Chapter 10 )
High-Order Symmetric s
Hermite-Birkhoff Time Integrators

for Semilinear KG Equations

The computation of the Klein—Gordon equation featuring a nonlinear potential
function is of great importance in a wide range of application areas in science
and engineering. It represents major challenges because of the nonlinear potential.
The main aim of this chapter is to present symmetric and arbitrarily high-order
time-stepping integrators and analyse their stability, convergence and long-time
behaviour for the semilinear Klein—Gordon equation. To achieve this, under the
assumption of periodic boundary conditions, an abstract ordinary differential
equation (ODE) and its operator-variation-of-constants formula are formulated on
a suitable function space based on operator spectrum theory. By applying a two-
point Hermite—Birkhoff interpolation to the nonlinear integrals that appear in the
operator-variation-of-constants formula, as a result, a suitable spatial discretisation
leads to the fully discrete scheme, which needs only a weak temporal smoothness
assumption.

10.1 Introduction

It is well known that the nonlinear wave equation plays a prominent role in a wide
range of applications in engineering and science, including nonlinear optics, solid
state physics and quantum field theory [1]. Most importantly, the Klein—Gordon
(KG) equation, a relativistic counterpart of the Schrodinger equation, is used to
model diverse nonlinear phenomena, such as the propagation of dislocations in
crystals and the behaviour of elementary particles and of Josephson junctions (see
Chap. 2 in [2] for details). Numerical computations play an important role in the
study of nonlinear waves. We here restrict ourselves to the one-dimensional case,
although all ideas, algorithms and analysis described in this chapter can be easily
extended to the solution of semilinear KG equations in a moderate number of space
dimensions.
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We now consider the following semilinear KG equation in a single space
variable:

u,,—azAuzf(u), to<t<T, xe€82,
_ (10.1)
u(-xv tO) = (/)l(x)v ul(xs tO) = (/)2()(:)7 X € Qv

where u(x, t) represents the wave displacement at position x and time ¢, and the
nonlinear function f(u) is the negative derivative of a potential energy V(u) > 0.
Here it is assumed that the initial value problem (10.1) is equipped with the periodic
boundary conditions on the domain §2 = (—m, ),

u(x,t) =u(lx +2m,1t), x € (—m, ], (10.2)

where 27 is the fundamental period with respect to x. The semilinear KG
equation (10.1) is used to model many different nonlinear phenomena, including
the propagation of dislocations in crystals and the behaviour of elementary particles
and of Josephson junctions (see Chap. 8.2 in [2] for details). In general, it has also
been the subject of detailed investigation in studies of solitons and in nonlinear
science. In the literature, there are various choices of the potential f(x). Among
typical examples is the best known sine-Gordon equation

ur — a’Au + sin(u) = 0,

and it also appears with polynomial f (), and other nonlinear functions. Another
point is that, if u(-, t) € H'(£2) and u; (-, 1) € L*(£2), the energy conservation is a
key feature of the KG equation (10.1) with periodic boundary condition (10.2), that
is

E(t) = ;/9 (u? + a*|Vul* + 2V (w))dx = E(to). (10.3)

This is an essential property in the theory of solitons. Therefore, it is also very
important to test the effectiveness of a numerical method for (10.1) for the
preservation of the corresponding discrete energy.

The KG equation has received much attention in both its numerical and analytical
aspects. With regard to analytical issues, the initial value problem (10.1) was
investigated by many authors (see, e.g. [3—7]). In particular, for the defocusing case,
V() > 0,u € R, the global existence of solutions was established in [3], and for
the focusing case, V(1) < 0, u € R, possible finite time blow-up was investigated.
In numerical analysis, various solution procedures have been proposed and studied
including classical finite difference methods such as explicit, semi-implicit, compact
finite difference and symplectic conservative discretisations [8—12]. Other effective
numerical methods, such as the finite element method and the spectral method were
also studied in [13-16]. Although various numerical methods for the semilinear
KG equation have been derived and investigated in the literature, their accuracy is
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limited, and little attention has been paid to the special structure brought by spatial
discretisations.

It is known that recent interest in exponential integrators for semilinear parabolic
problems has led to the development of numerical schemes (see, e.g. [17-21]).
Motivated by this and based on the operator spectrum theory (see, e.g. [22]), we
first formulate the nonlinear KG equation (10.1)—(10.2) as an abstract second-order
ordinary differential equation. Then, the operator-variation-of-constants formula
(also is termed the Duhamel Principle) for the abstract equation is introduced, which
is in fact an implicit expression of the solution of the semilinear KG equation (see
[23]). In a similar way to the useful approach to dealing with the semiclassical
Schrodinger equation in [24], we forego the standard steps, of first semidiscretising
and then dealing with the semidiscretisation, in a totally different approach which
greatly reduces the requirement of the smoothness with respect to time. Employing
the operator-variation-of-constants formula, we interpolate the nonlinear integrators
by two-point Hermite interpolation, and then a class of symmetric and arbitrarily
high-order time integration formulae is derived and analysed. In fact, the space
semidiscretisation is deferred to the very last moment, and this helps us take a subtle
but powerful advantage of dealing with the undiscretised operator A and incorporate
the special structure brought by spatial discretisations into the underlying numerical
integrator.

10.2 The Symmetric and High-Order Hermite-Birkhoff
Time Integration Formula

In this section, using operator theory (see, e.g. [22]), we firstly formulate the
nonlinear problem (10.1)-(10.2) as an abstract ordinary differential equation
on the Hilbert space L%(£2). Then, the operator-variation-of-constants formula
for the abstract equation is presented, which is in fact an implicit expression
of the solution for the system (see, e.g. [23, 25]). Keeping the eventual
discretisation in mind and applying Hermite—Birkhoff interpolation to the
operator-variation-of-constants formula, we will present a class of symmetric and
arbitrarily high-order time integrators in a suitable infinite-dimensional function
space.

10.2.1 The Operator-Variation-of-Constants Formula

In this subsection, we start with recalling the abstract second-order ordinary dif-
ferential equation and its operator-variation-of-constants formula (see [23]) before
considering the design of the numerical integrators,.
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To formulate an abstract formulation for the problem (10.1)-(10.2), we first
consider the differential operator <7 defined by

2
(V) (x) = —a”vx (x),
where o7 is a linear, unbounded positive semi-definite operator, whose domain is

D() = {v c H'(2) : v(x) = v(x + 2;1)} .

Clearly, the operator .o has a complete system of orthogonal eigenfunctions {eikx :
ke Z}. The linear span of all these eigenfunctions

X :=lin{e* : k e Z} (10.4)
is dense in the Hilbert space L2(£2). Thus, we obtain the orthonormal basis of

eigenvectors of the operator .7 with the corresponding eigenvalues ak? for k € Z.
We next introduce the functions as follows:

o (—Dkxk .
¢j(x) :=Z(2k+j)', jeN for Vx >0. (10.5)
k=0 ’

Itis easy to see that the functions ¢; for j =0, 1, 2, - - - are bounded for any x > 0.
For instance,

$o(x) = cos(v/x), ¢1(x) = sinc(y/x),

and it is obvious that [¢;(x)| < 1 for j = 0, 1 and Vx > 0. These functions (10.5)
can induce the bounded operators

¢j(tl): L*(2) - L*(2)

forjeNandr <t < T:

o0

pitwx) = Y ig;(ta’kP)e* for v(x)= Y e, (10.6)
k=—00

k=—o00

The boundedness follows from the definition of the operator norm that

g (r.)v]|*
lgja)lz= sup "7 TN < sup | (ta’kH)P < v (10.7)
[v]1£0 vl t0<I<T

where || - || is the Sobolev norm || - [|12(@) 12(s). and y; for j € N are the bounds
of the functions |¢;(x)| for j € Nand x > 0.
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In what follows, we define u(¢) as the function that maps x to u(x, t):
u(t) =[x ulx, ).

The system (10.1)-(10.2) can be formulated as an abstract second-order ordinary
differential equation

!u”(l) +dut) = f(u@®), 1<t<T,
(10.8)

u(to) = ¢1(x), (1)) = p2(x),

on the closed subspace

X :={u(x, JeX | u(x, -) satisfies the corresponding boundary conditions}

C L*(2).
(10.9)

The next theorem characterizes the solution of the abstract second-order ordinary
differential equation (10.8) (see [23]).

Theorem 10.1 The solution of (10.8) and its derivative satisfy the following
operator-variation-of-constants formula

u(t) =do((t — 10)> )ulto) + (t — t0)p1 ((t — t0)>/ )u' (10)

t
+ / t — 1 ((t — O f(u(0))de,
fo

(10.10)
u'(t) = — (t —10) A 1 ((t — 10)* o )ulto) + o ((t — t0)* 7 )u (t0)

- / do((t — )2 f(u(0))dg,

for ty < t < T, where both ¢o((t — to)z.;zf) and ¢ ((t — to)z,ga/) are bounded
operators.

10.2.2 The Formulation of the Time Integrators

According to the operator-variation-of-constants formula (10.12) and the two-point
Hermite interpolation, we develop a class of arbitrarily high-order and symmetric
time integration formulae. We start with a few useful preliminaries.
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Lemma 10.1 The bounded functions ¢;j(/), j € N of the operator </ reduced
by (10.5) satisfy

1 .
/ (1—2)¢1((1 - %) dz = jlgj4a(), J €N,
0 (10.11)

1 .
/o do((1 — 2)2e7)2 dz = j\pj11(), JEN.

Proof The first formula can be proved as follows

! o 1vk [l — 2kt
/ (1-2)¢1 (1 —2)*°)z/dz = E (=D fp(1—2) z/dzﬂk
0

P 2k + 1!
00 k
(=D%j! k.
=> A" = jlPji2().
i !
= Qk+ j+2)!
Likewise, we can obtain the second formula. O

Corollary 10.1 For every m,n € N the operators (10.6) satisfy
1 mo '
f (=2 i (1 — 2 ) "dz = Y Ch(=D)" " (m + 1 — D)pmin—i2(),
0

i=0

1 m . .
/0 (1= 2)"o((1 = 2)2)"de = Y Ch (=1 (m + 1 = )punn—i41 (),

i=0

where Ci = (") is the binomial symbol.

