib == [ 01— 02 FL () ogedd < 7
It remains to estimate E5. By , we have
) 0 ) )
' (ez‘f'(V)wn + 5527_6”<V>F(wn)> (€ZT<V>F<wn))
3t . 0 0 2
= 29 (g + SETF () € (i - S ()|
(6”<V>F(wn) . e—iT(V>F(wn))
) 6 2
_ _3(v)! {Re(e”<V> (4 + Qa%F(wn))ﬂ sin(r (V) F(t),
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which implies that

HF/ (eir(v)wn n Z€2TeiT(V)F(¢n)) (eir<V)F(¢n)>

s
2

<cC | sin(r(V))F ()|

Y+ 5 TF ()

s

< 07 (Ialls + 7IF @) I @) s
< 07 (Jbulls + C7al2) a7

This suggests that Ey < 473, which directly yields that

Sr(wn) - Se,T(wn) S_, 527—3~

Then the error estimates can be derived by similar and standard arguments.

4.5 Extensions to other spatial discretizaitons

In this section, we introduce the time-splitting finite difference (TS-FD)/time-
splitting fourth-order compact finite difference (TS-4cFD) method which applies the
finite difference/fourth-order compact finite difference discretization in space combined
with the time-splitting integrator.

Similar to the exponential wave integrator, we just need to replace (; in by
A; defined in for the T'S-FD method and v; defined in for the T'S-4cFD
method.

Assume that the exact solution of the NKGE (2.1.1)) up to the time T, = Tp/e”
satisfies

u(z,t) € L ([0, T W), dwula,t) € L ([0, T); L)

(G)
lu(z, )| ooy S 1, (|0, )| Lo o,m)izey S 1,

then we have the following error estimates for the T'S-FD and TS-4cFD methods:

Theorem 4.5.1. Let uj be the approzimation obtained from the TS-FD, under the
assumption (G), there exist constants hg > 0 and 19 > 0 sufficiently small and indepen-

dent of €, such that for any 0 <e <1 and 0 < 5 <2, when 0 < h < hy, 0 <7 < 79,
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we have
el < ?; +7772 |ule <1+ My, 0<n< TO/fﬁ, (4.5.1)
where
e" = (eg, ey, ,e}h)T, with e} = w(xj, t,) — uj, 0<j<M, n>0.

Theorem 4.5.2. Let uj be the approximation obtained from the TS-4cFD, under
the assumption (G), there exist constants hg > 0 and 79 > 0 sufficiently small and
independent of €, such that for any 0 < e < 1 and 0 < g < 2, when 0 < h < hyg,

0 <71 <79, we have

h4
el S 5+ 'l <T+My, 0<n< (4.5.2)

Proof. Follow the analogous proof to Theorem and we omit the details here for
brevity. O]

4.6 Comparisons of different spatial discretizations

In this section, we present the numerical results concerning spatial and temporal
accuracy of the TSFP, TS-FD and TS-4cFD methods for the NKGE (2.1.1)). In our

numerical experiments, we choose the initial data

¢(m):2sin(2x) and y(x):HCiM, v € (0,2m). (4.6.1)

The computation is carried out on an interval [0, Ty /e”] with 0 < 3 < 2. Here, we study
the following three cases with respect to different 3:

(i). Fixed time dynamics up to the time at O(1), i.e., 8 = 0;

(ii). Intermediate long-time dynamics up to the time at O(e7'), i.e., 8 = 1;

(ii). Long-time dynamics up to the time at O(¢7?), i.e., 8 = 2.
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The ‘exact’ solution u(x,t) is obtained numerically by using the TSFP —
with a fine mesh size h, = 7/64 and a very small time step 7. = 107°. Denote up - as
the numerical solution obtained by the TSFP — with mesh size h and time
step 7 at the time ¢ = ¢,,. The errors are denoted as e(x,t,) = u(z,t,) — I (uj ) (7).
In order to quantify the numerical errors, we measure the H' norm of e(-,,).

The errors are displayed at Ty = 1 with different € and 3. For spatial error analysis,
we fix the time step as 7 = 107° such that the temporal errors can be neglected; for
temporal error analysis, a very fine mesh size h = m/64 is chosen such that the spatial
error can be ignored. Table [4.1] shows the spatial errors under different mesh size and

Figures [A.1H4.3] depict the temporal errors for § =0, § =1 and [ = 2, respectively.

10
100k
= S0
SIE g
= T
S =3
- ec=1 4 e 7=01
4 +e=1/2 10 +7=01/2
107 se=1/2 e 7=01/2
| =1/ | 4 7=01/2
%) -1 -] 0
10 - 10 10 : 10
Figure 4.1: Temporal errors of the TSFP (4.3.2)-(4.3.3) for the NKGE (2.1.1)) with
S =0.

From Table [4.1] and Figures [4.1{4.3] we can draw the following observations:

(i) The TSFP scheme converges uniformly for 0 < e <1 in space with exponential
convergence rate.

(ii) For any fixed ¢ = g9 > 0, the TSFP method ([4.3.2)-(4.3.3) is second-order
accurate in time (cf. each line in Figures [4.1[a)—{.3[(a)). When 3 = 0, the temporal
error behaves like O(e272) (cf. Figure 4.1{(b)), which agrees with the theoretical result
in Theorem |4.4.1] Figure [4.2(b) and Figure 4.3|(b) show that the temporal error is at
O(e7?) and O(7?) for 8 = 1 and 3 = 2, respectively, which is uniformly for 0 < ¢ < 1.
Furthermore, Figures [£.2[(b) — [£.3[(b) also display a temporal error bound like O(g27?)
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le(-, %) ho = /4 ho/2 ho/2? ho/2

go=1 1.12E-1 1.22E-3 5.03E-6 1.54E-12

£0/2 8.99E-2 6.32E-4 2.05E-6 1.25E-12

B=0 50/22 9.04E-2 4.67TE-4 1.95E-6 1.19E-12
60/23 8.85E-2 4.47E-4 1.93E-6 1.18E-12

50/24 8.82E-2 4.47E-4 1.93E-6 1.19E-12

50/25 8.81E-2 4.48E-4 1.93E-6 1.18E-12

eo=1 1.12E-1 1.22E-3 5.03E-6 1.54E-12

£0/2 2.14E-1 2.10E-3 1.58E-6 5.72E-13

51 60/22 1.08E-1 2.36E-3 7.09E-7 1.24E-12
50/23 4.47E-2 9.27E-4 7.712E-7 1.52E-13

50/24 1.14E-1 8.11E-4 7.13E-7 7.97E-13

50/25 7.29E-2 1.24E-3 9.83E-7 1.26E-12

=1 1.12E-1 1.22E-3 5.03E-6 1.54E-12

£0/2 5.22E-1 6.58E-3 5.81E-7 1.16E-12

52 50/22 5.79E-1 1.52E-3 1.82E-6 1.20E-12
50/23 5.82E-1 1.03E-3 6.05E-7 9.90E-13

60/24 9.17E-1 1.68E-3 6.69E-7 4.78E-12

60/25 7.67E-1 1.79E-3 3.52E-7 1.22E-11

Table 4.1: Spatial errors of the TSFP (4.3.2)-(4.3.3) for the NKGE (12.1.1)) with initial
data (4.6.1)) for different g and e.

when ¢ is small enough, which suggests that there may be a possibility for an improved
error estimate for 5 € (0, 2].

Tables and Figures show the numerical results for the TS-FD and
TS-4cFD methods and we can draw the following observations:

(i) In time, for any fixed € = ¢ > 0 or in the long-time regime (5 = 2), the TS-FD
and TS-4cFD methods are both uniformly second-order accurate (cf. Figures |4.4&44.5)).
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L
S
102
E I —
— eoc=1
+e=1/2 -
104 se=1/2 T 97_01/22
se=1/2 0o e a7=01/2
10 107! 10 10"

T

Figure 4.2: Temporal errors of the TSFP (4.3.2)-(4.3.3) for the NKGE (2.1.1]) with

g =1
(b) B
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Figure 4.3: Temporal errors of the TSFP (4.3.2)-(4.3.3) for the NKGE (2.1.1]) with

p=2.

In addition, Figures [4.4(b)&}4.5(b) show the temporal error bound like O(e272) when e
is small enough, which means that the error estimates for the TS-FD and TS-4cFD
methods may also be improved.

