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Abstract In this paper, we consider electromagnetic (EM) wave propagation in nonlinear
optical media in one spatial dimension. We model the EM wave propagation by the time-
dependent Maxwell’s equations coupled with a system of nonlinear ordinary differential
equations (ODEs) for the response of the medium to the EM waves. The nonlinearity in the
ODEs describes the instantaneous electronic Kerr response and the residual Raman molecular
vibrational response. The ODEs also include the single resonance linear Lorentz dispersion.
For such model, we will design and analyze fully discrete finite difference time domain
(FDTD) methods that have arbitrary (even) order in space and second order in time. It is
challenging to achieve provable stability for fully discrete methods, and this depends on
the choices of temporal discretizations of the nonlinear terms. In Bokil et al. (J Comput
Phys 350:420-452, 2017), we proposed novel modifications of second-order leap-frog and
trapezoidal temporal schemes in the context of discontinuous Galerkin methods to discretize
the nonlinear terms in this Maxwell model. Here, we continue this work by developing
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similar time discretizations within the framework of FDTD methods. More specifically, we
design fully discrete modified leap-frog FDTD methods which are proved to be stable under
appropriate CFL conditions. These method can be viewed as an extension of the Yee-FDTD
scheme to this nonlinear Maxwell model. We also design fully discrete trapezoidal FDTD
methods which are proved to be unconditionally stable. The performance of the fully discrete
FDTD methods are demonstrated through numerical experiments involving kink, antikink
waves and third harmonic generation in soliton propagation.

Keywords Maxwell’s equations - Nonlinear dispersion - High order FDTD - Energy
stability - Soliton propagation

1 Introduction

Optics and photonics research focuses on phenomenon involving multiple scales, and sim-
ulating the full Maxwell partial differential equation (PDE) models to adequately capture
useful optical effects is important. Numerical simulation of EM pulse propagation in nonlin-
ear optical materials can be achieved by solving the full Maxwell equations along with models
that adequately capture the response of the medium. One way to model this response is by
appending to Maxwell’s equations systems of ordinary differential equations (ODEs) for the
dynamic evolution of the electric polarization which depends nonlinearly on the electric field.
This method is called the auxiliary differential equation (ADE) technique [17,18,23,26]. In
this paper we use the ADE technique to model EM wave propagation in a nonlinear optical
material in which the electric polarization comprises of three responses; a linear response
modeled by a single-pole Lorentz dispersion, a nonlinear instantaneous response governed
by the Kerr effect and a nonlinear retarded response (nonlinear dispersion) due to Raman
scattering [1]. The linear Lorentz, Kerr and Raman nonlinearities are idealized phenomeno-
logical models that we choose because of their widespread applicability to modeling the
response of a variety of nonlinear materials [56].

Among a variety of numerical methods that have been developed for EM wave propagation
in nonlinear materials, the finite difference time domain (FDTD) method developed by Kane
Yee in 1969, called the Yee scheme [49], is the most popular FDTD scheme for computing
numerical solutions of time dependent EM problems. The original Yee scheme was developed
for EM wave propagation in a vacuum (linear medium). This scheme discretizes the time-
dependent Maxwell’s equations on a staggered space—time grid resulting in a second order
accurate method in space and time, which is nondissipative but dispersive [44]. The Yee
scheme has been extended to linear dispersive media [23,27,28] (in particular see the books
[44,45] and references therein), and then to nonlinear dispersive media [17,19,23,43,56]. In
addition to the ADE technique, other methods that model the material responses have been
developed, one example being the recursive convolution methods [29,37,38,53] for linear
dispersive materials. Additional references for Yee and other FDTD methods for EM wave
propagation in linear and nonlinear Lorentz dispersion can be found in [7,18,24,25,42] for
the 1D case, and in [13,26,56] for 2D and 3D cases. In recent years, extensions of the second
order Yee-FDTD technique to higher order discretizations have also been considered. Several
higher order formulations of the FDTD method have been analyzed for the case of linear
media [4,40,41,48,50,52,54]. In [16], a fourth order FDTD method coupled to a second
order leap frog time integrator is used to analyze nonlinear optical materials.