Proof We only prove the first formula
1
/ (1= 2" ((1 — 2)>)2"dz
0

m 1
=Zc;'n(—1)'"—i/ (1 —2)¢1((1 — 2)*) 2" dz
0

i=0

=Y CLED" T+ n = ) pmn—it2 ().
i=0

Likewise, the second formula can be obtained. m]
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It follows from Theorem 10.1 that the solution of (10.8) and its derivative at a
time point t,41 = t, + At, n € N are

1 ~
u(tng1) =o(¥)ultn) + Aty (¥)u' (1) + AP /0 (1 = 2¢1((1 = 2*) f(2)dz,

1 ~
W (tns1) = — Ard 1 (¥ )ut) + do (¥ ) (ta) + At fo ¢o((1 —2°7) f(2)dz,
(10.12)

where ¥ = A2/ and f(z) = f (u (tn + zAt)). Clearly, in order to obtain the
time integration formula from (10.12), we need to consider efficient integrators for
approximating the nonlinear integrals

1
I = / (1= 2¢1((1 = 2)*7) f(2)dz,
0 (10.13)

1
hi= fo do((1 — 227) F)dz.

Usually, the potential function f () is nonlinear, and only the endpoints’ informa-
tion can be used directly when we deal with the two nonlinear integrals in (10.13)
and design numerical methods. Accordingly, we are particularly concerned with
fitting function values and derivatives at the two boundary points of the finite interval
[0, 1]. This motivates us to interpolate f(z) by a two-point Hermite interpolation
pr(z) of degree 2r + 1 (see, e.g. [26, 27]).

Lemma 10.2 Assume that f e C¥ +2([O, 1]). Then there exists a Hermite
interpolating polynomial p,(z) of degree 2r + 1

Pr@ =Y [TV O + (=D = D FP )] (10.14)
=0
satisfying the interpolation conditions

PO =700, p O =m0 j=012

where

. ,«_j
z/
Prj@ = (1= Iy e (10.15)
’ =0
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and the error on [0, 1] is

Z)rJrl f(2r+2) (é)

— o L L
Ry =f@)—pr(x)=(-1)"z a Qr +2)! ’

£e(0,1). (10.16)
Replacing f (z) in (10.13) by the Hermite interpolation p,(z) where f (z) =
F(ulty +zA0) and FO(2) = At £ (u(t, + zA1)) yields

I =" A [ 11Br @17 () + (=D 1B = D1 () .

j=0

I =3 A BiBe @17 () + (=D BIB, (1 = D1 () .
j=0
(10.17)

where f,(J ) (u (t)) denotes the j-th derivative of f (u (t)) with respect to 7. In terms of
the Hermite—Birkhoff quadrature formula (see, e.g. [28-30]), we will determine the
coefficients I1[B;(2)], I2[B;(z)], I1[B;(1 —z)] and Ix[B; (1 —z)]. These coefficients
are given by

1
1B, j(2)] :=/O (1= 2¢1 (1 — 2*%)B,. j (2)dz

r—jr41 st i—itD) (10.18)
r—i s i rrs -1 :
= > vty ;, Grts+j—i+3 (V)
s=0i=0
! 2
DBy, j(2)] 1=_/(; $o((1 —2)°7) By, j(2)dz
_ (10.19)
r—jr+l ..
r—idl s i TEsSH i+ D!
=X > =y, ' ;! l Grts+j—i+2(7),
s=0i=0
! 2
e (= 1i= [ 1= 201 ((1 = 2771 - 0z
o (10.20)
r—jr+j A .
S+j—i s i rts+j-i+D!
ZZZ(_D‘ A CrJrsCSJrj : ;! l ¢r+s+j—i+3(7/)»
s=0i=0
! 2
B (- 2] :=/0 d0((1 — 227) By (1 — 2)ds
(10.21)

r—jr+j

- o (r+s+j—i+ 1!
=Y > (=Dt 'CrsCoyj i brtstj—i+2(¥)-
s=0i=0 ’
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From the definitions stated above, it is evident that the coefficients are bounded for
any j =0,1,---,r,

M Br j @]l < max 1By j(2)] < 1 and  [[11[B,; (1 — )]«

X

< max i(1-—2)]<1,
< <<1|I3r,1( )| <

0<z<
1208, j(D)]ll« < max [B,;(2)| <1 and |L[B;(1—2)]l«
0<z<!1
< (1—2]<1.
olgfél |Br, (1 — 2)]

Suppose that the following approximations have been given
u" ~u(t,) and u” ~u'(t,).

On the basis of the above analysis and the formula (10.12), we present the following
time integration formula for the abstract ODE (10.8).

Definition 10.1 The Hermite—Birkhoff (HB) time integration formula for solving
the abstract ODE (10.8) is defined by

w'th =go(V)u" + Atgy (V)"

+ 3 A LB @U@ 4+ (1 L (1 = 917 @]

j=0

M”J’_l — _ Alﬂ(f)l (’V)Mn +¢0(,V)Mn

+) A {lz[ﬂr,j(z)]f,(j)(u”) + (=D BB, (1 - Z)]ft(f)(uﬂﬂ)} ,
j=0

(10.22)

where I1[B;, j (2)], L[Br,j(2)], Ii[Br,j(1 — z)] and L[ B, j (1 — z)] have been defined
by (10.18)—(10.21), respectively.

Remark 10.1 The HB time integration formula (10.22) is derived by using a two-
point Hermite interpolation to approximate the nonlinear function f(z) appearing
dm
in the nonlinear integrals (10.13). Here, the high order derivatives df’iZ) will be
Z
used. Fortunately, the high order derivative u™ (z, + zAt) can be calculated from

lower order derivative via the abstract equation (10.8), namely,

m m—2

d
- u(ty, +zAt) = dgm—2 (

) — Uty + 200 + f(ulty + zAt)))Atz, m>2.
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an f
Hence, the high order derivatives dfn(f) satisfy the following recursive relation-
Z
ship

F@) = f(ulty + 2A0)u (6 + zAD AL,

dm]?(z) B dm—2
dzm - dzm72

{ £t + 280) (11 + zAt))z

WV

' (ulty + 280) (= Suly + 280 + f(uty +280) )} A2 m =2,

This means that the high order derivatives u™ () for m > 2 will not be affected in
the HB time integration formula (10.22).

Concerning the local error bounds of the formula (10.22), we have the following
theorem.

Theorem 10.2 Assume that f(u(-,1)) € C*2([to, T1) and ﬁ(2’+2)(u(x, )) €
L%(2). Under the local assumptions of u* = u(t,), W' = u'(t,), the local error
bounds of the HB time integration formula (10.22) are

lu(tnrr) — " < CLA ™ and i/ (tar1) — " T < CoAP 3,
(10.23)

where the constants C1 and C> are given by

_ r+2)!(r+ 1! 2r4+2)
LT 0r +2)102r + 4)! peieT |77 W)

and

_ [(’ + 1)!]2 (2r+2)
2= r 4 212 4 312 1T )]

Proof Using (10.12) and (10.22), we obtain
1
U(tygr) —u" = At2/ (1 —2)p1((1 = 2)*7) [f(u(t,, +zAD) — pr(z)]dz,
0
(10.24)
and

1
W) =1 = At [ a0((1 = 2P [£ (utt +280) = pr ).
(10.25)
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As f(j)(z) = At/ ft(j) (u(tn + zAt)), it follows from Lemma 10.2 that

pin JEP (uty + 87 AD))

2r 4 2)!
(10.26)

Flulty +zA0) = pr(z) = AP P21 71 - 2)

Then inserting (10.26) into (10.24) and (10.25) yields

G (u(ty + £ A1)

I/ln+1 ” < At2r+4 ||ff
= Q2r +2)!

1
)H / (1 _ Z)r+2Zi’+1dZ
0

lu(tnv1) —
g ClAt2r+4,
and

O (uty +£" A1)

fi
't N N o I
lu (tng1) — "l 2 +2)!

1
)H/ (1— 2+,
0
< C2At2r+3.

The statement of this theorem is proved. O

Since the KG equation (10.1) is time symmetric and a most welcome feature
of (10.22) is that it preserves time symmetry, in what follows, we show the symmetry
of the formula (10.22). As a first step, we introduce some useful properties of the
operator-valued functions ¢o (<), ¢1(=) and the coefficients defined by (10.18)—
(10.21) in the following two lemmas.

Lemma 10.3 The bounded operators ¢o(<f) and ¢1(</) defined by (10.6) satisfy
P () + AP (A) =1, (10.27)

where < is an arbitrary positive semi-definite operator or matrix.
Lemma 10.4 The coefficients 11[B, (2], b[B.j ()], Ii[Br;(1 — 2)] and
LBy, j(1 — 2)] from (10.22) satisfy

do(V)1[Br,j (D] — o1 (V) L[ Br,j (D] = =N [Br (1 — 2)],

(10.28)
Vo1V NIBy,j (D] + do(P) LBy, j ()] = DlBy, (1 — 2],

where B, j(2) for j = 0,1, .-, r are defined by (10.15) and V" = At2of with o,
an arbitrary positive semi-definite operator or matrix.
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Proof According to the definitions of /1[B,, j(z)] and I>[ B, ;(z)], we have

(NN Br /()] = 410 Dl ()]
1
= fo [(1 = 240061 ((1 = 227) = $10)90((1 = 2 |Br s (2)ez
1
= /0 (20008127 = 0196027 |1y (1 = 20z

1
=- /0 (1—2)¢1((1 - Z)zy)ﬁj(l —z)dz = —N[B,;(1 —2)],

and
Vo1 (LB ()] + ¢o(P) 1B (2)]
= /0 1 ((1 — V1 (NP1 ((1 = 2*7) + do(¥)o((1 — z)27/))ﬁj (2)dz
= /0 1 VGBI V) + o (P )bo(*¥)) B, (1 — 2)dz
= /0 1 do((1 = 2*7)B;(1 = 2)dz = Ip[Bj(1 — 2)]. (10.29)
Hence, the theorem is proved. 0

We note that Hairer et al. [31] have pointed out that symmetric methods
have excellent long-time behaviour when solving reversible differential systems.
Therefore, it is an important aspect of the design and analysis of symmetric
integrators in numerical PDEs. We are now in a position to prove the time symmetry
of (10.22).