(i) In space, for the long-time regime, i.e. § = 2, the second order convergence of
the TS-FD method can be observed only when 0 < h < € (cf. upper triangles above
the diagonals (corresponding to h ~ ¢, and being labelled in bold letters) in Table .
For the T'S-4cFD method, the second order convergence can be observed only when

0 < h < e'2 (cf. upper triangles above the diagonals (corresponding to h ~ /2, and
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eh@(tzl/sQ) h0:7T/8 h0/2 h0/22 h0/23 h0/24 h0/25

gp =1 4.73E-2 1.21E-2 3.01E-3 7.50E-4 187E-4 4.68E-5
order - 1.97 2.01 2.00 2.00 2.00
€0/2 3.81E-1 1.05E-1 2.73E-2 6.89E-3 1.73E-3 4.32E-A4
order - 1.86 1.94 1.99 1.99 2.00
go/2? 1.16E4+0 3.81E-1 9.65E-2 2.43E-2 6.07E-3 1.52E-3
order - 1.61 1.98 1.99 2.00 2.00
g9/23 4.83E4+0 1.55E4+0 3.21E-1 7.92E-2 1.98E-2 4.95E-3
order - 1.64 2.27 2.02 2.00 2.00
go/2* 1.91E+0 2.72E4+0 1.89E+4+0 4.75E-1 1.20E-1 3.00E-2
order - -0.51 0.53 1.99 1.98 2.00

Table 4.2: Spatial errors of the TS-FD for the NKGE (22.1.1)) with 5 = 2 and initial

data (6.1).

ehyTe(t:1/52) h():?T/S h0/2 h0/22 h0/23 h0/24 h0/25

go=1 1.61E-2 9.12E-4 544E-5 3.36E-6 2.10E-7 1.13E-8
order - 4.14 4.07 4.02 4.00 4.00
go/2? 6.63E-2  5.57E-3 2.98E-4 1.83E-5 1.14E-6 7.14E-8
order - 3.57 4.22 4.03 4.00 4.00
g0/24 9.67E-1  6.47E-2 6.43E-3 3.80E-4 236E-5 1.47E-6
order - 3.90 3.33 4.08 4.01 4.00
go/2° 4.77E-1  T7.18E-1  4.81E-2 4.32E-3 2.78E-4 1.73E-5
order - -0.59 3.90 3.48 3.96 4.01

Table 4.3: Spatial errors of the TS-4cFD for the NKGE (2.1.1)) with 5 = 2 and initial
data (£.6.1).

being labelled in bold letters) in Table [4.3).
Comparing the TSFP, TS-FD and TS-4cFD methods, the temporal errors are

uniformly second-order accurate in the long-time regime, and the error bounds may
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Figure 4.5: Temporal errors of the TS-4cFD method for the NKGE (2.1.1)) with g = 2.

be improved to O(g*r?) when ¢ is small enough. For the spatial discretization, the
errors of the finite difference methods depend on the small parameter ¢ € (0, 1]. Tables
display that the spatial error of the fourth-order compact discretization is much
smaller than that of the second order discretization in space under the same mesh size.
The error of the spectral method is uniform which performs best among these three

methods, especially when 0 < ¢ < 1.
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4.7 Comparisons with other time integrators

In this section, we use the spectral discretization in space and compare the temporal
error bounds of different time integrators for solving the NKGE (22.1.1)). In the numerical

simulations, we choose the same initial data

3

gb(a:)—gsin(x) wd 1(e) = ooy @€ (0.20) (4.7.1)

Methods To = 0.04 7'0/2 7'0/22 7'0/23 T0/24 7'0/25
FDFP 1.61E-1  4.04E-2 1.01E-2 2.54E-3 6.36E-4 1.59E-4

order i 199 200 199 200  2.00
| EWLFP  734E-3  184E-3 459E4  LISE4 2875 T.19E-6
T e i 200 200 200 200  2.00
TSFP  4.48E-3 1.12E-3 280E-4 T7.00E-5 1.75E-5 4.35E-6
order i 200 200 200 200 201
Methods gy =1 g0/2 g9/22 g9/23 go/2° g9/2°

FDFP 793E-3 1.01E-2 1.01E-2 1.01E-2 1.00E-2 1.00E-2
7=0.01| EWI-FP 4.12E-3 146E-3 459E4 1.24E-4 3.17E-5 T7.97E-6
TSFP 4.25E-3  1.14E-3 280E-4 6.93E-5 1.73E-5 4.31E-6

Table 4.4: Temporal errors of the numerical methods for the NKGE (2.1.1)) with 5 =0
and initial data (4.7.1)).

Based on the above comparisons (cf. Tables , we conclude that the time-
splitting (TS) method performs much better than the finite difference (FD) method
and exponential wave integrator (EWI), especially in the long-time regime. For the
fixed €, the three time integrators are all second order in time, while the errors of the
time-splitting method are much smaller than the other two methods. For g = 0, the
finite difference method is uniform in terms of the small parameter € and the EWI and
TS methods behaves like O(e272). For § > 0, the FD method behaves like O(72 /"),

which indicates that the errors become much larger when € — 0. The temporal error
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Methods T(]:0.04 7'0/2 7'0/22 T0/23 T0/24 7'0/25
FDFP 3.68E-1  9.16E-2 229E-2 5.72E-3 1.43E-3 3.58E-4

order i 201 200 200 200  2.00
| EWEFP  201E-2  5.03E2 126E-3 3.4E-4 786E-5 1.97E5
T e i 200 200 200 200  2.00
TSFP  7.04E-3 198E-3 4.96E-4 1.24E-4 3.09E-5 7.70E-6
order - 2.00 2.00 2.00 2.00 2.00
Methods gy =1 g0/2 g9/22 g9/23 go/2* g9/2°

FDFP 793E-3 1.01E-2 229E-2 4.88E-2 1.06E-1 2.46E-1
7=0.01| EWI-FP 4.12E-3 241E-3 1.26E-3 5.37E-4 3.28E4 1.72E-4
TSFP 4.25E-3  2.21E-3 4.96E-4 1.46E-4 1.45E-5 1.83E-6

Table 4.5: Temporal errors of the numerical methods for the NKGE (2.1.1]) with g =1
and initial data (4.7.1)).

bounds of the EWI and TS methods are uniform in terms of € in the long-time regime.
In addition, the numerical results indicate that the TS method is very stable and allows
large steps in practical computations, while the EWI method suffer from a stability
constraint [165]. Comparisons between these two methods show that the temporal
error of the TS method is smaller than that of the EWI method under the same time
step, which suggests that it is better than the EWI method. Overall, the time-splitting
method is the best choice among these time integrators to solve the NGKE in
the long-time regime. For the convenience, we summarize the error bounds of different

numerical methods for solving the NKGE (2.1.1]) in Table [4.7]

4.8 Applications

By the comparisons of various spatial discretizaions and time integrators, the TSFP
method is the most accurate and effective among these methods to solve the NKGE

in the long-time regime. In this section, we solve the NKGE ([1.4.1)) with the TSFP
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Methods 79 =0.04  79/2 T0/22 70/23 70/2% 70/2°
FDFP 1.63E+0 4.06E-1 1.01E-1 2.,53E-2 6.31E-3  1.58E-3
order - 2.01 2.01 2.00 2.00 2.00

EWI-FP  6.31E-2 1.58E-2 3.94E-3 9.85E-4 2.46E-4  6.15E-5

L

order - 2.00 2.00 2.00 2.00 2.00
TSFP 3.13E-2 7.83E-3 1.96E-3 4.89E-4 1.22E-4  3.04E-5
order - 2.00 2.00 2.00 2.00 2.00

Methods gy =1 £0/2 g9/22 g9/2% /2" g9/2°
FDFP 7.93E-3 1.64E-2 1.01E-2 4.96E-1 1.33E+0 5.03E+0

7=0.01| EWI-FP 4.12E-3 5.71E-3 3.94E-3 5.98E-3 3.38E-3  3.73E-3

TSFP 4.25E-3 4.43E-3 1.96E-3 1.10E-3 1.94E-4 6.86E-5

Table 4.6: Temporal errors of the numerical methods for the NKGE (2.1.1]) with 5 =2
and initial data (4.7.1)).

Spatial
FD 4cFD spectral
Temporal
2 7_2 4 7_2 ,7_2
FD oL +15) o5 +5) O(h™ + I;)
EWI O(%5 +e27972) | O(&5 + e27P72) | O(h™o + £2F72)
TS O(%5 +e2972) | O(&5 + &2757%) | O(h™o + £2F72)

Table 4.7: Error bounds of different numerical methods for solving the NKGE ([2.1.1])
with the mesh size h and time step 7 up to the time at O(¢=7?).

method effectively in 2D and 3D cases. In 2D case, we choose the computational domain
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Q= (—m,m) X (—m, ) and the initial data

é(z,y) = 3¢™ " sin(z + y),
s (4.8.1)
Y(x,y) =e Y sin(z +y).