Other numerical approaches for EM wave propagation have also been constructed in the
literature. Low order finite element methods (FEM) [32-34], and high order discontinuous
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Galerkin (DG) methods [14,20-22,31,47,55] have been developed for the simulation of
Maxwell’s equations in linear dispersive media and meta-materials [35]. The FEMs model
complex geometries better than the FDTD methods. However, FEMs have not been well
developed for the nonlinear Maxwell models that we consider in this paper. FEM analysis for a
nonlinear Maxwell model can be found in [10]. In [46], the authors construct a pseudospectral
spatial domain (PSSD) approach for linear Lorentz dispersion and nonlinear Kerr response. In
[30], the PSSD method is used to numerically study optical carrier wave shock. Additionally,
Finite Volume (FV) based methods for nonlinear Kerr media are constructed in [3,9]. Here,
the Maxwell-Kerr model is written as a hyperbolic system and approximated by a Godunov
scheme in [3], and a third order Roe solver in [9].

In [5], we presented for the first time in the literature, energy results for the nonlinear
Maxwell model with linear Lorentz, Kerr and Raman responses in one spatial dimension.
Based on these energy results we have presented the construction and analysis of high order
DG methods in space along with appropriate temporal discretizations that result in fully
discrete energy stable DG methods. We believe that ours is the first paper to present energy
identities for this nonlinear model and design numerical (DG) methods whose discrete energy
relations mimic the energy relations of the nonlinear model. As the main contribution of this
work, we proposed a novel strategy to discretize the nonlinear terms within the commonly
used leap-frog and implicit trapezoidal temporal discretization. The resulting fully discrete
leap-frog DG and trapezoidal DG methods are proved to be stable. More specifically, the
modified leap-frog DG method is conditionally stable under an expected CFL condition, while
the modified trapezoidal DG method is unconditionally stable. In both cases, we discretize
the ODE part of the model system implicitly.

Given the popularity and importance of FDTD methods in the computational electromag-
netics community, in this paper, we continue our work by presenting the construction of high
spatial order FDTD methods for the nonlinear Maxwell model in one dimension. We con-
struct fully discrete FDTD methods by employing appropriate temporal discretizations that
obey discrete versions of the energy relations of the nonlinear Maxwell model. We would
like to point out, that this is the first paper considering the construction of fully discrete
FDTD methods that preserve important physical properties (energy decay or conservation),
and thus provide compatible discretizations for the nonlinear Maxwell model under consider-
ation. Performing such constructions in one spatial dimension is important in understanding
how to mimic important conservation laws in a simple setting before considering the full
three spatial dimensional model.

Using the ADE technique, we focus on a first order formulation of the nonlinear Maxwell
model in one spatial dimension. This model includes Maxwell’s equations written as a system
of first order PDEs along with a system of first order ODEs that model the material response.
We discuss the construction of explicit and implicit FDTD methods which are second order
accurate in time and 2M order accurate in space for M € N. As in our previous work in
[5], the time discretizations are based on leap-frog and trapezoidal time integrators that are
carefully modified so that the fully discrete leap-frog and trapezoidal FDTD methods are
energy stable. The lowest order fully discrete leap-frog FDTD method can be viewed as an
extension of the Yee scheme [49] to the nonlinear Maxwell model, while the lowest order
trapezoidal FDTD method is an extension of the Crank—Nicolson scheme [44].

The rest of the paper is organized as follows. In Sects. 2 and 3, we discuss the model
and its one-dimensional version together with stability results. Here we present, for the first
time, a proof of the energy relation of the nonlinear Maxwell model that was presented in our
prior work [5]. Sections 4-6 present the semi-discrete and fully discrete numerical methods.
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Section 7 considers the generalization to nonuniform grids for M = 1. Section 8 contains
the numerical results, and some technical details are collected in the “Appendix”.