Theorem 10.3 The HB time integration formula (10.22) is symmetric with respect
to the time variable.

Proof Exchanging u"t! < u" u"t! < u” and replacing Ar by —Ar in for-
mula (10.22), we obtain

u” =¢0(7/)un+1 — Atgy (7/)Mn+1

+ 30 AT = BB @1 @ + 1B (= 015 @],
j=0
(10.30)



10.3  Stability of the Fully Discrete Scheme 311
Mn — AIJZ{(f)l (7/)MH+1 + ¢O(af/)un+1

=S At D BB O @ + BIB (- D1 W)
j=0
(10.31)

It follows from the calculation ¢o (%) x (10.30) + At¢(¥") x (10.31) that

utl =0 (7/)1/1 + Atd (“//),un

= > a1 [go0N BB @) = o1 N BB 1|7 ()
j=0

+ [#00N 1B (1 = D1 = BBl (1 = D1 wh ). (1032)
Likewise, the calculation —At.o7 ¢1 (7)) x (10.30) + ¢o(#) x (10.31) results in

't =— At g ()" + po(V )"

+ 3 A DI [F N B1B @1+ o BlB 1| £ @)

J=0

+ [P N NLB (1 = D1+ g0 0N Dl (1 = D] W],
(10.33)

Then applying Lemma 10.4 to (10.32) and (10.33) yields the statement of the
theorem. O

10.3 Stability of the Fully Discrete Scheme

This section will show the stability of the fully discrete scheme after the differential

operator 7 is replaced by a suitable matrix A. Throughout this section || - ||

represents both the vector 2-norm and the matrix 2-norm (the spectral norm).
Under the assumption of the following finite-energy condition (see, e.g. [32-34])

K2 2

;nu/(r)u2 + 7 u@®TAu() <

, 10.34
) ) ( )

where K is a constant, global error bounds of the Gaustchi-type method were
proved to be independent on ||A||. Consequently, the Gaustchi-type time integrator
of order two coupled with suitable spatial discretisation is an excellent choice to
solve nonlinear wave equations. Moreover, it is a most important result that the
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long-time energy conservation for numerical methods can be achieved with the
finite-energy condition (see, e.g. [33]). We here also suppose that the exact solution
of the nonlinear system (10.8) after suitable spatial discretisation satisfies the finite-
energy condition (10.34).

Assume that the perturbed problem of (10.8) is

{ V(@) + @) = f(v(@), 1€l T,
_ (10.35)
v(t0) = p1(x) + @1(x), V' (t0) = @2(x) + G2(x),
where ¢ and ¢, are perturbation functions. Let
n() = v(t) —u(r).
Subtracting (10.8) from (10.35) yields
! ")+ @) = fv@®) = f(u®), telnT],
_ , B (10.36)
n(to) = ¢1(x), 1 (to) = g2(x).

We approximate the operator .2/ by a symmetric positive semi-definite differentia-
tion matrix A on an M -dimensional space since this assists in structure preservation.
This implies that there exists an orthogonal matrix P and a diagonal matrix A with
non-negative diagonal such that

A= PAPT.

Then A = D?, where D = PA ) PT. Accordingly, the bounded operators ¢ ; 222)
are replaced by the matrix functions ¢ (1?A). Likewise, we also have

I6; (> )] =\/ mx (6302)) <y, jen (10.37)
Moreover, it is clear that
|Da|® = aTAa, Vo € RM,

because A is a symmetric positive semi-definite matrix.
We next analyse the stability for the HB time integrators (10.22). We assume that

N, "= n/(tn) and vVt R (), w' A U/(tn)-
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Applying HB time integration to (10.36) yields
P =gV + B (V)" + 3 A2 GRS
j=0
— £ @]+ DB (= [ = [P W]
T = = AtAG (VI + 4o(V)e" + 3 Al {218, @£ 0"
Jj=0

— S @]+ D B1B (1 = [ = [P W]
(10.38)

where V. = Ar?A, I[Br, ()], LIBr,j (D], [i[Br,j(1 — 2)] and L[B: j(1 — z)] are
defined by (10.18)—(10.21), respectively. Similarly, we obtain

. < . < (1 — < (1 — <
M1 [Br; D] < Orgfé(l 1Brj ()] < 1 and |1 [Br;j (1 =]l < ()Iélvai(l 1Br;(1 =2 <1,

X X

IalBr j Il < max () < 1 and  [|L[B;(1 — 2]l < omax 1B (1 =2l < 1.

X X

The schemes (10.38) can be rewritten in a compact form:

Dnn+l _ Dn” r j+lfl ] ] 0 )
[ ¢t ]_W(V)[ ¢ ]+J§>At o VP VIEL (i g0

r ) ) 1 0
+ 2}(—1)1 A+ /0 w;(B(1 —2), V)dz [f}”(v”“) B f}”(ﬂ“)]’
Jj=
(10.39)

where

_[ @) ADgi(V)
W(V)_[—AtDWV) o(V) } (1040

and

| . $o((1—22V)  Ar(l—2)Di((1—2)°V)
ViB@. V)= i@ [—At(l ~9DH((1=22V)  go((1 —2)*V) }
(10.41)
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Before dealing with stability analysis, we should investigate the spectral norm of
matrices ¥ (V) and ¥; (B(z), V) for j =0,1,---,r.

Lemma 10.5 Suppose that A is a symmetric positive semi-definite matrix and that
V = A2 A. Then the spectral norms of matrices ¥ (V) and v (/3 (2), V) satisfy

eI =1 and |1¥;(B@), V)l = Br;@| <L,
zel0, 1], j=0,1,---,r (10.42)

Proof 1t is trivial to verify the results based on Lemma 10.3, formulae (10.40)
and (10.41) and the definition of the matrix 2-norm. The reader is referred to [23]
for details. m|

10.3.1 Linear Stability Analysis

We begin with the stability analysis of HB time integrators for the linear problem,
i.e. f(u) = u. In this case, we have

@) = —au@ and  [F (o) = - U@, kel
(10.43)

Lemma 10.6 Suppose that A is a symmetric matrix. Then
k
I =AY <[1+pA], keN,
where p(A) is the spectral radius of A.
Proof 1t is immediately from the definition of the spectral norm that

(I — A = \/)\max(u — %) < (1+ Jax 1) =1+ e,

where A for j = 1,2,---, M are the eigenvalues of A. O

Theorem 10.4 Assume that the operator <7 is approximated by a symmetric posi-
tive semi-definite differentiation matrix A and let the finite energy condition (10.34)
be satisfied. If the sufficiently small time stepsize At satisfies At2(1 + ,O(A)) <1
with At < [4(r + 1)]7}, then we have the following stability results:

In"l < exp (22r +3T) (1611 + JoTAg + I16211).

el < exp 2Cr +3T) (1911 + /37 Ad1 + 162112).
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where @ = (@1(x0), @1(x1), -+, @1(xp—1)", while §1(x;) for | = 1,2 are the
values of the perturbation functions ¢; forl = 1, 2, at the grid points {xi}iﬂial.

Proof Using the first formula in (10.38) and (10.39), we obtain

.
"< " )+ Al )+ > AP (AP ") = £ @+ 1A
j=0

_ f}(]) (un+1) ”)’
and

Jarragt e e < JomTag + e

+ 2 A (1A = £P @+ 1A @D = 7))

J=0

Then summing up the above and using (10.43), we have

"1+ \/(77"“)Tz‘\77’“rl + g2 < i+ \/(n”)TAn” +l1E™ 1 + Atllg"|

+ AL+ A0 YA = B (I 0"+ ).

j=0
(10.44)

Applying Lemma 10.6 to inequality (10.44) leads to

I+ + \/(77"“)Tz‘\77’“rl + g2 < "+ \/(n”)TAn” +l1E™ 1% + Atllg"|

r .
. J
+ AL+ A YD A (1 p() = (I I+ 18I+ ™)+ 1),
j=0

Under the assumption that the stepsize satisfies At2(1 + p(A)) < 1, we obtain

Iy G T A 2

At(2r +3) n " n w2
<[+ S [ orman o),



316 10 High-Order Symmetric Hermite—Birkhoff Time Integrators for Semilinear KG. ..
As At < [4(r + D], we have
I e e < 1420 + 3)a]
(i1 + T am + ini2).
Then an inductive argument yields the following result
Iy G DT A 4 e P < exp (22 + 3)T)
(1601 + /5T Ag + 12211
Therefore, we have

I

In"1 < exp (204r +9)T) (111 4+ 1DG1 I + 112

N—"

(10.45)
161 < exp (2 +97) (1511 +IDG 2 + 1)),

and linear stability is proved. O

10.3.2 Nonlinear Stability Analysis

We will further analyse in this subsection the stability of HB time integrators for
nonlinear problems. The analysis relies upon some assumptions.

Assumption 10.1 It is assumed that both (10.8) and (10.35) possess sufficiently
smooth solutions and f : D(&) — R is sufficiently Fréchet differentiable in a strip
along the exact solution.

As is known, it follows from Chap. 3 in [35] that

Pum)y= > a®FO (@), u'®), (10.46)

feSENT/,,

where SENT/ = {0} U {7 = [fi, - .fu]l> : & € SENT} and SENT is the
set of special extended Nystrom trees defined in [35], «(f) is the number of
possible monotonic labellings of an extended Nystrom tree 7, and .% (7) (u, u ) is
the corresponding elementary differential.
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Assumption 10.2 We assume that df(u)/du* : D(&/) — R for k =
0,1,2,---,r are locally Lipschitz continuous in a strip along the exact solution u.

Hence, there exist real numbers L(R, p(A) Llil) such that

17 @ (v (@), V' (1) = F (D) (w(@), w'®))ll

< LR o)) (0@ = w®) ] + V') —w'®]l). W € SENT/,,

forall 1 € [1o, T]and max (Jo—u()ll lw—=u(®], v/ =’ O], |w'~u'0)]) < R.
The next theorem shows the statement on nonlinear stability.