Figures and show the contour plots of the solutions of the NKGE (1.4.1)) in 2D
under different e.

In 3D case, we choose the computational domain Q2 = (=7, 7) X (=7, 7) X (=7, 7)

and the initial data

o(x,y,z) = RRL sin(z +y + 2),
e (4.8.2)
Yz, y) =e "7V sin(x 4y + 2).

Figures and depict the isosurface plots of the solutions of the NKGE ([1.4.1)) in
3D under different e.
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Figure 4.6: Contour plots of the solutions of 2D NKGE with (4.8.1)) at different time ¢
under ¢ = 0.5.
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Figure 4.7: Contour plots of the solutions of 2D NKGE with (4.8.1)) at different time ¢
under ¢ = 0.1.
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t=0,u=0.1 t=05/e% u=01

t=1/e% u=01

Figure 4.8: Isosurface plots of the solutions of 2D NKGE with (4.8.2)) at different time
t under € = 0.1.
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t=0, u=01 t=05/e", u=0.1

t=1/e" u=01 t=2/e*, u=0.1

Figure 4.9: Isosurface plots of the solutions of 2D NKGE with (4.8.2)) at different time
t under € = 0.1.
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Chapter 5

Extension to an Oscillatory NKGE

In this chapter, we extend the NKGE on the time interval [0, T /e?] with
0 < B < 2 to an oscillatory NKGE on a fixed time interval [0,75]. We use different
numerical methods to solve the oscillatory NKGE and rigorously carry out the error
bounds.

Introducing a rescaling in time by s = ¢t with 0 < 8 < 2 and denoting v(x, s) :=
u(x, s/e°) = u(x,t), we can reformulate the NKGE into the following oscillatory
NKGE
UZSLQS):O, xeTd s>0,

(5.0.1)
v(x,0) = ¢(x), Ow(x,0) = Py(x), xeT

1

Formally, the amplitude of the solution v(x, s) of the oscillatory NKGE (/5.0.1)) is at
O(1). Again, the oscillatory NKGE (/5.0.1)) is time symmetric or time reversible and

conserves the energy, i.e.,

Bus) = Bs(o(8)) = [, 1007 + S5 (V0P + oG, ) ) + 5ol ax
= 5 [, [P60P + 19060 + 1660 + Shotol)] ax

— By(0) = ;BEl(O) — 0=, s3>0,

In fact, the long-time dynamics of the NKGE up to the time at t = O(e7%)
is equivalent to the dynamics of the oscillatory NKGE up to the fixed time
at s = O(1). Of course, the solution of the NKGE propagates waves with
wavelength at O(1) in both space and time, and wave speed in space at O(1) too.

On the contrary, the solution of the oscillatory NKGE (/5.0.1]) propagates waves with
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Figure 5.1: The solution v(m, s) of the oscillatory NKGE (5.0.1)) with d = 1 and initial
data (2.5.1)) for different € and 5: (a) f =1, (b) § = 2.

wavelength at O(1) in space and O(g”) in time, and wave speed in space at O(¢~?). To
illustrate this, Figures[5.1&5.2 show the solutions v(7, s) and v(z, 1), respectively, of the
oscillatory NKGE with d = 1, T = (0, 27) and initial data ¢(z) = cos(z)+cos(2z)
and ~y(x) = sin(z) for different 0 < ¢ < 1 and f. We remark here that the oscillatory
nature of the oscillatory NKGE ([5.0.1)) is quite different from that of the NKGE in the
nonrelativistic limit regime. In fact, in the nonrelativistic limit regime of the NKGE [7,
8,19, 111], the solution propagates waves with wavelength at O(1) in space and O(g?) in

time, and wave speed in space at O(1).
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Figure 5.2: The solution v(x, 1) of the oscillatory NKGE ((5.0.1)) with d = 1 and initial
data ¢(z) = cos(x) + cos(2z) and y(z) = sin(x) for different € and 5: (a) 5 =1, (b)
p=2.

5.1 An oscillatory NKGE in 1D

Again, for simplicity of notations, the numerical methods and their error bounds
are only presented in 1D, and the results can be easily generalized to higher dimensions
with minor modifications. In addition, the proofs for the error bounds are quite similar
to those in the previous chapters, and thus they are omitted for brevity. We adopt

similar notations as those used in Chapters 2-4 except stated otherwise. In 1D, consider
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the following oscillatory NKGE

1 Opev(x, 8) + —=v(x, 8) + 117

£28 525

v(z,0) = ¢(x), Ow(z,0)=cPy(zx), =€Q=]a,b],

Ossv(z,8) —

with periodic boundary conditions.

5.2 FDTD methods and their error estimates

Choose the temporal step size k := As > 0 and denote time steps as s,, := nk for
n > 0. Let v} be the numerical approximation of v(z;,s,) for j = 0,1,..., M and
n > 0, and denote the numerical solution at time s = s, as v™. Introduce the temporal
finite difference operators as
n+l o — ,Un—l n+1 QU + ,Un 1
s7J k2

We consider the following four FDTD methods:
I. The Crank-Nicolson finite difference (CNFD) method
C?(U”*l,v”’

)
J J
Sre o =0 n>1 (521)

1
n+1 n—1 n+1 n—1
T, )+2 26( +; )—l—
IT. A semi-implicit energy conservative finite difference (SIFDl) method

n+1l , n—1
G(U- , Vs )

J
£26-2

82" — i5211” + 1 (v"“ + vn_l) +

sUi T 2280w T 9o2p =0, n=>1; (5.2.2)

III. Another semi-implicit finite difference (SIFD2) method

1 (v)3
2 - 2 n+1 n—1 n+1 n—1 J _ .

50}~ 535 255:0( o) b o (T )+ SR =0 2L (5.23)

IV. The Leap-frog finite difference (LFFD) method

1 (v7)3

2 2 TiA J —
) ’U] — Tﬁ(sx j + Tﬁ j + 525—2 = 0, n Z 1. (524)

The initial and boundary conditions are discretized as
ottt =t M =l > 0; v? =o¢(z;), j=0,1,..., M. (5.2.5)
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Using the Taylor expansion and noticing , the first step v! € Xj; can be computed
as

1 k e 2 .

v = 0(x)) + 5(w)) + 55 [B6() = 6(x;) = £26% ()], 0<G <M -1 (5.26)

In fact, if we take k = 7¢? in the FDTD methods in this section, then they are
consistent with those FDTD methods presented in Section 2.3.1. Thus, they have the
same solutions.

We remark here that, in practical computations, in order to uniformly bound the
first step value v' € X for € € (0, 1], in the above approximation (5.2.6), ke~ and
k*e=2F are replaced by sin(ke=?) and ksin(ke=2#), respectively [9, |17].

5.2.1 Stability and energy conservation

Denote

e — n|2
Omax /= | MAX |v™ I3 - (5.2.7)

Similar to Section 2.3.2, following the von Neumann stability analysis, we can conclude

the stability of the above FDTD methods for the oscillatory NKGE ((5.1.1)) up to the

fixed time s = T in the following lemma.

Lemma 5.2.1. For the above FDTD methods applied to the oscillatory NKGE (5.1.1))
up to the fixed time s = Ty, we have:
(i) The CNFD is unconditionally stable for any h > 0,k >0 and 0 <& < 1.
(ii) When h > 2, the SIFD1 s unconditionally stable for any h > 0 and
k > 0; and when 0 < h < 2, this scheme is conditionally stable under the stability

condition

&
0<k<—, h>0, 0<e<l1. 5.2.8
T € (5.2.8)

(177) When Gmax < €2, the SIFD2 (5.2.5) is unconditionally stable for any h > 0
and k > 0; and when Gmax > €2, this scheme is conditionally stable under the stability
condition

2P

0<k< ——/])—m, h>0, 0<e<1l 5.2.9
Vo 1 c (5:2.9)
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(iv) The LFFD is conditionally stable under the stability condition
267D
0<k< c . h>0, 0<e<l. (5.2.10)
VA + 21+ 26,50
For the CNFD (j5.2.1)) and SIFD1 ((5.2.2)), we have the following energy conservation

properties:

Lemma 5.2.2. The CNFD conserves the discrete energy as
5n_255+n2 1 5+n2 5+n+12 1 n||2 n+112
=00 I + 5 (l5Fo" B + 180 1R ) + 5 (" 2 + oI
h oS 4 +1)4 0
+ 7€ JZO lopl* + [ = €% n=0,1,2,....
Similarly, the SIFD1 conserves the discrete energy as
5 2 2 = 1 1 2 1)12
Er =6+ 0"||% + h ZO (5507) (a5 07*1) + 5 (™17 + o)1)
]:
M—1

g {|vﬂ4—i—\v;‘“|ﬂ =& n=0,1,2,....
=0

| >

+

5.2.2 Main results

Again, motivated by the analytical results and the assumptions on the NKGE
(2.1.1]), we assume that the exact solution v of the oscillatory NKGE (|5.1.1)) satisfies

i v €C([0, To]; W) N C*([0, To]; W) N C*([0, Tp); WH) N C*([0, Ty]; L),
(A) ar+q 1
Gsréxqv(x’ 5) ghr