2 Maxwell’s Equations and Constitutive Laws for Nonlinear Optical
Materials

We use the auxiliary differential equation (ADE) approach, and append to Maxwell’s partial
differential equations (PDEs) a system of ODEs describing the nonlinear relationship between
the macroscopic polarization vector P and the electric field E. Our approach follows the
development in [16]. The hybrid system of Maxwell PDEs and auxiliary ODEs are then
simultaneously evolved in time. Below we discuss a polarization model that incorporates an
instantaneous nonlinear Kerr effect as well as both linear and nonlinear dispersive effects,
the latter described as Raman scattering.

Let T > 0. We begin by introducing Maxwell’s equations in a non-magnetic, non-
conductivemediumQ c R, d = 1,2, 3, containing no free charges, that govern the dynamic
evolution of the electric field E and the magnetic field H in the form

dB+VxE=0, in(0,T) x Q, (2.1a)
D —VxH=0,in(0,T) x 2, (2.1b)
V.B=0,V-D=0, in (0, T) x , (2.1¢)

along with initial and boundary data. System (2.1) has to be completed by constitutive laws
on [0, T] x 2. The electric flux density D, and the magnetic induction B, are related to the
electric field and magnetic field, respectively, via the constitutive laws

D = ¢p(excE +P), B = poH. (2.2)

The parameter € is the electric permittivity of free space, while ¢ is the magnetic perme-
ability of free space. The term e, E captures the linear instantaneous response of the material
to the EM fields, with €5, defined as the relative electric permittivity in the limit of infinite
frequencies. The macroscopic (electric) polarization P includes both linear and nonlinear
effects, and is related to the electric field via the constitutive law

P =Py, +a(l — O)EE|> + a0 OF . 2.3)
————— -
linear Kerr Raman

In (2.3), we model the linear retarded response P](;elay as a single resonance Lorentz
dispersion model coupled to the electric field intensity E. The time dependent evolution of

PdLe]ay follows the second order ODE [16,44]
92PL 1 oPL
delay delay 2pL _ 2
8[2 ; 91 + wOPdelay = C{)pE. (24)

In the ODE (2.4), wp and w,, are the resonance and plasma frequencies of the medium,
respectively, and 7! is a damping constant. The plasma frequency is related to the resonance
frequency via the relation wf, = (& — eoo)a)% = eda)(%. Here ¢; is defined as the relative
permittivity at zero frequency, and €; measures the strength of the electric field coupling to
the linear Lorentz dispersion model. We note that the limit €; — 0, or €, — €, corresponds

to the linear dispersionless situation.
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To observe nonlinear effects in common materials, high-intensity light sources, such as
lasers, are required, and the particular nonlinear effects observed depend on which term is
dominant in the electric polarization [25]. We will consider materials in which the dominant
nonlinearities are of the third order (such as optical glass fibers) and include instantaneous as
well as delayed material responses. In particular, in (2.3) we consider a cubic instantaneous
response modeled by the electronic Kerr effect, which is a phenomenon in which the refractive
index of a material changes proportionally to the square of the applied electric field. The
nonlinear retarded effect (Raman) in (2.3) is a molecular vibrational response called Raman
scattering. It is captured by the variable Q which describes the natural molecular vibrations
within the dielectric material responding to the nonlinear electric field intensity at frequencies
much smaller than the optical wave frequency [17]. Like the linear Lorentz dispersion model
for the linear retarded response, the nonlinear retarded response Q is also modeled by a single
resonance Lorentz dispersion model, but coupled to the nonlinear field intensity |E|?. The
dynamic evolution of O follows the second order nonlinear ODE

7?0 130
Sr T T w20 = w2 [E, 2.5)
v

where w, is the resonance frequency of the vibration, and 7, 1'is a damping constant. In order
to arrive at the ODE for O, we have assumed an axially symmetric and isotropic environ-
ment. The parameter a in (2.3) is a third order coupling constant, while & parameterizes the
relative strength of the instantaneous Kerr response and retarded Raman molecular vibra-
tional responses. In the limit & — 0, the nonlinear response reduces to the instantaneous
intensity-dependent Kerr response.

Taking all effects into account, the constitutive laws for D and B can be rewritten as

D = ¢(eoE + Pl +a(l — OEIE] +af QF), B = g H. (2.6)

With this, the mathematical model for EM wave propagation in the nonlinear optical medium
is the hybrid system (2.1), (2.4), (2.5) and (2.6).