Theorem 10.5 With Assumptions 10.1 and 10.2, suppose that the sufficiently small
time stepsize satisfies

,

.1

A’L(R, p(A) < 1 d At H< .

(R, p(A)) an Z > ab<,
J=0fesENT/,,

Then, if the operator <f is approximated by a symmetric positive semi-definite
matrix A, we have the following stability results,

)
i <espl2r (1423 2« (||¢1||+/¢IA¢1+||¢2||2>,

. ;
J=0fesENT/,,

.
lg"l <expl2T [1+2)° Y ad (||¢1||+/¢IA¢1+||¢2||2>,

. ;
J=0feseNt/,,

where @y = (¢1(x0), g1(x1), -+, @1(xp—1)) T and @ (x;) for | = 1,2 are the values
of the perturbation functions @; for | = 1, 2, at the spatial grid points {x,-}l.ni 61.

Proof Using the first formula in (10.38) and (10.39), we obtain

,
"<+ A+ Y AR @) = £ W)
j=0
+ ”f‘t(/)(vn+1) _ ft(j)(lxanrl)”],
(10.47)
Jarhr a4 ez < Jomtage + g2

j=0
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Summing up (10.47) and inserting (10.46) into the right-hand side, we have
I ST AR LR < T A 4 18712 + Al
r
+AA+ANY Y aDAd[[FD O v - FDH e wh|
J=07esENT/,

+ ”3;(;)(1)71-1-1’ wn-H) _ (gz(i“)(un-i-l’ Mn+1)||]-
(10.48)

On the other hand, the use of Assumption 10.2 on the right-hand side of (10.48)
gives

I+ T A 4 e P

< "I+ \/(n")TAn" +11™01? + At)ig"|l
r ‘ ,. (10.49)
+ Ar(1 4 A1) Z Z a(HA'L(R, p(A)L2))
J=07eseNt/

(™1 1™ 1+ ™ T8+ e ).

As At satisfies At2L(R, p(A)) < 1, the inequality (10.49) results in

I G T A 2

,
afi+2) 3w
J=0fesENT/,,
<1+ C (11 + /ey e + 1712).
1=2aty " Y ald)
J=07esENT/,,

Furth A g i <1 btai
urthermore, as th:O ZfeSENT{H at) < 4 we obtain

I 4 G DT A e

<l1e2ai+2Y Y w@) | (04 amrar +iene).

=0 f
J=0fesENT/,,
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Then an argument by induction gives the following result

I T AR e

)
ceplor 142 Y w«® | | (1611 + /a7 461 + 15202).
J=07esENT/,,

Consequently, we obtain

)
Il <exp| 27 [1423° 3 a@ | | (1910 + /5T Ad + 1ga1?)),
J=07esENT/,

,
il <expl2r [ 14230 Y« | | (1601 + /7 461 + 12212),

. ;
J=0fesent/,,

This shows the stability of HB time integrators for nonlinear problems. O

10.4 Convergence of the Fully Discrete Scheme

10.4.1 Consistency

Under suitable assumptions on smoothness and the spatial discretisation, it is not
difficult to obtain a spatial semidiscrete scheme which is consistent with the original
system (10.1) or (10.8). We only require that the truncation error §(Ax) in (10.58)
satisfies §(Ax) — 0as Ax — 0. In what follows, we analyse the consistency of the
fully discrete scheme (10.62) or (10.63). To this end, we first analyse the truncation
error of the fully discrete scheme (10.62) or (10.63).

Inserting the exact solution U(¢) = (u (x0,t), u(x1,t), - ,ulxpy—i, t))T into
the fully discrete scheme (10.62), we obtain

T" = Ultar1) = 9o(VIU 1) = Aig1 (VIU' (1)

= > A2 L1B U (U @) + (D 1B (1 = 917 (U ) ),
Jj=0

I = U't1) + AtAGI(VIU (1) = do(VIU (1)

=3 A 1B U (U ) + (<D 1B (1 = 91,7 (Utn) ),

Jj=0

(10.50)
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where " and I'" are the truncation errors of the fully discrete scheme (10.62) at
time f,. Applying the variation-of-constants formula to (10.58) and comparing the
result with (10.50) leads to

1
T =At2/0 (1= 2)¢1 (1 — 2?V) £ (Ut + zA0)dz|

=3 a2 nig ;@17 (U ) + DN 0 - D1 (Un))
=0

1
+Ar2/0 (1 =291 ((1 = 2?V)s(Ax)dz,

1 r ) .
I =At /0 ¢o((1 = 22V) f(Ulta +zA0)dz — Y Atf“{lz[ﬁr, J@I (U )
j=0

. . 1
+ D nlB (= D1 (Uns) | + Ar fo ¢o((1 = 22V)5(Ax)dz.

(10.51)

Using the Hermite—Birkhoff interpolation polynomial (see Lemma 10.2) to approx-
imate the nonlinear function f (U (t, + zAt)) appearing in (10.51), we have

ft(2r+2)(U(tn ~|—%'nAl‘))

1
no_ o 1yt 2544 2 N2 r+1
T =(—1) At /O(l "1 (1= 2)?V)" " dz @2r +2)!

1
+ Atz/ (1 —2)¢1((1 = 2)?V)8(Ax)dz (10.52)
0

and

ﬁ(2r+2)(U(tn )

1
no_ o1yl A 243 _ o+l —_ 2y)
rr=rac s [ ot -y a D

1
—I—At/ ¢o((1 — 2)*V)8(Ax)dz. (10.53)
0

We next prove consistency, based on the truncation error analysis.
Theorem 10.6 Suppose that the exact solution u(x,t) of the original continuous
equations (10.1) or (10.8) is sufficiently smooth such that f(u(~, t)) €

C¥ (1, TN and P (u(x,)) € L*R). Then, the fully discrete
scheme (10.62) or (10.63) is consistent over a finite time interval t € [to, T,
ie.,

1" =0 and |II'"|| =0 as At, Ax — 0. (10.54)
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Proof Taking the l>-norm on both sides of the truncation errors (10.52) and (10.53)
leads to

- Ar? .
17" < Crar+ + 5 18D and 1] < Co AP 4 At||5(AX)|,
(10.55)
where the constants C; and C5 are given by

~ (r+ 2)'(7 + 1)' (2r+2)
= 1 10.56
U= G b2 44y o2 1T D)) (10.56)

= [(r + 1)!]2 (2r+2)
max | £ (. n)]. (10.57)

T Qr + D2 +3)! LT

It can be confirmed from (10.55) and (10.56) that the constants C’l and 6‘2 are only
dependent on the bounds for derivatives of the exact solution U(¢) over a finite
time interval ¢ € [#g, T']. Then, the consistency of the fully discrete scheme (10.62)
or (10.63) directly follows from the fact that

7" -0 and ||| — 0 as Az, Ax — 0.

The proof of this theorem is complete. O

10.4.2 Convergence

Our next objective is to analyse convergence for the fully discrete schemes. It is
well known that convergence of classical methods for linear partial differential
equations is governed by the Lax equivalence theorem: convergence is equivalent
to consistency plus stability [36]. The HB time integrators are consistent (see
Theorem 10.6), and the stability of the fully discrete scheme for linear problems
has been proved in Sect. 10.3.1. Consequently, the convergence of the HB time
integrators for linear problems can be obtained by applying the Lax equivalence
theorem. Unfortunately, however, the Lax equivalence theorem might be less useful
for nonlinear problems.

In what follows, we analyse the convergence of the fully discrete scheme for
nonlinear problems. Based on some suitable assumptions on smoothness and spatial
discretisation strategies, the original continuous system (10.1) or (10.8) can be
discretised as:

U'(t)+AU@) = f(U®) +8(Ax), te€ln,T],

(10.58)
Uto) =1, U'(to) = ¢2,
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where U (t) = (u (x0,8), u(x1,t), - ,ulxp—1, t))T, A is a positive semi-definite
differentiation matrix and ¢; = (¢;(x0), @1(x1), -+, @ (xp—1))" for I = 1,2.
Let §(Ax) = (SO(Ax), 81(Ax), -+, dm—1(Ax), )T be the truncation error brought
by approximating the spatial differential operator </ with a positive semi-definite
matrix A, and the truncation error §(Ax) satisfies §;(Ax) — 0 as Ax — 0 for
j =20,1,--- ;M — 1. For instance, if we replace the spatial derivative by the
classical forth-order finite difference method (see, e.g. [37, 38]), the truncation error
§(Ax) is |8(Ax)| = O(AxY).
Applying the time integration formula (10.22) to (10.58) leads to

Ultns1) =60(V)U @) + Aty (VU ) + 3 8218, @179 (U )
Jj=0

+ DN = D1 (U t) | + R

U'tn1) = = At AG (VU (1) + do(VU ) + Y AT b1g, @177 (U )
Jj=0

+ (=D BB (1 = DU (U ) |+,
(10.59)

where R" = (R}, -+, RY, )T and r" = (ryl,--- ,r},_,)" are truncation errors,
and

O (wxj, ta + " AD)

R" :(_1)r+lAt2r+4fT
J @r +2)!

1
) / (1 _Z)r+2¢l((1 _ Z)ZV)Zr+le
0

1
+ Aﬂ/o (1 —2)¢1((1 — 2)?V)8;(Ax)dz,

and

O (), 1y + €7 A1)

P :(_1)r+1A[2r+3 ff
/ Q2r +2)!

1
0
1
+ At/ ¢o((1 —2)?V)8;(Ax)dz
0

respectively. Under suitable assumptions of smoothness, the errors R;? and r;' satisfy

DI+ 1) Ar?
(r+2!r+1 x max | £ (ux, )| A + 5 18; (Ax),

IR < ma
J Qr+2)!12r +4)! 10<t<T e

(10.60)
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and

[+ D1 @r+2) 243
max max | f, (u(x, )AL + At]8; (Ax)|.