S
Lo ((0,T0[iL)

Define the grid ‘error’ function é" € X (n > 0) as

& =v(zj,s,) — 0", j=0,1,..., M, n=012,..., (5.2.11)

J 77

where v™ € Xy is the numerical approximation of the oscillatory NKGE (5.1.1)) obtained
by one of the FDTD methods.
By taking k = 7¢? in the above FDTD methods and noting the error bounds in

Section 2.4, we can immediately obtain error bounds of the above FDTD methods for

the oscillatory NKGE (j5.1.1)).
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Theorem 5.2.1. Under the assumption (A), there exist constants hy > 0 and kg > 0
sufficiently small and independent of €, such that for any 0 < € < 1, when 0 < h < hoe?/?
and 0 < k < ko382, we have the following error estimates for the CNFD (5.2.1) with

and
h? k2

el + N6zl S Z5 + 5

?r\’ﬂ

[0"||lie <1+ My, 0<n< (5.2.12)

Theorem 5.2.2. Assume k < he? and under the assumption (A), there exist constants
ho > 0 and ko > 0 sufficiently small and independent of €, such that for any 0 < e <1,
when 0 < h < h055/27 0 < k < koe®®/2 and under the stability condition , we have

the following error estimates for the SIFD1 with and

h?  k? Z
k

€™ iz + (|0l S < — T e [v"][ie <1+ My, 0<n< (5.2.13)

Theorem 5.2.3. Under the assumption (;1), there exist constants hg > 0 and ko > 0
sufficiently small and independent of €, such that for any 0 < e < 1, when 0 < h <
hoe?/2, 0 < k < koe®P/? and under the stability condition , we have the following

error estimates for the SIFD2 with and

Rk Ty
k

||€n||l2 + ||5+~n||l2 < — —|— 33’ ||'UnHloo < 1+ Mo, 0 <n< (5214)

Theorem 5.2.4. Assume k < he? and under the assumption (ﬁ), there exist constants
ho > 0 and ko > 0 sufficiently small and independent of €, such that for any 0 < e <1,
when 0 < h < hoeP/?, 0 < k < koe38/? and under the stability condition , we

have the following error estimates for the LEFD m with (-) and (-)

WK Ty
k

He”“lz + ”5+~n”12 < — —|— 35’ an”loo < 1+ Mo, 0 <n< (5215)
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The above four FDTD methods share the same spatial /temporal resolution capacity
for the oscillatory NKGE ([5.1.1)) up to the fixed time at O(1). In fact, given an accuracy
bound J§y > 0, the e-scalability of the FDTD methods for the oscillatory NKGE (5.1.1)

should be taken as
h=0("\[8) = O("2), k= O0(2/60) = O(%?), 0<e<1.

Again, these results are very useful for practical computations on how to select mesh

size and time step such that the numerical results are trustable.

5.3 EWI-FP method and its error estimate

Let kK = As > 0 be the temporal step size and denote time steps as s, := nk
for n > 0. The Fourier spectral method for the oscillatory NKGE (j5.1.1]) is to find
vy (x,s) € Xy, ie.,

om(z,s) = > @l(s)ewl(‘r’a), re, s>0, (5.3.1)
lETMm

such that
%0, un (2, 8) — Ougvar(, 8) +var(x, 8) +*Parf(var(,8)) =0, 2 € Q, s >0, (5.3.2)

with f(v) = v3. The derivations of the EWI-FS/EWI-FP discretization for the oscillatory
NKGE proceed in the analogous lines as those in Section 3.2 and we omit the
details here for brevity. Denote @z and v}, (z) be the approximations of @l(sn) and
var(z, sn), respectively. Choosing v8,(z) = (Py¢)(z), the Gautschi-type exponential
wave integrator Fourier spectral (EWI-FS) discretization for the oscillatory NKGE

EID s

Vit (@) = 3 (i) e, n>0, (5.3.3)
lE€TMm
where
(vky) =i+ a%i+ 7 f(9),, 1€ T,
—_— — o~ — (5.3.4)

(i) = =i )+ 2m(vhy), + 20 (f(05y),, L€ Ty, n>1,
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with §; = e #\/1 4+ p? = O(¢7?) and the coefficients given as

_ S osin(kG)  _ e*(cos(kG) — 1)
P =cos(kQ), @ = A T = (50 .

Similarly, let v} be the approximation of v(z;, s,) and denote v) = ¢(z;) (j =

(5.3.5)

0,1,--+, M), then we can obtain the following Gautschi-type exponential wave integrator

Fourier pseudospectral (EWI-FP) discretization for the oscillatory NKGE (5.1.1)) as

ot = 3 pptten T =01, M

lETMm

. n>0, (5.3.6)

)

where

P

O =i+ @+ r(f(9), 1€ T, (5.3.7)
ot = = 2+ 2 () 1€ T n2 1,

with the coefficients p;, ¢, and 7; are given in ([5.3.5)).

The EWI-FP — is also explicit, time symmetric and easy to extend
to 2D and 3D. The memory cost is O(M) and the computational cost per time step
is O(M In M). Similar to Lemma , we have the following stability result for the

EWI-FP (5.3.6))-(5.3.7) with the proof omitted here for brevity.

Lemma 5.3.1. (stability) Let Ty > 0 be a fized constant and denote

~ — n|2
Omax 1= | MAX |v™ [l7 - (5.3.8)

The EWI-FP (5.3.6))-(5.3.7)) is conditionally stable under the stability condition

28,
0<k< , h>0, 0<e<l. (5.3.9)
\/71'2 + h2(1 + €25 ma)

We are going to establish the error bounds of the EWI-FS/EWI-FP method for the
oscillatory NKGE (5.1.1)). Let 0 < Ty < T* with 7% the maximum existence time of
the solution. Again, motivated by the analytical results of the oscillatory NKGE (/5.1.1])

and the assumption (D), we make some assumptions on the exact solution v(z, s) of
the oscillatory NKGE (j5.1.1)):
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v(z,s) € L= ([0, Tol; L= N Ho ™) | dgo(a, s) € L ([0, Tpl; W)

Ossv(x,8) € L™ ([O,TO]; H1> ,

(B) 1
[0(; )l oo o,y ermmzoty S 1 1050(2, 8) 2 o,mswr ey S =k

1
10ssv(, 8)|| Loo 0,001y S JorE moy > 1.

Under the assumption (B), let

M, := max {Hv(m,s)HLoo([O’TO];Loo) + 7|0, (z, s)HLoo([O’TO};LOO)} <1,

€€(0,1]
My:= sup |uf*<1
v#£0,|v| <1+ M7
Assuming
1 frh
k< min{ =&’ T U g<e<1, 0<p<2, (5.3.10)
8 3y/n2 + h2(1 + 20D;)

taking 7 = ke~” and noticing the error bounds in Theorem we can immediately
obtain the error bounds of the EWI-FS ((5.3.3)-(5.3.4)) (The results for the EWI-FP

(5.3.6)-(5.3.7)) are quite similar and the details are skipped here for brevity):

Theorem 5.3.1. Let v}, (x) be the approximation obtained from the EWI-FS ((5.3.3))-
(5.34), under the stability condition (5.3.9) and the assumptions (B) and (5.3.10), there

exist constants hg > 0 and ko > 0 sufficiently small and independent of €, such that for
any 0 <e<1and0< <2, when 0 < h < hy, 0 <k < eky, we have

lv(z, s,) — Vi (2)]]x S pitmo=A 4 g2738k2 0 N\ =, 1,
T (5.3.11)

lorr(@)llpee <14+ My, 0 << -

Based on Theorem for a given accuracy bound dy > 0, the e-scalability of the
EWI-FS/EWI-FP method for the oscillatory NKGE (j5.1.1)) is:

h=0(1), k=0("/6)=0(E"), 0<p<2
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This indicates that, in order to obtain “correct” numerical solution in the fixed time
interval, one has to take the meshing strategy: h = O(1) and k = O(¢?). These results
are useful for choosing mesh size and time step in practical computations such that the

numerical results are trustable.