3 Nonlinear Maxwell’s Equations in 1D: Model and Energy Relations

In this paper, we focus on a one dimensional nonlinear Maxwell model that is obtained from
(2.1), (2.4), (2.5) and (2.6) by assuming an isotropic and homogeneous material in which
electromagnetic plane waves are linearly polarized and propagate in the x direction. Thus,
the electric field is represented by one scalar component E := E, while the magnetic field is
represented by the one component H := H,. All the other variables are similarly represented
by single scalar components. We convert the second order ODE (2.4) for the retarded linear
polarization P := Pj‘elay, and the ODE (2.5) for molecular vibrations Q, to first order form by
introducing the linear polarization density J, and the nonlinear conductivity o, respectively.
Let @ C R. The one spatial dimensional nonlinear Maxwell system on (0, T') x €2 is

oH oE (G.1a)

—_— =, Jda
Homor = ox

oD 0H

&0 (3.1b)

ot 0x

oF J 3.1¢c)

—=J, AC

at
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aJ 1 5 5
o =—2J - @P +oE, (3.1d)
a0
% o 3.1
o = © (3.1e)
do 1
o :—T—va—w%Q+w5E2, (3.1f)
along with the constitutive law
D = €o(excE + P +a(l —0)E> +ab QE), (3.2)

and appropriate initial and boundary data. We note that Gauss’s laws (2.1c) for this one
dimensional case only involve the x derivatives of the first components of B and D. These
components are decoupled from the one-dimensional model (3.1) and become irrelevant for
the case considered here.

We now state and prove an energy result that establishes the stability of the solution to
the one dimensional nonlinear Maxwell’s equations (3.1)—(3.2), when the solutions satisfy
periodic boundary conditions on €2. This energy relation was first pesented in our previous
work [5], and a discrete analog of the energy relation for DG methods was also established.
Here we present for the first time, the proof of this energy result.

Theorem 3.1 Let6 € [0, %]. Assuming periodic boundary conditions for all fields on 2, the
nonlinear Maxwell system (3.1)—(3.2) satisfies the energy identity:

4 eo(t) / € g2y 9990 o), (3.3)
— = — — o X, .
dr’ o\ 1w 21,32
where
1 € € ale
0 ::f/ <M0H2+eoeooE2+0P2+gJ2+ o’

2 Ja €d wy, 203
afe ae

+ = Y0+ EYH? + 70(3 - 49)E4> dx. (3.4)

The function Ey(t) > 0O for the chosen range of the parameter 6.
Proof Substituting Eq. (3.2) in Eq. (3.1b), we get

B] ; OH
—(e0(eE+a(l —0)E° + P+ a0 QE)) = —. (3.5)
at 0x
Multiplying Eq. (3.12) by H, Eq. (3.5) by E, Eq. (3.1c) by ~* P, Eq. (3.1d) by ~=J, Eq.
€d a)p
0
(3.1e) by abepQ and the Eq. (3.1f) by go, and then summing over all equations and
w

v

using Eq. (3.1c) we obtain

19 6 dE3
SO oH? + o B2 + 2P 1 0 02 446002 + Y0062 | 1 aeo(1 — 0)E L
2 9t €d w? 2 ot

0 2 oE oH € ., abey ,
+a9€0E&(QE)—a9600'E =H—+E———J"———o0".

2
0x 0x Ty,

(3.6)

T3
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We can rewrite the nonlinear term in E° on the left hand side in Eq. (3.6) as

( 9)EaE3 (1 6)(3E3)8E 3 (1-9) o (E (3.7)
eo(1 — — =aep(1l — — =zaeg(1-0)—| = ). .
aco ar 40 ar 290 ar \ 2

Using Eq. (3.1e), we simplify the last two nonlinear terms on the left hand side in Eq. (3.6)
as

d (E? d E? 6
aOeoE—(QE) —a9600E2 = a@eoQ ( > > = aQEOE (QT> — a;OaEz.