J Qr+D'2r +3)! 10<<T xe0
(10.61)

Disregarding the small terms R" and " in (10.59) and letting u’; ~u(xj,ty), M;' =
u;(xj, t,), the following fully discrete scheme follows
W't =go(Vyu" + Aty (V)p"

+ Z Atj+2{11 [,Br,j(z)]f,(j)(u”) + (=11 (B, (1 — Z)]f,(j)(u”+l)},

Jj=0

Wt = — AtAG (V)u" + o (V)"

+ Z A/l {IZ[ﬂr,j(Z)]f,(j)(”n) + (_1)]’]2[}3}”],(1 _ Z)]f,(j)(un+l)].
i=0
(10.62)

In terms of the notation in (10.46), we rewrite the fully discrete scheme (10.62) in
the following form

W =go(V)u" + Atg (V)" + > > a@®Aart?
J=0FeseNt/, ,
x [ 118 @VF D", 1) + (1D 1B (1 = DF D@, 5 h],

W =—AtAg (V)" +go(V)u"+ Y Y adad!

=07 /
J=07esENT]

x [l @VF D@, 1) + (=1 BBy (1 = DF D@, @ h],
(10.63)

where I1[Br,j (2)], L2[Br,j(2)], 1118y, j(1 — z)] and L2 B, (1 — z)] have been defined
by (10.18)—(10.21).

We next consider from first principles the convergence of the fully discrete
scheme (10.63) for nonlinear problems. We let e;? = ulxj, ty) — u’} and a);l =
ur(xj, ty)—pforj=0,1,--- ,M—1l,ie.,e" =U(t,)—u" and " = U'(t,) —p".
Subtracting (10.63) from (10.59), and inserting exact initial conditions, we get a



324 10 High-Order Symmetric Hermite—Birkhoff Time Integrators for Semilinear KG. ..

recurrence relation for the errors,

"= go(V)e" + Aty (V)o"

+> Y a@ad L @I FOU@).UG) - FO " 1]
/=0 iesEnT/,,

F 1 D1 (1 = DI F DU i), U ) = FO@ )]} + R,

"t = —AtAG1(V)e" + o (V)"

+3 Y a®atH LB @I FO U@, U'w) - FO (" 1))

=07, /
J=VfesBNT/

DI BIB (1 = DI F DU 0, U'0) = FO w4+,
(10.64)

with the initial conditions ¢ = 0, »* = 0.
For the convergence analysis, we quote the Gronwall’s inequality (see, e.g. [39]),
which plays an important role in the analysis.

Lemma 10.7 Let A be positive, ay, by, k € N, be nonnegative and assume further

that
ar < (1 + AADag—1 + Atby, k € N.
Then
k
ax < exp(AkAr) <a0 + At Z bm> , keN.
m=1

Theorem 10.7 With Assumptions 10.1 and 10.2, suppose that u(x,t) satisfies
suitable smoothness assumptions. If the time stepsize At satisfies

4 1
2
A°L(R, p(A)) < 1 and At§ § a(t)<4,

=07, s
J=07esENT],
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then there exists a constant C such that

.
le"l < CTexp|2T [ 142> > a@d || (A +(5(Ax0)]).
J=0fesENT/,,

" < CT exp| 2T 1+2Z Yo ad® | | (AP sAn)]).
J=0fesEnT/,,

Proof The error system (10.64) can be rewritten in a compact form
F(On = FO(U ), U' (1)) — F (@) (", 1)
and

F DOyt = FO(U 1), U'ltar) — FO @, ),

Dn+1 0
|:a;+1:| .Q(V)[ } Z > Atm/ j(ﬂ(z),V)dz[j(;)n}

=0 s
J=0feseNT!,,

i1 4 _ 0 pr
+Z S (—niad f 2;(p Z)’V)dz[ﬁ(f)m}r[r" }

=0 S
= fESENT;»

(10.65)
where £2(V) and Q(ﬁ(z), V) were defined in (10.40) and (10.41), respectively.

On the one hand, taking the /;-norm on both sides of the first formula in (10.64)
and (10.65) and summing up the outcomes, we have

e+ et )T Aen T 4 ot 2 < e + /e T Aen + o |2 + At

A+ Ay > Al [|FOWE). Uw) - FO (", ")

. ;
J=0feseNT/,,

2@ UG, Ua) - 2O )]

+ IRl + \/IIDR"II2 + [l 2.
(10.66)
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On the other hand, applying Assumption 10.2 to the right-hand side of (10.66)
results in

e 4 (e 1)T Aem+1 4+ o2 < e 4+ /)T Aen + o |2 + At

r .
+Ar1+ANY " Y aDAFL(R, p(A)LéJ)(ne"n + "+ e
J=0fesENT/,,

+ [l ! II) + IRl + \/IIDR"II2 + [lrn 2.
(10.67)
As A2L(R, p(A)) < 1, the inequality (10.67) leads to

||e"+1|| ~|—\/(e”+1)TAe"+1 + ||a)”+1||2

At 1+22r: Z a(f)

. ;
J=07esENT],,

1+ (1”11 + e aen + o 12)

1 —2Atzr: > ad

.- ;
J=07eseNt/,,

N

1
+ (18" 1+ IDRA 12 + 1r012)) (10.68)

1 —2Atzr: > ad

=0 7 S
J l‘ESENTj+2

- 1
If the time stepsize At also satisfies At Z;:o ZfeSENT{H at) < 4 then the
inequality (10.68) results in

”en+1” + \/(enJrl)TAenJrl + ||a)"+1||2
r
<hiraafie2y 3 o] (1 +yenraen + o)
J=0fesENT/,,

+2(IR I+ IDRY 2 + 1 2).
(10.69)
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Note that R" and r;? satisfy (10.60) and (10.61), respectively. Hence, there exists a
constant C such that

IR+ IDRY 2 + 112 < Car(A 4 J5(an)])).
Applying the Gronwall’s inequality (Lemma 10.7) to (10.69) yields
r
e + \/(e")TAe" +llem > <exp|2nat | 1+2) Y ad)
J=OfesEnT/,,
x [||eO|| + \/(eO)TAeO + 1002 + CnAt (AP 2 + ||8(Ax)||)].
Therefore, we obtain

.
le"l < CTexp|2T [142) " > ad || (A + 15ax0)]).
J=07esENT/,

,
lo"| < CTexp[ 2T | 1+2) " Y ad | | (A + [5(A0)1).
J=0fesenT/,,

(10.70)

Then the proof of this theorem is complete. O

Obviously, it follows from the analysis of Theorem 10.7 that the precision of
the derived HB time integrators can be of order (2r + 2) in time, provided the
exact solution u(x,t) of the semilinear KG equations (10.1) satisfies u(-,t) €
c +2([t0, T]). Unfortunately, however, existing numerical schemes, such as the
finite difference method and the finite element method, have only limited accuracy
for solving the semilinear KG equations (10.1). Here, in order to design high-order
numerical methods, higher smoothness assumptions of the underlying problem are
required. For instance, assume that u(x, t) has appropriately continuous derivatives
with respect to the temporal variable, and we use the following fourth-order finite
difference approximation

u(xj, ty) _ —ulxg, tygn) + 166, typ1) — 30u(xj, ) + 16U (xj, tn—1) — u(xj, tn—2)
ar2 - Ar#
Ar* 3%u(x;, EM)
90 s
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This implies that the approximation needs the solution to satisfy u(-,t) €
Cﬁ([to, T]) at last. However, under the same smoothness assumption of u(-, 1) €
Cﬁ([to, T]), we can obtain a sixth-order HB time integrator by Theorem 10.7.
In particular, as an important example, if the exact solution satisfies u(-,7) €
C4([to, T]), the well-known leap-frog scheme or the Stormer—Verlet formula is of
order two in time. Fortunately, the derived HB time integrator with r = 1 can
achieve fourth-order convergence. This is definitely a major improvement.

Moreover, under the smoothness assumption of u(-,#) € C 2 ([to, T]), and taking
r = 0 in the time integration formula (10.22), we obtain an interesting scheme as
follows:

W= o (V)u" + At (V)"
+ A Bo.0@1 /™) + (=1 ool = DIf@™H ],

't = —Aret g1 (¥ )u" + go (V)"

+ At { BLB0o@1F ") + (=1 BlBoo(l = D1 f @D}
(10.71)

The scheme (10.71) is of order two.

Remark 10.2 Compared with the well-known Stormer—Verlet method, the second-
order HB time integrator needs a much weaker smoothness assumption, whereas
the interesting second-order scheme (10.71) exhibits excellent numerical behaviour.
This remarkable superiority will be shown in the numerical experiments.

10.5 Spatial Discretisation

As stated above, the symmetric and arbitrarily high-order time integration for-
mula (10.22) has been presented in operatorial terms in an infinite-dimensional
function space 2. In order to render them into proper numerical algorithms, we
need to replace the differential operator < with an suitable differentiation matrix
A. Keeping the stability and convergence analysis in mind, we approximate the
differential operator ./ by a positive semi-definite matrix A. Fortunately, there
exists a great body of research investigating the replacement of spatial derivatives
of nonlinear system (10.1) with periodic boundary conditions (10.2), and it is not
difficult to find positive semi-definite differentiation matrices in this setting. Here,
we mainly consider two types of spatial discretisations: Symmetric finite difference
and Fourier spectral collocation discretisations.
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1. Symmetric Finite Difference (SFD) (see, e.g. [37])
As is known, finite difference methods are achieved when approximating a
function by local polynomial interpolation. Its derivatives are then approximated
by differentiating this local polynomial, where ‘local’ refers to the use of nearby
grid points to approximate the function or its derivative at a given point. In
general, a finite difference approximation is of moderate order. For instance, we
approximate the operator .« by the following differentiation matrix

[ 30 —16 1 1 —16]
—16 30 —16 1 1
1 —16 30 —16 1
a2
A = . . . .
Sfd 12A)C2 . . . .
1 —16 30 —16 1
1 1 —16 30 —16
| —16 1 1 —16 30 |

MxM

The approximation is of order four and the differentiation matrix Aggq is clearly
positive semi-definite.
2. Fourier Spectral Collocation (FSC) (see, e.g. [40, 41])

A distinctive feature of Spectral methods is their global nature, and the compu-
tation at any given point depends not only on the information at neighbouring
points, but on the entire domain. The topic of spectral methods is very wide,
and various methods and sub-methods have been proposed and are actively used.
The Fourier spectral collocation method is our method of choice, which can be
presented as a limit of local finite difference approximations of increasing order
of accuracy (see [40]). We concentrate on differentiation being performed in the
physical space. The key point here is to interpolate the solution at the nodal values
using a trigonometric polynomial. The entries of the second-derivative Fourier
differentiation matrix Agsc = (axj)mxm are given by

N, o
( 12) ]azsinz((k M])n)’ k#j,

2M2+1 C— i
“\12T6) =/

It is known that the main appeal of spectral methods is that they exhibit spectral
convergence to 27 the error decays for C* functions faster than O(M %)V o >
0 for sufficiently large M. Another advantage is that the differentiation matrix
Aggc 18 positive semi-definite.

ayj = (10.72)
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Fig. 10.1 Plots of p(A) and Atzp(A) for the differentiation matrices Agsg and Agc for M = 10i
andi =1,2,---,40

Figure 10.1 illustrates the size of the spectral radius for the differentiation
matrices Asg and Agsc. In Fig. 10.1a, we show the spectral radius of Agyg and

2
Agsc as a function of M. If we take the time stepsize At = AJ/IT’M = 10i
fori = 1,2,---,40, Fig.10.1b shows that Atzp(A) is a constant. i.e. that
2
p(A) = O(A1~?). Therefore, a small Ar | At < ]:4-[ can be chosen to guarantee

stability and convergence and obtain effective numerical methods.