5.4 TSFP method and its error estimate

In this section, we extend the TSFP method to solve the following oscillatory

complex NKGE in the whole space RY(d = 1,2,3)
2
|2]()2(7’82”@()(,5) =0, xeRY 5>0,

g2h- (5.4.1)
v(x,0) = 6(x), Ow(x,0) = y(x), xeR

1
Ossv(X, 8) + 57/3(_A + Do(x, s) +

For simplicity of notations, we only present the method and results in 1D. Similar to
those in the literature, we truncate the oscillatory complex NKGE ((5.4.1)) in 1D onto a

bounded interval Q2 = (a,b) with periodic boundary conditions as

Dssv(, 8) + ;B(—&m + Dw(z, s) + 2 2Pu(a, s)*v(x,8) =0, s> 0,
v(a,t) = v(b,t), Oy(a,t)=0dw(b,t), t>0, (5.4.2)
v(z,0) = ¢(x), O(x,0)=cPy(zx), 2€Q=][a,b]
Choose the spatial mesh size h = (b — a)/M with M being an even positive integer and
a temporal step size k, the grid points and time steps are denoted as

zj=a+jh, jE€Ty, sni=nk, n=012.... (5.4.3)

Similarly, introducing o(z, s) = dsv(zx, s) and

and denoting



CHAPTER 5. EXTENSION TO AN OSCILLATORY NKGE

with f(p) = |p|?p, then the oscillatory complex NKGE (5.4.2) can be reformulated

into the following oscillatory relativistic NLSE:
i0,® 4+ e P (V)® 4+ 2 P(V)'G(P) = 0
(5.4.6)
O(2,0) = Do(x).

The above problem can be decoupled into the following two subproblems via a time-

splitting technique |136]:

i z.5) 4+ B x,8) =
{a@( ,8) + V) 0(z,5) =0, (5.4.7)
<I>(33,0) == (I)O($)’
and
7 T, 8 2-8 - =
{ascb( ,8) + 7 V)TIG(®) = 0, (5.4.8)
®(x,0) = Py(z),

which can be solved exactly as
O(-,5) = e "Dy, Bz, s) = Bo(x) +is> (V) G(Po(x)), s> 0,

respectively.

Let @7 be the approximation of ®(xj,s,) for j € Ty and n > 0, and denote
" = (®F, ®7, ..., ®%,)T be the solution at s, = nk. Then a second-order time-splitting
Fourier pseudospectral (TSFP) discretization for the oscillatory relativistic NLSE ([5.4.6))

is given by
Z e;k;}l q)n l#l (wj— a)
leTm
q>§-"’2) R jETY n=0, (54.9)
q)m-l Z 6253 /;2/ eim(ﬂﬁj—a)7
leTm
with
Y = Dy(z;), =1 Z ‘I’(”l ), e e Ty, n=0
leTM
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Then v} and 0} which are approximations of v(x;, s,) and 0(zj, s,), respectively, can

be recovered by

n 1 n n
it = 2 ((m) P (o)),

DI (CR N (TR DN B

ZETM

with v) = ¢(z;) and 09 = e~%y(x;) for j € Ty

We remark here that, by taking k = ¢’ and assuming ¢ and v to be real-valued in
(5.4.2), the TSFP discretization via is the same as the TSFP discretiza-
tion via . Thus similar to the proof in Section 4.4, under the following

reasonable assumptions on the exact solution v of (5.4.2))

) ve L ([0,T); Hy ™), dw e L™ ([0, To); HY'),
(C) 1

HUHLoo([o,TO];H;”H) S 1 HatUHLoo([o,TO];H;n) S 2B’

with m > 1, we can establish the following error bounds of the TSFP method ([5.4.10)
via (5.4.9) for the oscillatory complex NKGE (5.4.2) (the proof is omitted here for
brevity).

Theorem 5.4.1. Let v™ be the numerical approximation obtained from the TSFP

(5.4.9)-(5.4.10). Under the assumption (C~'), there exist hg > 0 and ko > 0 sufficiently
small and independent of € such that, for any 0 < ¢ < 1, when 0 < h < hy and
0 < k < koe”, we have the error estimates for X € (1/2,m]

T
[0(-, 8n) = Iar (V™) [[x + 1050, 50) = Tng (0") ey S R+ 275K, 0<n < k-
5.5 Numerical results

In this section, we show the numerical results of the following NKGE in the one

dimension (1D)

1 o(z, 5)[?
ass 5 a2 _A 1 5 T oa_o ) = 0’ < R’ > 07
v(z, s) + 5213( + Do(z, s) + £26—2 v(z, 5) v i (5.5.1)

v(z,0) = ¢(x), Osw(x,0)=cecPy(zx), zeR
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Similar to the oscillatory NKGE , the solution of the oscillatory NKGE (/5.5.1])
propagates waves with wavelength at O(1) in space and O(&”) in time, and wave speed
in space at O(¢7#). To illustrate the rapid wave propagation in space at O(c~?), Figure
shows the solution v(z, 1) of the oscillatory NKGE ((5.5.1)) with d = 1 and initial
data

¢(x) = sech(z®) and ~(z) =0, z € R. (5.5.2)

Similar to those in the literature, due to the fast decay of the solution of the
oscillatory NKGE ([5.5.1)) at the far field (see [9, |48] [138] and references therein), in
practical computations, we usually truncate the original whole space problem onto a
bounded domain with periodic boundary conditions, which is large enough such that
the truncation error is negligible. Due to the rapid outgoing waves with wave speed
O(¢77), the computational domain €2, has to be chosen as e-dependent.

For the oscillatory NKGE (j5.5.1]), we study the following three cases :

Case 1. Classical case, i.e., 8 = 0;

Case II. Intermediately oscillatory case, i.e., § = 1;

Case III. Highly oscillatory case, i.e., § = 2.

5.5.1 For FDTD methods

The initial data is chosen as and the bounded computational domain is taken
as Q. = [~4—e P, 4+e7P]. The ‘exact’ solution is obtained numerically by the EWI-FP
method with a very fine mesh size and a very small time step, e.g. h, = 1/2' and
ke =2 x 107%. Denote Up, i, as the numerical solution at s = s,, obtained by a numerical
method with mesh size h and time step k. In order to quantify the numerical results,

we define the error function as follows:

enilsn) = /oG, 50) = Vil + 185 (W, 50) = o) 13- (5.5.3)

Tables show the spatial and temporal errors of the CNFD (5.2.1) for the
oscillatory NKGE (j5.5.1)) with different § and €. The results for other FDTD methods

are quite similar and they are omitted here for brevity.
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Figure 5.3: The solutions v(z, 1) of the oscillatory NKGE (/5.5.1)) with d = 1 and initial
data (5.5.2)) for different € and 5: (a) f =1, (b) f = 2.

From Tables [5.315.6] for the CNFD method and additional similar numerical results
for other FDTD methods not shown here for brevity, we can draw the following

observations on the FDTD methods for the oscillatory NKGE ((5.5.1]):
(i) For any fixed e = gy > 0 or = 0, the FDTD methods are uniformly second-order
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thge(S:]_) h0:1/4 h0/2 h0/22 h0/23 h0/24
g =1 6.17E-2  1.68E-2 4.26E-3 1.07E-3 2.68E-4

order - 1.88 1.98 1.99 2.00
€0/2 6.20E-2 1.70E-2 4.33E-3 1.09E-3 2.73E-4
order - 1.87 1.97 1.99 2.00
£0/22 6.22E-2  1.71E-2 4.36E-3 1.09E-3 2.75E-4
order - 1.86 1.97 2.00 1.99
go9/23 6.22E-2 1.71E-2 4.36E-3 1.10E-3 2.75E-4
order - 1.86 1.97 1.99 2.00
/2" 6.22E-2 1.71E-2 4.37E-3 1.10E-3 2.75E-4
order - 1.86 1.97 1.99 2.00

Table 5.1: Spatial errors of the CNFD ((5.2.1]) for the oscillatory NKGE (5.5.1)) with
5=0and (53

Grn(s=1) ko=0025 ko/2  ko/2> ko2  ko/2*

gg=1 4.11E-3  1.05E-3 2.64E-4 6.63E-5 1.66E-5
order - 1.97 1.99 1.99 2.00
€0/2 3.85E-3  9.82E-4 2.48E-4 6.22E-5 1.56E-5
order - 1.97 1.99 2.00 2.00
go/22 3.79E-3  9.65E-4 2.43E-4 6.11E-5 1.53E-5
order - 1.97 1.99 1.99 2.00
g9/23 3.77E-3  9.61E-4 2.42E-4 6.08E-5 1.52E-5
order - 1.97 1.99 1.99 2.00
£0/23 3.77E-3  9.60E-4 2.42E-4 6.07E-5 1.52E-5
order - 1.97 1.99 2.00 2.00