(3.8)

abeg

To obtain a bound on the last term in (3.8), we multiply Eq. (3.1f) by 5 — > 0 and then using
w2

v

Eq. (3.1e), we obtain

adey o _ abeo D o? L 00 o abe D [ .
2 2w2 3t \ 2 2wit, 2 9t

> (3.9)

Next we combine Egs. (3.6)—(3.9) and simplify to get the identity

10 2 s €0 o

P MOH + €pexc E —l— P + 2J

2 0t €4 wy,

afeg 2 aeeo

202

oFE 3H € - abey 5
— o-.

- H = B Ly
ax + ax w)f, 21,02

+ 0%+ aeo(l—G)E4+a060QE]

(3.10)

The last three terms on the left hand side in (3.10) can be rewritten in the form

a960 0960

0? +3ae0(1—0)E tabeoQE? = 0 + E2)?2 + 40 5 Vi3 _40)Et. 3.1

From (3.10) and (3.11), we obtain the identity

ad € €
~ = | poH? + cenc B2 + P2 4 2
20t €4 wp

afeg 2 a9€o

20)12)

0E 3H € 5 abey 5
— o”.

=H—+E———1J
0x x tw% 21,02

+

—(Q+EH + 5 904 49)E4]

(3.12)

Integrating (3.12) over the domain €2, integrating by parts in the first two terms on the right
hand side, using the periodic boundary conditions, and the definition of the energy & (¢) in
(3.4), we obtain the energy identity

1d € ,,  abe 5

——& ) =— J dx,

2 dt 6 (1) = L(rw% +2tva)30 *

which is Eq. (3.3) in the theorem. ]
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4 Construction of High Order Spatial Approximations

In this section we describe the construction of high order approximations to the first order
derivative operator d/dx. The construction presented in this section follows the exposition
in [2,4,8].

Let L > 0, L € R. Following the notation in [8, p. 36], we introduce staggered £> normed
spaces with periodic boundary conditions. Consider smooth functions v and u defined on R
satisfying periodic conditions v(x) = v(x + L) and u(x) = u(x + L), Vx € R.

Based on the periodicity, we focus on constructing numerical methods on the computa-
tional domain Q = [0, L]. Let Ax = h = L/I > 0, for some positive integer /, be a uniform
mesh step size. Define x; = jh,0 < j <1 andxH% =(j+ %)h,O <j<I-1.We
define two staggered grids on 2. The primal grid, G, is defined as

Gp:x0<x1<x2<...<x1,1<x1. (4.1)
The dual grid, G4, on [0, L] is defined as
(4.2)

Gyg:ix1 <Xx3 <Xx5<...<X
2 3 3 1

=

Define vy =~ v(x;) and Uyl ~ u(xH%). On the primal grid G, we define the discrete
space

I—1
Vou i=1{vn =), 0<L=<T—1 vo=vs| hY_ |vl* < oo}, 4.3)
=0

and on the dual grid G4, we define the discrete space

-1
Vi = {uh = (uH%),OstI— Ly =i | hY w1 <oo}. (4.4)

£=0
The ¢2 norms on Vo.n, and V% 5,» denoted by || - [lo,x, and || - || L respectively, are defined
as
-1 1/2
vallo.sn == (hZ |v£|2) . Yoy € Vo, (4.5)
£=0
-1 1/2
._ 2
lunlly = <h£2%|ue+;| ) Vup € Vi, (4.6)

derived from corresponding ¢2 scalar products < -, - >op,and <+, - > .
7

Next, we outline the construction of high order discrete approximations of d/dx. For
p € N, we define the discrete finite difference operators

U2+p - vlfp+l

2 . ( ) ) .
Dp,h Vo — V%,h’ Dp.hvh e+) = Qp—Dh Yu, € Von, (4.7a)
u 1 —Uu 1
52 352 p—3 —p+;
: = v . .
D, V%’h — Vo, (Dp'huh>z Gp—Dh , Yuy € V%,h (4.70)

These are second-order discrete approximations of the operator d/9x computed with stepsize
(2p — Dh. If we let D* to be the adjoint of the discrete operator D with respect to the ¢2