We have already noted that energy conservation (10.3) is a crucial property of
semilinear KG equations (10.1)-(10.2). As we approximate the operator <7 by a
positive semi-definite differentiation matrix A, there is a corresponding discrete
energy conservation law, which can be characterized by the following form:

M—1
~ Ax Ax -
Ew =" IO+ " IDu@|? + Ax 37 V(uj®) = E@w),  (1073)
j=0
where the norm || - || is the standard vector 2-norm and Ax = 2m /M is the spatial

grid size. Actually, this energy can be thought of as an approximate energy (a
semidiscrete energy) of the original continuous system. Consequently, discussing
numerical experiments, we will also test the effectiveness of HB time integrators in
preserving (10.73).

We are now concerned with how accurately the discrete energy conservation
law (10.73) is preserved by the HB time integrators. We first rewrite the semidiscrete
system of the nonlinear KG equation (10.1)—(10.2) in the form

u(@) | W' (1)
- . 10.74
[u/(t)} [—Au(t) + f(u(t))} (1079
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On the one hand, we note that if we define
1 1 -
H(u(t), u’(t)) = 2u’(t)Tb/(t) + 2u(t)TAu(t) + V(u(t)), (10.75)

where V (u(1)) = ij;ol V(u;(1)), the discrete energy conservation law (10.73) is
identical to

AxH(u(t), u’(t)) = AxH(u(to), u’(to)). (10.76)

T
By letting y(z) = [u(t)T, u/(t)T] , where u(z) and u/(¢) are the exact solution
of (10.74) and its derivative, respectively, the system (10.74) can be further
expressed as:

(10.77)

Y@)=J"'"VH(y(1) with J= [ 0 _IMXM:|.

Iuxm 0
On the other hand, if the numerical solutions u"*! and /ﬂ“ are regarded as

functions of Az, and by denoting z(t, +&Af) = [u"(EADT, u"(EA1)T]", it can be
observed that the solutions of the HB time integration formula (10.22) satisfy

2 (tn + EAT) = [T‘i o )} , (10.78)

where

YU (EAL, u) = —Au" (£ AL)

Y Y e@Ad [B O F (@ 1) + D0 - OF @ )],

. ;
J=07eseNt/,,

& € [0, 1], and z(z, + & At) satisfies:

u un+1
z(tn+sm)|§=0=[“n} and z(tn+§At)|§=1=|:Mn+1:|, 0<n<N.

Theorem 10.8 Let u” and u" be the solutions of the HB time integration for-
mula (10.22). Then the discrete energy defined in (10.75) satisfies

max |H@",u™) — Hu®, u®)| = (A1), (10.79)
o<n<N

and this implies the order of preservation of the discrete energy is 2r + 2.
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Proof Using (10.75) and (10.78), we obtain
1
H(z(ta11)) — H(z(tn)) = At/ VH (z(tn + EAD)TZ (1, + EALDE
0

i (T an " T NG
_m/O [(Au EAD — f(u (gm))) " (gAz)T] I:Y”(EAI,M):|d€

T t(2r+2) (u"(@" AI))

1
_(_1\FHL A 2P 43 n rlp — gyrtl
=(—1)"Ar (/0 n(EANET (1 = §) d§> Qr+2)!

0" €10, 1].
This leads to
|H (2(ta41)) — H(2(tn))| = O(AF ),

It then follows from

n—1
|H (z2(t)) = H(2(t0))| < Z |H(z(tj31) — H(z(t))| = no(A* ),
=0

that
H(z(ty)) — H(z(t0))| = O(Ar ).
omax, [H () = H(zw)| = ( )
The proof of this is complete. O

10.6 Waveform Relaxation and Its Convergence

The previous sections derived and analysed the fully discrete scheme for (10.1)—
(10.2) and presented its properties. However, the scheme (10.63) is implicit in
general and iteration cannot be avoided in practical computation. In this section
we introduce a waveform relaxation method as a suitable iterative procedure. The
waveform relaxation method has been investigated by many authors (see, e.g. [42—
46]).
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For simplicity, in terms of the notation in (10.46), we first rewrite the fully
discrete scheme (10.63),

W =go(V)u" + At (V) + ) Y adArt?
J=0fesENT/,,
x [ 1B, @IF D" 1 + (=D 1B (1 = DLF D™, 1),

W =— AtAg (V)" +go(V)u" + > Y. adart!

—0- p
J=VTeSENT]

x [ RIB;@IF O 1" + DI BIB; (1 = DIF O, ),

where 11[B8;(2)], 12[B;(2)], I1[B;(1 — 2)] and L[B;(1 — z)] have been defined
in (10.19)—-(10.18). We then define the waveform relaxation method as follows:

uor! = bo(V)u" + Aty (V)"
(10.80)
Ko = —AtAGH(V)u" +go(V)u",
and subsequently iterate
r .
wprly =ul Y Y a@ar?nig, @17 Ot it
J=07esENT/,,
+ (DB = DIF O uih],

by =i+ Y «@ad T blg @1 F O, 1)

. ;
J=07eseNT/,,

+ (=1 BB (1 = D1F O uinih)
(10.81)

form=0,1,---.
In what follows, we analyse the convergence of the algorithm (10.80)—(10.81).
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Theorem 10.9 Suppose that f satisfies Assumptions 10.1 and 10.2. Under the
conditions

,
APLR,p(A) <1 and  At(1+ADY Y ald) <1,
J=07esENT/,,

the iterative procedure determined by (10.80)—(10.81) is convergent.
Proof According to Assumption 10.2 and (10.81), the following inequalities are

true:

ot 1y = oy |

<At22 3 aAVLR. p(A) J)(““Hl W sl g = “?njllllo’

=0 S
J=07esENT/,,
+1 +1

s ETan|

ArZ S a@®ATLR, p B (I =L g )

=0 f
J=07esENT/,,

(10.82)

Summing up (10.82) and noting that At*L(R, p(A)) < 1, we obtain

n+1 n+1” + ”,LLn+1 n+1”

1 Gy 17 = Uiom) im+11 — Hm)

-
~ 1 1 1 1
< At(1+ Ar) Z Z Oé(t)(”bl?,,f] - ”flnj i+ ”“?njl - “ner 1] ”)
=0 > S
J=V7eSENT],,
An argument by induction then gives
n+l n+1 n+1 n+1

”u[m—i-l] — U |+ I m+1]1 — Mm] l

m

)
= 1 1 1 1
<laa+any 3 al | (I = wat et - ).
J=07esENT/,

a(f) < 1results in

The condition Ar(1 4+ A1) 3 ' ZkSENTfH
lim (ot )y — w4+ gty = whtl) = 0. (10.83)

m——+00

Therefore, the iterative procedure (10.80)—(10.81) is convergent. |
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10.7 Numerical Experiments

For the demonstration of the properties and performance of the HB time integrator,
in this section, we derive three practical time integration formulae and use them to
illustrate the solution of two semilinear wave equations.

The choice of r = 0 in (10.15) yields the first example of a symmetric time-
stepping integrator for (10.1)—(10.2):

Bo.o(z) = (1 — 2), (10.84)

and the corresponding time integration formula, determined by (10.84) and (10.18)—
(10.21), is defined by HBO.
As the second example, we take » = 1 in (10.15)

Broz) = (1 —2)2(1+22), Br.1(2) =z(l —2)% (10.85)

The time integration formula determined by (10.85) and (10.18)-(10.21) is denoted
by HB1.
Letting r = 2 in (10.15) gives the third example:

Bro() =1 —2>(1 4324622, Bri(z) =z(1—2)°1+3z),
Bra(z) = ;zz(l —-2)°. (10.86)

The corresponding time integration formula determined by (10.86) and (10.18)—
(10.21) as HB2.

In order to compare different algorithms, we briefly describe a number of
standard finite difference schemes and method-of-lines schemes for the semilinear
KG equation (see, e.g. [9, 10, 39]).

1. Standard Finite Difference Schemes
Let u;? be the approximation of u(x;,t,) for j = 0,1,---,M — 1l and n =
0,1,---, N. We also introduce the standard central difference operators

n+l _ n n—1 n _ n n
2 My T2yt 2 g Wipn T2y,
S;u’t = 5 and Scut = 5
J At J Ax

We here consider three frequently used finite difference schemes to discretise the
semilinear KG equation:

e An explicit finite difference scheme Expt-FD

8t2u'} — a28)25u’} = f(u;!);
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e Semi-implicit finite difference scheme Simpt-FD
2 @ o i, 2ol
n - ny.
S =, (i 5T = ;s
e Compact finite difference scheme Compt-FD

Ax? a® 1 -1 Ax?
(1 + 5%) Sl — 5 (Spu 4 83u™) = (1 + 5%) fh).
2. Method-of-lines Schemes
The method-of-lines approach to the approximation of (10.1)—-(10.2) is composed
of two stages: space and time discretisations. We first approximate the spatial
differential operator .2/ to obtain a semidiscrete scheme of the form

u"(1) + Au(r) = f(u(),

where A is a symmetric positive semi-definite matrix. We then use an ODE solver
to deal with the semidiscrete scheme. Here, the time integrators we select for
comparison are

e Gauss2s4: the two-stage Gauss method of order four from [31];

e Gauss3s6: the three-stage fourth-order Gauss method in [31];

o RKNB3s4: the three-stage Runge—Kutta—Nystrom (RKN) method of order four
from [31];

e |IRKN2s4: the two-stage implicit symplectic RKN method of order four
derived in [47];

e |IRKN3s6: the three-stage implicit symplectic RKN method of order six
derived in [47];

e SV: classical Stormer—Verlet formula [31].