Table 5.2: Temporal errors of the CNFD ([5.2.1)) for the oscillatory NKGE ([5.5.1)) with
5=0and 553,
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enk.(s=1) hy=1/8 ho/2 ho /22 ho /23 ho /24
go=1 1.68E-2 4.26E-3 1.07E-3 2.68E-4 6.72E-5
order - 1.98 1.99 2.00 2.00
£0/4 5.60E-2 1.44E-2 3.63E-3 9.08E-4 2.27E-4
order - 1.96 1.99 2.00 2.00
£o/4? 2.00E-1 5.68E-2 1.45E-2 3.63E-3 9.07E-4
order - 1.82 1.97 2.00 2.00
go/43 4.83E-1  2.02E-1 5.70E-2 1.45E-2 3.63E-3
order - 1.26 1.83 1.97 2.00
go/4% 6.21E-1  4.86E-1 2.03E-1 5.74E-2 1.48E-2
order - 0.35 1.26 1.82 1.96

Table 5.3: Spatial errors of the CNFD ((5.2.1)) for the oscillatory NKGE (5.5.1)) with

B =1and (553

Chor(s=1) ko=0.025  ko/4 ko /42 ko /43 ko /4%
co=1 4.11E-3  2.64E-4 1.66E-5 1.05E-6 7.82E-8
order - 1.98 2.00 1.99 1.87
£0/4%3 4.88E-2  3.24E-3 2.04E-4 1.28E-5 8.29E-7
order - 1.96 1.99 2.00 1.97
go/4%/? 4.98E-1  5.06E-2 3.23E-3 2.02E-4 1.28E-5
order - 1.65 1.98 2.00 1.99
£0,/45/3 1.75 5.18E-1 5.13E-2 3.23E-3 2.02E-4
order - 0.88 1.67 1.99 2.00
£0/45/3 1.93 1.71 527E-1 5.18E-2 3.24E-3
order - 0.09 0.85 1.67 2.00

Table 5.4: Temporal errors of the CNFD ([5.2.1)) for the oscillatory NKGE ([5.5.1)) with

B=1and (55.9).
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enk.(s=1) hy=1/8 ho/2 ho /22 ho /23 ho /24
go=1 1.68E-2 4.26E-3 1.07E-3 2.68E-4 6.72E-5
order - 1.98 1.99 2.00 2.00
€0/2 5.64E-2 1.46E-2 3.66E-3 9.16E-4 2.30E-4
order - 1.95 2.00 2.00 2.00
£0/2? 2.01E-1 5.71E-2 1.46E-2 3.65E-3 9.12E-4
order - 1.82 1.97 2.00 2.00
g0/23 4.83E-1  2.03E-1 5.71E-2 1.45E-2 3.64E-3
order - 1.25 1.83 1.98 1.99
go/2* 6.22E-1  4.86E-1 2.03E-1 5.74E-2 1.48E-2
order - 0.36 1.26 1.82 1.96

Table 5.5: Spatial errors of the CNFD ((5.2.1)) for the oscillatory NKGE (5.5.1)) with

5 =2 and (55

Choils=1) ko=0.025  ko/4 ko /42 ko /43 ko /4%
g =1 4.11E-3 2.64E-4 1.66E-5 1.05E-6 7.82E-8
order - 1.98 2.00 1.99 1.87
50/41/3 4.99E-2  3.31E-3 2.08E-4 1.31E-5 8.48E-7
order - 1.96 2.00 1.99 1.97
£0/4%? 5.03E-1  5.13E-2 3.28E-3 2.05E-4 1.29E-5
order - 1.65 1.98 2.00 2.00
£0/4%/3 1.77 521E-1 5.17E-2 3.26E-3 2.04E-4
order - 0.88 1.67 1.99 2.00
50/44/3 1.93 1.72 5.28E-1  5.19E-2 3.25E-3
order - 0.08 0.85 1.67 2.00

Table 5.6: Temporal errors of the CNFD ([5.2.1)) for the oscillatory NKGE ([5.5.1)) with

B =2 and (55.9).
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accurate in both spatial and temporal discretizations (cf. the first rows in Tables 5.0)),
which agree with those results in the literature. (ii) In the intermediate oscillatory case,
i.e., =1, the second order convergence in space and time of the FDTD methods can
be observed only when 0 < h < e'/2 and 0 < k < €32 (cf. upper triangles above the
diagonals (corresponding to h ~ /2 and k ~ £3/2, and being labelled in bold letters)
in Tables , which confirm our error bounds. (iii) In the highly oscillatory case,
i.e., f = 2, the second order convergence in space and time of the FDTD methods
can be observed only when 0 < h < e and 0 < k < & (cf. upper triangles above the
diagonals (corresponding to h ~ ¢ and k ~ €3, and being labelled in bold letters) in
Tables , which again confirm our error bounds. In summary, our numerical

results confirm our rigorous error bounds and show that they are sharp.

5.5.2 For EWI-FP method

We choose the following initial data
d(x) =1/ +e*) and y(z) =27, r eR. (5.5.4)
The problem is solved on a bounded interval ., = [—4 — 7?4 + ¢7#], which is
large enough to guarantee that the periodic boundary condition does not introduce
a significant truncation error relative to the original problem. The ‘exact’ solution is
obtained numerically by the EWI-FP method with a very fine mesh size and a very
small time step, e.g. h, = 1/16 and k. = 10~%. Denote v™ as the numerical solution
at s, by the EWI-FP (j5.3.6))-(5.3.7) with mesh size h and time step k. The errors are
denoted as é(z, s,) € Xy with é(x,s,) = v(z, s,) — Ip(v")(z). In order to quantify

the numerical results, we measure the H' norm of é(z, s,,), i.e.,
1e(, sn)llr = 1€, sn)ll + IVE(, sn)l-

We first test the spatial discretization errors at s = 1 for different 0 < e <1 and
0 < 8 < 2. In order to do this, we fix the time step as k. = 10~ such that the temporal
error can be ignored, and solve the oscillatory NKGE (j5.4.1]) with different mesh size h.
Table depicts the spatial errors for 5 =0, f§ =1 and 8 = 2. Then we check the
temporal errors at s = 1 for different 0 < e <1 and 0 < § < 2 with different time step

140



CHAPTER 5. EXTENSION TO AN OSCILLATORY NKGE

k and a very fine mesh size h, = 1/16 such that the spatial errors can be neglected.

Tables [5.845.10| show the temporal errors for 5 =0, =1 and § = 2, respectively.

1E(-, 1)1 ho =1 ho /2 ho /2> ho 2

go=1 3.66F-2 1.15E-3 7.13E-6 9.27E-11

£0/2 5.15E-2 5.43E-4 2.55E-6 5.08E-11

p=0 £0/2? 5.61E-2 6.35E-4 1.62E-6 4.58E-11
£0/2° 5.73E-2 6.89E-4 1.55E-6 4.41E-11

£0/2 5.76 -2 7.04E-4 1.55E-6 4.40E-11

g =1 3.66E-2 1.15E-3 7.13E-6 9.27E-11

£0/2 1.08E-1 1.23E-3 7.86E-6 1.36E-10

p=1 £0/2? 1.78E-1 4.00E-3 1.23E-5 3.50E-10
£0/2° 2.26E-1 9.90E-3 2.72E-5 8.81E-10

£0/2* 4.43E-2 1.81E-2 5.90E-5 2.01E-9

go=1 3.66E-2 1.15E-3 7.13E-6 9.27E-11

£0/2 1.64E-1 3.43E-3 1.72E-5 3.35E-10

p=2 £0/2? 4.94E-2 1.78E-2 6.16E-5 2.03E-9
£0/2° 2.73E-1 1.83E-2 6.03E-5 6.92E-9

£0/2* 1.60E-1 1.90E-2 8.86E-5 6.95E-9

Table 5.7: Spatial errors of the EWI-FP (/5.3.6)-(5.3.7]) for the oscillatory NKGE (j5.5.1))
with initial data (5.5.4) for different 5 and e.

From Tables and additional numerical results not shown here for brevity,

we can draw the following observations:

(i) In space, the EWI-FP (5.3.6)-(5.3.7) converges uniformly with exponential
convergence rate for any fixed 0 < e <1 and 0 < 3 < 2 (cf. each row in Table .