~ *
scalar product, then Dﬁ)h = — (D;z)h) .
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Following the work done in [2] (see “Appendix A” for some details), we construct finite
difference approximations of order 2M, M € N, of the first order operator d/dx, by taking
linear combinations of second order approximations (4.7) to d/dx computed with different
space steps (2p — 1)h and choosing the coefficients in the linear combination to obtain 2M
order accuracy. Thus, we have the operator definitions

M
M) . oM _ M )
D Vo = Vi Dy = ZAZIHD

o (4.8a)
p=1
M
HEM) . HCM) M 752
DM Ve = Vo B =) 050Dy (4.8b)
p=1

*
Similar to the case of second order operators, if we let (DEQM)) to be the adjoint of the

discrete operator D,?M) with respect to the Vjj scalar product, then we have 25;12/" ) —

*
- (D}(IZM) ) . It can be shown that (see [8, p. 53] and [6]), in order to obtain discrete approx-

imations to d/dx with at least 2M order accuracy, the coefficients )‘%24—1 in (4.8) have to be
chosen according to an explicit formula given in the theorem below. To state this formula
we need the definition of the the double factorial. For 1 < n < M, the double factorial n!! is
defined as

n-m—=2)-n—4)...5-3-1 n>0, odd
nl=3n-n—-2)-n—4)...6-4-2 n >0, even 4.9)
1, n=-—1,0.

Theorem 4.1 Forany M € Nandfor sufficiently smooth functions, a necessary and sufficient
condition for the discrete difference operators in (4.8), as finite difference approximations of
the continuous differential operator d/9x, to provide at least 2M order of accuracy, is given
by the explicit formula

o 2(=DPHem - DHI?

M L Vp, l<p<M, 4.10
21T QM 1 2p — UM —2p)i2p —1)° P p (4.10)

for the coefficients A%g”_] in the linear combinations in the definition of the operators (4.8).

Proof See “Appendix”. O

5 Fully Discrete Leap-Frog FDTD Methods

In this section, we derive fully discrete FDTD methods on [0, 7] x €2, using the high order
spatial discretizations outlined in Sect. 4, and second order temporal discretizations based
on the leap-frog time integrator. Our methods will have second order accuracy in time and
2M-th order accuracy in space, M € N. We will call these schemes (2, 2M) leap-frog FDTD
methods.

Let N > 0 be a positive integer. Define At > 0 such that NAt = T. Analogous to the
uniform spatial discretization on [0, L], we also define primal and dual temporal meshes
using time points t* = nAt, forn = 0,1,2, ..., N, with t¥ = T, and PaS g (n+ %) At,
forn = 0,1,2,..., N — 1. The discrete magnetic field will be computed at dual spatial
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and temporal nodes, while all the other discrete fields will be computed at primal spatial
and temporal nodes in the space—time mesh. For a field variable V (¢, x), we denote the
approximation of V (¢, x;) by V’.1 on the primal space—time mesh and the approximation of

V(t”+2 x; 1) by V ,2 on the dual space—time mesh. We assume the periodic boundary

condmons V0 = V" for n =0,1, .., N, on the primal space-time mesh, while on the dual
. +3 +3 .
space-time mesh we assume Vf 2 = Vlif ,Vn=20,1,2,..., N — 1. Thus, the magnetic

field is staggered in space—timezfrom all thezother field variables.

We discretize the system (3.1a)—(3.1f) using the high order 2M, M e N spatial discretiza-
tions defined in Sect. 4, and a modified second order leap-frog scheme in time on the dual
space—time mesh for the magnetic field and the primal space—time mesh for all the other field
variables. Our fully discrete (2, 2M) leap-frog FDTD schemes for the discretization of the
nonlinear Maxwell problem (3.1)—(3.2) are given as below.