For the time integrators HBO, HB1 and HB2 derived in this chapter, we use the
tolerance 10~'> and choose m = 2 in the waveform relaxation algorithm (10.80)—
(10.81), which implies that just one iteration is needed at each step. Consequently,
these two integrators can be implemented at lower cost. Here, it should be noted that
when the error of a method under consideration is very large for some At, we do not
plot the corresponding points in efficiency curves. Moreover, in order to compute the
convergence order, we denote

N

M—1
BU(Ax, An) = max | Ax Z(;(Ui" —u)?
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and

EH(Ax, At) = max |H@",u™) — H@u’, u")|.
o<n<N

Xt

The computational order of the method is calculated with the following formulae:

< EU(Ax, At) ) < EH(Ax, At) )
log, and log, .
EU(Ax, At/2) EH(Ax, At/2)

Problem 10.1 We consider the semilinear KG equation

ux,t)  ,d%u(x,1)
—da

972 92 +au(x,t) —bu3(x,t) =0,

in the region (x, ) € [—20, 20] x [0, T'] with the initial conditions
2a 2a
u(x,0) = \/ b sech(Ax), ui(x,0) = cA\/ b sech(Ax) tanh(Ax),

where A = /a/(a® — ¢?) and a, b, a® — ¢? > 0. The exact solution of Problem 10.1
is

2a
u(x,t) = \/ b sech(A(x — ct)).

The real parameter /2a/b represents the amplitude of a soliton which travels with
velocity c. The potential function is V (u) = au?/2 — bu*/4. The problem can be
found in [23]. We consider the parameters a = 0.3, b = 1 and ¢ = 0.25 which are
similar to those in [23].

In Figs. 10.2 and 10.3, we integrate the Problem 10.1 on the region (x,f) €
[—20, 20] x [0, 10] by using the time integrator HB2, coupled with the fourth-order
symmetric finite difference (SFD) and Fourier spectral collocation (FSC). The
graphs of errors are shown in Figs. 10.2 and 10.3 with the time stepsize At = 0.01
and different values of M. The numerical results demonstrate that the accuracy of
the spatial discretisation is consistent with the theory presented in this chapter. It is
evident that the Fourier spectral collocation method is the best choice to discretise
the spatial variable.

Table 10.1 provides the computational results with M = 800. The data
demonstrate that the temporal convergence orders of HBO, HB1 and HB2 are
second, fourth and sixth, respectively. The results show that the temporal accuracy
is completely consistent with the theory presented in Theorem 10.7.

To compare the integrators presented in this chapter with classical finite differ-
ence and method-of-lines schemes, we integrate the problem in the region (x, f) €
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Fig. 10.2 The errors for Problem 10.1 obtained by combining the time integrator HB2 with the
fourth-order finite difference spatial discretisation for At = 0.01 with M = 200, 400 and 800

x107° %1071

Error

(a) M=200 (a) M=400

Fig. 10.3 The errors for Problem 10.1 obtained by combining the time integrator HB2 with
Fourier spectral collocation method for At = 0.01 with M = 200, 400 and 800

Table 10.1 Numerical convergence in time with different A¢, fixed M = 800 and up to T = 10

Ar HBO HB1 HB2
EU(Ax, At) Order EU(Ax, At) Order EU(Ax, At) Order
0.8 1.7941 x 107!« 2.0990 x 1073 12742 x 107* =«

04 43627 x 1072 2.0400 2.6159 x 107*  3.0043 3.1967 x 107%  5.3168
0.2  1.0065x 1072 2.1158 1.8650 x 107>  3.8101 5.3224 x 10~%  5.9084
0.1 24614 x 1073 2.0318 1.2006 x 107® 39573 85113 x 10710 5.9666
0.05 6.1189 x 10~*  2.0081  7.5579 x 10~%  3.9896  1.2662 x 10~'!  6.0708

[—20, 20] x [0, 10] with different time stepsizes At, and the number of spatial
nodal values is M. The numerical results are shown in Fig. 10.4. We compare the
integrators presented in this chapter with the standard finite difference schemes with
stepsizes At = 0.01 x 23-J for j =0, 1, 2,3 and M = 1000 for the finite difference
schemes Expt-FD, Simpt-FD and Compt-FD and M = 800 for HBO-FSC, HB1-
FSC and HB2-FSC. The logarithms of the global errors GE = ||u(t,) — u"||oo are
plotted in Fig. 10.4a.



10.7 Numerical Experiments 339

2 0 T - - -
0
e 1 G\"\é\
-2
Z/Q/e/< —4 A\Z
- X\x
) =)
g -6 ;2 -6
o 80
= 2
- [
L 5% HB2
-10 3 %HB!FFS(‘ =¥ RKN3s4
HBI-FSC —— Gauss2s4
] HB2-FSC —-10 X Gauss3s6
-12 “©-Expt-FD IRKN2s4
—+—Simpt-FD -V-IRKNxsc
_14 —¥ Compt-FD _12 sV ) ) )
0.01 0.02 0.03 0.04 0.05 0.06 0.07 0.08 1.4 1.6 1.8 2 2.2 24
At logio(N)
(a (b)

Fig. 10.4 The efficiency curves for Problem 10.1: (a) Comparison with standard finite difference
schemes, (b) Comparison with method-of-lines schemes

Compared with the method-of-lines schemes, we discretise the spatial derivative
using Fourier spectral collocation method with fixed M = 800 and integrate the KG
equation with Ar = O.2/2j for j = 0,1,2,3. The efficiency curves (accuracy
versus the computational cost measured by the number of function evaluations
required by each method) are shown in Fig. 10.4b.

In conclusion, the numerical results in Fig.10.4 demonstrate that the time
integrators HBO, HB1 and HB2 derived in this chapter, combined with Fourier
spectral collocation, have much better accuracy and are more efficient than those
occurring in the literature.

The numerical results in Fig. 10.5 present the error of the semidiscrete energy
conservation law as a function of the time-step calculated by E(t), where EH =
|E(t)— E (). It can be observed form Fig. 10.5 that the error of HBO is & 10™4, for
HB1 itis &~ 10!, while that of HB2 is ~ 10~ 13, Moreover, the convergence orders
of the preservation of the discrete energy by the HB time integrators are computed
which are listed in Table 10.2. The numerical results show that the accuracy of
discrete energy preservation by HBO is of order two, by HB1 of order four and by
HB2 of order six.

Problem 10.2 We consider the sine-Gordon equation

Pt oty = T )+ sinGu(e, 1) = 0
X, 1) — X, in(u(x,t)) =
012 ox?
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Fig. 10.5 Discrete energy conservation by HBO, HB1 and HB2 with the spatial discretisation by
Fourier spectral collocation with M = 800 up to 7 = 40, using Ar = 0.02

Table 10.2 Numerical precision of the preservation of the semidiscrete energy up to 7 = 40 with
various At and fixed M = 200

Ar HBO HB1 HB2
EH(Ax, At) Order EH(Ax, Af) Order EH(Ax, At) Order
0.16 1.8989 x 1073« 5.2428 x 10~° * 1.1049 x 1078 *

0.08 4.7939 x 10~*  1.9859 3.2875 x 10~ 3.9952  1.7178 x 10719 6.0072
0.04 1.2005 x 10~*  1.9976 2.0564 x 10~8 3.9988 2.6613 x 10712 6.0123
0.02 3.0026 x 107> 1.9994 1.2860 x 10~ 3.9992  5.0293 x 1074 57256
0.01 7.5071 x 107 1.9999 8.0451 x 10~'!  3.9986 — —

in the region —20 < x < 20,0 < 7 < T, subject to the initial conditions

u(x,00=0,  u(x,0) =4 sech(x/v1+c2)/V1+ 2
The exact solution of Problem 10.2 is
u(x, t) = 4arctan (c*1 sin(ct/v/1 + ¢2) sech(x/v/1 + cz)).

This problem is known as breather solution of the sine-Gordon equation and
represents a pulse-type structure of a soliton. The parameter c is the velocity and
we choose ¢ = 0.5. The potential function is V(#) = 1 — cos(u). Problem 10.2 is
integrated by HB2, coupled either with the fourth-order symmetric finite difference
SFD or Fourier spectral collocation FSC. The error graphs are shown in Figs. 10.6
and 10.7 with Ar = 0.01 and several values of M. They demonstrate how the
accuracy of the spatial discretisation varies with M, and also indicate that the Fourier
spectral collocation FSC is decisively superior to the fourth-order symmetric finite
difference SFD.
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Fig. 10.6 The error for the sine-Gordon equation, blending the time integrator HB2 with fourth-
order finite difference spatial discretisation for At = 0.01 and M = 100, 200, 400
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Fig. 10.7 The errors blending the time integrator HB2 with Fourier spectral method for At = 0.01
and M = 50, 100, 200

Table 10.3 Numerical convergence in time with different A¢, fixed M = 200 and up to 7' = 40

At HBO HB1 HB2
EU(Ax, At) Order EU(Ax, At) Order EU(Ax, At) Order
0.8 21.85583982 * 2.762406385 * 2.2240 x 107! *

0.4 5.486416853 1.9941 1.2514 x 107! 4.4643  3.6983 x 1073 5.9101
0.2 1.176387217 22215  7.3631 x 1073 4.0871  4.8228 x 107> 6.2609
0.1 2.8235 x 1071 2.0588  4.5373 x 107*  4.0204  7.3285 x 1077 6.0402
0.05 6.9931 x 1072 2.0135 2.8264 x 107 4.0048 — -

The computational results in Table 10.3 demonstrate that the temporal conver-
gence orders of HBO, HB1 and HB2 are of two, four and six, respectively. The
results again verify the convergence accuracy in time is consistent with the theory
in Theorem 10.7.