(ii) In time, for any fixed € = 9 > 0, the EWI-FP (5.3.6)-(5.3.7)) is uniformly second-
order accurate (cf. the first rows in Tables 5.10f), which agree with the results in the

literature. For the classical case, i.e., § = 0, Table |5.§ indicates that the temporal error
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1e( Dl

ko=01 ko/2  ko/2>  ko/2®  ko/2*

Ep =

order

1.08E-2 2.68E-3 6.70E-4 1.67E-4 4.18E-5
- 2.01 2.00 2.00 2.00

50/2

order

3.99E-3 9.95E-4 248E-4 6.21E-5 1.55E-5
- 2.00 2.00 2.00 2.00

€0/22

order

1.15E-3 2.86E-4 7.15E-5 1.79E-5 4.46E-6
- 2.01 2.00 2.00 2.00

60/23

order

2.98E-4 T743E-5 1.86E-5 4.64E-6 1.16E-6
- 2.00 2.00 2.00 2.00

50/24

order

7.52E-5 1.88E-5 4.68E-6 1.17E-6 2.97E-7
- 2.00 2.01 2.00 1.98

Table 5.8: Temporal errors of the EWI-FP (5.3.6))-(5.3.7)) for the oscillatory NKGE

(5.5.1)) with =0 and

initial data (5.5.4)).

le(, Dl

k@ ::O.l ko/? k0/22 k0/23 k0/24

=1 1.08E-2 2.68E-3 6.70E-4 1.67E-4 4.18E-5
order - 2.01 2.00 2.00 2.00
€0/2 2.57E-2  6.26E-3 1.55E-3 3.88E-4 9.69E-5
order - 2.04 2.01 2.00 2.00
£o/22 5.01E-2  1.15E-2 2.81E-3 7.00E-4 1.75E-4
order - 2.12 2.03 2.01 2.00
£0/23 2.57E-1  212E-2  4.78E-3 1.17E-3 291E-A4
order - 3.60 2.15 2.03 2.01
go/2* 1.70E-1  1.09E-1 7.47E-3 1.70E-3 4.17E-4
order - 0.64 3.87 2.14 2.03

Table 5.9: Temporal errors of the EWI-FP (5.3.6)-(5.3.7) for the oscillatory NKGE

(5.5.1) with g =1 and

initial data (5.5.4)).
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JeC Dl k=01 ko/d  ko/4 ko/4 ko4t
gg=1 1.08E-2 6.70E-4 4.18E-5 2.59E-6 1.89E-7

order - 2.01 2.00 2.01 1.89
€0/2 1.98E-1 1.10E-2 6.85E-4 4.27E-5 2.51E-6
order - 2.08 2.00 2.00 2.04
50/22 3.25 1.22E-1 6.82E-3 4.22E-4 2.48E-5
order - 2.37 2.08 2.01 2.04
£0/2 1.33 195  4.71E-2 2.51E-3 147E-4
order - -0.28 2.69 2.11 2.05
80/24 481E-1  5.33E-1 9.88E-1 1.68E-2 7.42E-4
order - -0.07 -0.45 2.93 2.25

Table 5.10: Temporal errors of the EWI-FP ([5.3.6)-(5.3.7) for the oscillatory NKGE
(5.5.1) with 5 = 2 and initial data (5.5.4)).

of the EWI-FP (5.3.6)-(5.3.7) behaves like O(?k?) (cf. each row and column in Table
5.8); When 8 = 1, the EWI-FP(5.3.6)-(5.3.7) converges quadratically in time when

k < e (cf. each row in the upper triangle above the diagonal (corresponding to k ~ &

and being labelled in bold letters) in Table[5.9). When 3 = 2, the EWI-FP(5.3.6))-(5.3.7)

converges quadratically in time when k < &2 (cf. each row in the upper triangle above
the diagonal (corresponding to k ~ &2 and being labelled in bold letters) in Table 5.10)).

In summary, our numerical results confirm our rigorous error estimates.

5.5.3 For TSFP method

In this subsection, we report the numerical results of the TSFP method for solving

the oscillatory equation ([5.5.1)) with the complex initial data
dx) = B+i)e ™ and 7y(z) = sech(z?), z€R. (5.5.5)

The problem is solved on a bounded interval Q. = [-8 — e7? 8 + £77], which is

large enough to guarantee that the periodic boundary condition does not introduce
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a significant truncation error relative to the original problem. The ‘exact’ solution

v(x, s) is obtained numerically by using the TSFP (5.4.9)-(5.4.10)) with a fine mesh size

h. = 1/16 and a very small time step k. = 5 x 107%. We also measure the H' norm

and the errors are displayed at T, = 1 with different ¢ and £.

e, Dy ho =1 ho/2 ho/2? ho/2?

go=1 1.40E-1 1.63E-3 5.20E-6 1.09E-10

£0/2 1.08E-1 2.30E-3 4.59E-6 9.72E-11

B=0 £0/22 7.59E-2 2.01E-3 4.42F-6 9.66E-11
£0/23 6.31E-2 2.01E-3 4.40E-6 9.67E-11

£0/2 5.95E-2 2.01E-3 4.40E-6 9.68E-11

co=1 1.40E-1 1.63E-3 5.20B-6 1.09E-10

£0/2 1.78E-1 3.29E-3 6.61E-6 1.60E-10

g=1 £0/22 1.35E-1 3.12E-3 8.78E-6 2.40E-10
£0/23 8.48E-2 3.29E-3 1.12E-5 3.34E-10

£0/24 1.00E-1 1.62E-3 1.18E-5 4.10E-10

co=1 1.40E-1 1.63E-3 5.20E-6 1.09E-10

£0/2 3.23E-1 4.59E-3 1.00E-5 2.43E-10

g=2 £0/22 1.28E-1 1.53E-3 1.20E-5 4.14E-10
£0/23 1.59E-1 3.61E-3 1.61E-5 1.58E-10

£0/24 1.21E-1 3.81E-3 1.34E-5 2.22E-10

Table 5.11: Spatial errors of the TSFP (5.4.9)-(5.4.10) for the NKGE (/5.5.1)) with initial
data (5.5.5)) for different 8 and e.

For spatial error analysis, we fix the time step as k., = 5 x 107% such that the
temporal errors can be neglected; for temporal error analysis, a very fine mesh size
he = 1/16 is chosen such that the spatial error can be ignored. Table shows the
spatial errors under different mesh size for these three cases and Tables depict

the temporal errors for 5 = 0, 1, 2, respectively.
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[eC, Dl ko=0.1  ko/2 ko/22  ko/2*  ko/2' k)25

€9 = 291E-1 7.06E-2 1.75E-2 4.37E-3 1.09E-3 2.73E-4
order - 2.04 2.01 2.00 2.00 2.00
€0/2 4.30E-2 1.06E-2 2.65E-3 6.63E-4 1.66E-4 4.14E-5
order - 2.02 2.00 2.00 2.00 2.00
£0/22 4.84E-3 1.21E-3 3.01E-4 7.53E-5 1.88E-5 4.71E-6
order - 2.00 2.01 2.00 2.00 2.00
£0/23 6.69E-4 1.67E-4 4.17E-5 1.04E-5 261E-6 6.52E-7
order - 2.00 2.00 2.00 1.99 2.00
go/24 1.34E-4 3.34E-5 8.35E-6 2.09E-6 5.22E-7 1.30E-7
order - 2.00 2.00 2.00 2.00 2.01
g0/2° 3.16E-5 7.88E-6 1.97E-6 4.92E-7 1.23E-7 3.07E-8
order - 2.00 2.00 2.00 2.00 2.00

Table 5.12: Temporal errors of the TSEFP (5.4.9))-(5.4.10)) for the NKGE (5.5.1)) with
B = 0 and initial data ([5.5.5)).

From Tables and additional results not shown here, we can draw the
following observations, which verify the efficiency of the TSFP —:

(1). The TSFP — is uniformly and spectrally accurate in space for any
0<e<land0< <2

(2). Tables illustrate that for any fixed € = g9 > 0, the TSFP method is
second-order accurate in time when k is small enough. Specifically, for 5 = 0, Table
indicates that the temporal error bounds of the TSFP method behave like O(g%k?),
which confirms the estimate in Theorem [5.4.1] In the cases f = 1 and § = 2, the
second order convergence in time can be observed only when the time step k is under
some meshing strategy (cf. the upper triangles above the diagonals in Tables and
5.14)). When 8 = 1, the TSFP converges quadratically in the regime k < e (the upper
triangle above the diagonal in Table . While for f = 2, the upper triangle above
the diagonal in Table [5.14] shows that the temporal error is at O(k?/e?) when k < 2.
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le¢-, Dt ko =0.1 ko/2 ko /22 ko/23 ko /24 ko/2°
=1 291E-1 7.06E-2 1.75E-2 437E-3 1.09E-3 2.73E-4

order - 2.04 2.01 2.00 2.00 2.00
€0/2 2.70E-1 6.45E-2 1.60E-2 3.98E-3 9.94E-4 2.48E-4
order - 2.07 2.01 2.01 2.00 2.00

go/2? 2.96E-1 6.71E-2 1.64E-2 4.09E-3 1.02E-3 2.55E-4

order - 2.14 2.03 2.00 2.00 2.00
g9/23 4.74E-1  6.90E-2 1.60E-2 3.92E-3 9.76E-4 2.44E-4
order - 2.78 2.11 2.03 2.01 2.00
go/2* 4.21E-1  1.31E-1 181E-2 4.18E-3 1.03E-3 2.55E-4
order - 1.68 2.86 2.11 2.02 2.01
g0/2° 4.30E-1 1.33E-1 3.84E-2 5.10E-3 1.18E-3 2.90E-4
order - 1.69 1.79 291 2.11 2.02

Table 5.13: Temporal errors of the TSEP ([5.4.9)-(5.4.10) for the NKGE (5.5.1]) with
B =1 and initial data ([5.5.5).