The efficiency curves are shown in Fig. 10.8. In order to compare the integrators
with a standard finite difference scheme, in Fig. 10.8a we integrate the problem for
At = 0.04,0.03,0.02,0.01. We use M = 1000 for the finite difference scheme
Expt-FD, Simpt-FD and Compt-FD, and M = 200 for the HBO-FSC, HB1-FSC
and HB2-FSC.
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Fig. 10.8 Efficiency curves for Problem 10.2: (a) Comparison with standard finite difference
schemes, (b) Comparison with method-of-lines schemes
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Fig. 10.9 Energy conservation by HBO, HB1 and HB2, both blended with FSC, using M = 200,
At =0.02and T = 100

In Fig. 10.8b we compare the integrators presented in this chapter with method-
of-lines schemes. The problem is integrated over the time interval [0, 40] with fixed
M = 200 and time stepsizes At = 0.4/2f for j =0, 1,2, 3. It can be observed that
the time integrators HBO, HB1 and HB2, coupled with Fourier spectral collocation,
are more efficient than other chosen methods.

The numerical results in Fig. 10.9 represent the error of the semidiscrete energy
conservation law. It can be seen that the error does not grow with time. The errors
obtained by HBO, HB1 and HB2 reach magnitudes of ~1073,~1077 and ~10~ 1!,
respectively. The precisions of the preservation of the discrete energy by the HB
time integrators are listed in Table 10.4. It is shown that the accuracy of the discrete
energy preservation by HBO is of order two, by HB1 is of order four and by HB2 is
of order six.
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Table 10.4 Numerical precision of the preservation of the semidiscrete energy up to 7 = 100
with different Ar and fixed M = 200

Ar HBO HB1 HB2
EH(Ax, Ar) Order EH(Ax, Ar) Order EH(Ax, Ar) Order
0.16 3.6368 x 1071« 1.7078 x 1073« 8.0039 x 1070 x

0.08 9.0444 x 1072 2.0076  1.0578 x 10™*  4.0130 1.2237 x 1077 6.0314
0.04 22580 x 1072 20020 6.5969 x 107®  4.0031 1.9184 x 10™°  5.9952
0.02  5.6432x 1073 2.0005 4.1208 x 10~7  4.0008  3.0326 x 10~'!  5.9832
0.01 14107 x 103 20001 2.5774 x 10~%  3.9989 - -

Below is an example of a high-dimensional problem.

Problem 10.3 We consider the 2D sine-Gordon equation (see, e.g. [23, 48-50]):
Uy — (Uyy +Uyy) = —sin(u), >0, (10.87)

in the spatial region §2 = [—14, 14] x [—14, 14], with the initial conditions

u(x, y,0) = 4arctan (exp (3- \/x2 n y2)), i (x, y,0) = 0, (10.88)
and the homogeneous Neumann boundary conditions
uy(£14,y,1) = uy(x, £14,1) = 0. (10.89)

The exact solution of this problem is a phenomenon called a circular ring soliton
(see, e.g. [48, 50]), and different initial conditions will result in different numerical
phenomena. We here use the time integrators HBO, HB1 and HB2 coupled with the
discrete Fast Cosine Transformation (see, e.g. [51, 52]) to simulate the particular
circular ring solitons. In Figs. 10.10 and 10.11, we show the simulation results and
the corresponding contour plots at the time points ¢+ = 0,2,4,6, 8 and 10 with
spatial stepsizes Ax = Ay = 0.07 and the time stepsize At = 0.01. The CPU time
required to reach t = 10 is 1191.445350s.

Likewise, to verify the theoretical results in Theorem 10.7, we fixed the spatial
stepsizes as Ax = Ay = 0.07 and integrate the Problem 10.3 by the time integrators
HBO, HB1 and HB2 with various time stepsizes. The data listed in Tables 10.5
and 10.6 demonstrate that the convergence order of the time integrators HBO, HB1
and HB2 are of order two, four and six, respectively. The results again verify the
correctness of the theory presented in Theorem 10.7.
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Fig. 10.10 Circular ring solitons: numerical solutions obtained by coupling the time integrator
HB2 with the discrete Fast Cosine Transformation at the time points t = 0, 2, 4, 6, 8 and 10
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Fig. 10.11 Circular ring solitons: contours of the numerical solutions at the time points t =
0,2,4,6,8 and 10
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Table 10.5 Numerical convergence “u(x, y, t)” in time with various At at time 7 = 10

Al — 0.5 HBO HB1 HB2

0= EU(Ax, Ay, Ar) Order EU(Ax, Ay, At) Order EU(Ax, Ay, Ar) Order
A

2t° 7.9911 x 1073« 7.9016 x 1077« 4.4097 x 1077 %
At

40 1.9992 x 1073 1.9989 5.2878 x 10~7  3.9014 9.4394 x 10~°  5.5458
Aty _4 _8 —10

o 4.9990 x 10 1.9997 3.3850 x 10 3.9655 1.5975 x 10 5.8848
Aty _4 —9 —12

6 1.2498 x 10 1.9999 2.1293 x 10 3.9907 2.5899 x 10 5.9468

Table 10.6 Numerical convergence “u;(x, y, t)” in time with different Az at time 7 = 10

Al — 0.5 HBO HB1 HB2
0 ' EU(Ax, Ay, At) Order EU(Ax, Ay, At) Order EU(Ax, Ay, At) Order

A

2“’ 19101 x 1072 « 1.2757 x 1074 % 1.6356 x 1075«

Af() _3 -5 —7

4 47841 x 10 1.9973 1.1049 x 10 3.5294 3.4931 x 10 5.5491
At

80 1.1966 x 1072 1.9993 7.5552 x 10~7  3.8703 5.9125 x 10~7  5.8846
At

160 29919 x 107*  1.9998 4.8296 x 10~8  3.9675 9.4309 x 10~'1  5.9702

10.8 Conclusions and Discussions

It is known that the KG equation and the Schrédinger equation are two important
equations of Quantum Physics. We have derived and analysed a class of time
integrators for the semilinear KG equation (10.1)—(10.2) in this chapter. As distinct
from traditional approaches, these schemes are based on the operator-variation-of-
constants formula (10.10) which is introduced on the Hilbert space L2(.Q) using
operator spectral theory, and it is in fact an implicit expression of the solution of
the semilinear KG equation. Keeping the eventual discretisation in mind, a class
of time integration formulae (10.22) has been designed by applying a two-point
Hermite interpolation to the nonlinear integrals that appear in the operator-variation-
of-constants formula. It has been shown that these formulae can have arbitrary
order and are also symmetric. A significant advantage of this approach is that
the requirement of temporal smoothness is reduced compared with the traditional
schemes for PDEs in the literature. In order to approximate the unbounded positive
semi-definite spatial differential operator <, we have also discussed the importance
of the choice of a positive semi-definite differentiation matrix. Moreover, stability
and convergence for the fully discrete scheme have been proved in both linear
and nonlinear settings. In particular, the long-time preservation of the discrete
energy conservation law has been analysed. Since the fully discrete scheme is
implicit, iteration is required, and we have applied the waveform relaxation algo-
rithm (10.80)—(10.81) in practical computations and analysed the convergence of the
iteration. Numerical experiments implemented in this chapter demonstrate that the
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time integrators so constructed have excellent numerical behaviour in comparison
with existing standard finite difference and method-of-lines schemes in the science
literature.

Note that the methodology presented in this chapter can be extended to a range
of other nonlinear wave equations. Some of the more immediate possible extensions
are as follows:

1. High Dimensional Problems. Although Eq.(10.1) is one-dimensional, the
method can be extended to KG equations in a moderate number, d, of space
dimensions,

uy —a*Au= f), to<t<T, x¢€l[-mn]% (10.90)

2
where u = u(x,t) and A‘ = Zf-l: 1 83 ,» With periodic boundary conditions. A
X
large dimension d requires combining the time integration formula (10.22) with
other spatial approximate techniques, such as sparse grids [53] or discrete FFT
[51, 54].

2. Neumann and Dirichlet Boundary Problems. In this chapter we only consider
problems (10.1) subject to periodic boundary conditions (10.2). However, the
approach presented in this chapter can be extended to problems with Neumann
and Dirichlet boundary conditions with domain 2 = [0, 7]¢. The corresponding
spatial discretisation could be the discrete Fast Sine Transformation for Dirichlet
boundary conditions or discrete Fast Cosine Transformation for the Neumann
boundary case. Fortunately, much related work on the discrete Fast Cosine/Sine
Transformation has been widely published in the science literature (see, e.g.
[55]). Therefore, we are hopeful of obtaining related new results.

3. Furthermore, the approach presented in this chapter also can be directly applied
to the computation of the following problems:

(a) The damped semilinear KG equation
wre +a(@uy — BAu+u+ f'w) =0,  (x,1) € 2 x [to, +00),

u(x, o) = g1(x), us(x,t0) = @2(x), X € 82,

(10.91)
where £2 is a C! domain in R?, B represents the amplitude of the diffusion
and the damping coefficient @ : £ — [0, 00) is effective uniform in the
neighborhood of the spatial infinity,

a(x) =0, ael®), lim inf o (x) > 0.

X|—>00
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The damper o(x) satisfies appropriate conditions which guarantee that the
total energy defined by

E@t) = ;/Q[Iu,|2+|Vu|2+|u|2+2f(u)]dx

decays uniformly.

(b) The hyperbolic telegraph equation

wy + 20, + Bru = Au+ f(x, 1), (x,1) € 2 x [0, +00),

u(x, o) = @1(x), ur(x,0) = g2(x), x € {82,

(10.92)
where o > 0 and B > 0 are known constants. This equation has been widely
used in many different fields of science and mathematical engineering such
as the vibration of structures, the transmission and propagation of electrical
signals and random walk theory.

The material in this chapter is based on the work by Liu et al. [56].
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