The numerical result is much better than the analysis for 8 € (0, 2].

5.6 Comparisons of different methods

Based on the numerical results of the CNFD method, EWI-FP method and TSFP
method in the previous sections, in view of both spatial and temporal accuracy and
e-scalability, we conclude that the TSFP and EWI-FP methods perform much better
than the CNFD method (the FDTD methods) for the numerical approximations of the
oscillatory NKGE (.5.1]), especially when 0 < ¢ < 1.

The solution of the oscillatory NKGE has no oscillation in space and propa-
gates waves with wavelength O(¢”) in time. The e-scalability of the FDTD methods is
h = O(%/?) and 7 = O(3%/?), which is under-resolution in both space and time with

respect to € € (0, 1] in terms of the resolution capacity of the Shannon’s information
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1B DI ko=01  ko/d  ko/42 k4P kofdt  ko/45
co=1 2.91E-1 1.75E-2 1.09E-3 6.83E-5 4.27TE-6 2.66E-7
order : 2.03 2.00 2.00 2.00 2.00
€0/2 3.42 1.56E-1 961E-3 6.00E-4 3.75E-5 2.34E-6
order - 2.23 2.01 2.00 2.00 2.00
/22 1.36E4+1 T7.32E-1 4.08E-2 253E-3 158E-4  9.87E-6
order ; 2.11 2.08 2.01 2.00 2.00
£0/2° 7.33 264  134E-1 7.62E-3 474E-4 295E5
order - 0.74 2.15 2.07 2.00 2.00
50/24 2.52 2.14 6.93E-1 2.76E-2 1.57E-3 9.75E-5
order - 0.12 0.81 2.33 2.07 2.00
50/25 8.99E-1 6.94E-1 5.56E-1 1.77E-1  6.46E-3 3.66E-4
order . 0.19 0.16 0.83 2.39 2.07

Table 5.14: Temporal errors of the TSEP ([5.4.9)-(5.4.10) for the NKGE (5.5.1]) with
f = 2 and initial data ([5.5.5).

Spatial
FD 4cFD spectral
Temporal
FD o + o) o + ) O(h™ + I3)
EWI O +€27372) | O(L5 + e273972) | O(W™o + £2-3072)
TS O(g; 4 £273072) O(g% 4+ 273072 | O(h™mo + £273072)

Table 5.15: Error bounds of different numerical methods for solving the NKGE (/5.5.1])

with the mesh size h and time step 7.
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Method CNFD EWI-FP TSFP
Time symmetric Yes Yes Yes
Unconditionally stable Yes No Yes
Explicit scheme No Yes Yes
Spatial accuracy 2nd Spectral Spectral
Temporal accuracy 2nd 2nd 2nd
Memory cost O(M) O(M) O(M)
Computational cost > O(M) O(M1In M) O(M1In M)
Resolution h = O(7/?) h=0(1) h=0(1)
when 0 < e < 1 = 0(e%/?) 7= 0(e) = 0(e)

Table 5.16: Comparison of the properties of different numerical methods for solving the
NKGE (5.5.1)) with M being the number of grid points in space.

theory |91}, (130} [131]- to resolve a wave one needs a few points per wavelength. The
e-scalability of the EWI-FP and TSFP methods is h = O(1) and 7 = O(&”), which is
optimal resolution in both space and time with respect to € € (0, 1]. The temporal
discretization error of the EWI-FP and TSFP methods behaves like O(g2-3%72). The
TSFP method is shown as equivalent to the Deuflhard-type EWI-FP method, but it has
an improved error bound regarding to the small parameter ¢ € (0,1] when 0 < ¢ < 1.
Thus, the TSFP method is the best choice among these methods of different spatial
and temporal discretizations to solve the oscillatory NKGE (5.5.1)).

For convenience, we summarize the error bounds of different numerical methods
in Table and the properties of these numerical methods for the NKGE ([5.5.1]) in
Table £.16
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Chapter 6

Conclusion and Future Work

This thesis is devoted to the error estimates of numerical methods for the long-time
dynamics of the nonlinear Klein-Gordon equation (NKGE). The numerical methods
studied here include the finite difference methods, exponential wave integrator methods
as well as the time-splitting methods and particular attentions are paid on the error
bounds of different numerical methods up to the time ¢ = T /e” with 0 < 3 < 2 and
Ty fixed. The main work in the thesis is summarized as follows and possible topics for
future work are also discussed.

1. Error estimates of finite difference methods

Finite difference discretization in time combined with different spatial discretizations
is applied to solve the NKGE with weak nonlinearity in the long-time regime. Four
frequently used finite difference time domain (FDTD) methods are analyzed, and their
stability conditions as well as error estimates are rigorously established up to the time
t="T/ ef with 0 < 8 < 2. Tt is found out that all the FDTD methods share the same
spatial and temporal resolution. The CNFD is unconditionally stable, while others
suffer from stability conditions. The fourth-order compact finite difference (4cFD)
method is also used for studying the long-time dynamics of the NKGE, which has better
spatial resolution than FDTD methods. The finite difference Fourier pseudospectral
(FDFP) method is investigated as well, which discretizes the NKGE by Fourier spectral
method in space and has the uniformly spectral accuracy in space in the long-time
regime.

2. Study of exponential wave integrator methods

Exponential wave integrator (EWI) methods are adapted to study the long-time
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dynamics of the NKGE with weak nonlinearity. Uniform error bounds of the exponen-
tial wave integrator Fourier pseudospectral (EWI-FP) are rigorously established and
numerical results are presented to validate the error estimates. For comparisons, the
numerical schemes and corresponding error estimates for the EWI methods combined
with central finite difference and fourth-order compact finite difference discretizations
in space are also carried out.

3. Error estimates and comparisons of time-splitting methods

The NKGE is reformulated into a relativistic nonlinear Schrodinger equation (NLSE)
and the time-splitting methods are used to discretize it numerically. An efficient and
accurate time-splitting Fourier pseudospectral (TSFP) method is proposed and analyzed
for the long-time dynamics of the NKGE with weak nonlinearity or small initial data.
Uniform error bounds of the TSFP method are rigorously carried out up to the time at
O(£7?). The error bounds of the time-splitting finite difference (TS-FD) method and
TS-4cFD method are also established. Comparisons of different time integrators and
applications in 2D and 3D cases are presented.

4. Extensions to an oscillatory nonlinear Klein-Gordon equation

The error estimates of different numerical methods for the long-time dynamics of the
NKGE with weak nonlinearity up to the time at O(¢~#) are extended to the dynamics
of an oscillatory NKGE up to the fixed time at O(1). The solution of the oscillatory
NKGE propagates waves with wavelength at O(1) in space and O(&”) in time, and
wave speed in space at O(¢=?). The FDTD methods, EWI-FP method and TSFP
method are studied for the oscillatory NKGE. The error bounds as well as the spacial

and temporal resolution of these numerical methods are obtained straightforwardly.

Some future work is listed below:

e Improve the error estimates of the TSFP method for the NKGE in the long-time
regime when 0 < ¢ < 1.

e Propose multiscale methods to solve the NKGE in the long-time regime efficiently.

The total time steps could be fixed in the long-time regime, which means that

150



CHAPTER 6. CONCLUSION AND FUTURE WORK

the total computational cost for the long-time dynamics up to the time 7T, =

To/e?(0 < B < 2) with Ty fixed can be reduced.

Extend the error estimates of numerical methods to the NKGE in different scalings.
Some error estimates may be established just in short-time such as the NKGE
with strong nonlinearity, while we can do some numerical simulations in the

long-time regime.

Study the long-time dynamics of other partial differential equations (PDEs) such
as the Dirac/nonlinear Dirac equation, Burgers-Hilbert equation, Benjamin-Bona-
Mahony (BBM) equation, etc. Based on the analytical result of the life-span of
these PDEs, carry out the error bounds of different numerical methods in the

long-time regime.
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