_1
Assume Dg, E}l) P}?, J}?, Qg,a,?, Y0 € Vopand H, * € V1 ., are given. Then Vn € N,
41
with0 < n < N, find D}, E}, P!, J)', O}, 0], Y)! € Vo, and H 2 V%!h satisfying, V j
with 0 < j < I, the system of equatlonsVO <j<lI,

n+% n—

Pop
uo% (D(2M> Eh) (5.12)
ity
p'tt _ pn 5 1
- <p,(f’”)H,f+2> : (5.1b)
j
P’»1+1 _ Pn 1
J - = (Jn+l +Jn) (5.1¢)
J’7+1 _gn 1 a)2 w2
J J n+1 n 0 n+1 n )4 n+1 n
N Ry J J)——(P P.) —(E. E) 5.1d
~ 2r(+ 2]+/+2]+J()
Qn+l Qn 1
T 5 (0]'.’+1 +(;7), (5.1e)
O.{’t+l - 1 wz
J J n+1 v n+l1 n 2 -n pn+l
T = (o e) =S (0 + ) e (5.19)
Dt = ¢ (eooE;?“ + P a1 - 0)YH 4 af Q']’.“Ej“) , (5.12)
with
3
n+l _ yn > n+152 ny2 n+l _ pn
=y S (E @) (B - ). (5.2)

There are three nonlinear terms whose discretization is crucial to building energy stable
fully discrete numerical methods. The nonlinear term E? is discretized on the primal space—
time mesh as the product E’ " E; "+lin Eq. (5.1f).In[16], this term is discretized as an average of

E" and E""!. We do not know if this latter discretization leads to a fully discrete energy stable
method. The second nonlinearity Q E is discretized on the primal space—time mesh as Q;! E ;‘
as seen in Eq. (5.1g). Lastly, the grid function Y}! in Eq. (5.2) is a discrete approximation of
the continuous cubic power E3. The introduction of ¥, i is a novelty of the modified leap-frog
scheme that allows us to correctly (in the sense of energy conservation) discretize E> on the
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discrete mesh, since if ¥ = E3, then dY = 3E?dE, which is precisely what Eq. (5.2) is
simulating. While we do introduce a new variable, we note that we do not need to explicitly
store Y}', Vn in our actual implementations. Only the difference in Y/:’H — Y} needs to be
stored.

We will now prove that for fixed M € N, the (2, 2M) leap-frog FDTD scheme (5.1)—(5.2)
satisfies a discrete energy decay identity consistent with Theorem 3.1, under appropriate
Courant-Friedrich-Lewy (CFL) conditions that depend on the value of M. We first state the
following identity that is a discrete analogue of integration by parts, and is called a summation
by parts identity.

Lemma 5.1 Consider the grid functions U, € Vo, and W), € V% - Then, the following
summation by parts identity holds

> (o un) Wiy = Z(D(ZM)W) u;, (5.3)
2

j=0 j=0

Nl—=

Some details of similar proofs can be found in [8].
Next, we prove the positive definiteness of an operator, which is an important ingredient
in the proof of stability of the fully discrete leap-frog FDTD method.

Theorem 5.2 Consider the operator Ay, : Vo, — Vo, defined as
Ap = I + y*DM o DM (5.4)

where Iy, : Vo — Vo,p is the identity operator, the 2M, M € N order spatial discretizations
are as defined in (4.8), and y = C°°At is a constant independent of the mesh step h, but

depends on At and the speed coo = ./ v MO The operator Ay, is positive definite if and
only if y satisfies the condition

2 1
r.o_ - (5.5)

h % [2¢ =3P
— 2¢—1)!
Proof For M € N, the operator Agz}zlvl) : Vo.n = Vo,n defined as
AL = DM o D, (5.6)

is a 2M-th order approximation of the 1D Laplacian 33% [8]. The condition for positivity

of operator A, in (5.4) is obtained by analyzing the symbol of operator .A(l?;lw), which is

computed by using the discrete Fourier transform (DFT), defined as

FuiVou — (| 222 5.7)
h Vo o .
h = -7
Fi k e % Yuy, € Vou, Yk € [—, 1. 5.8

i (un) (k) = «T,Zou un € Vo, Yk € [—=, ] (5.8)

where the mesh step size h = L /I, for positive /. We will assume below that / is even. Also,
k e [ ” #1is a discrete wave number defined as k = 2"T’" with m an integer, taking values
in[— 2] The reason for choosing a bounded, and discrete domain for wave numbers k is

@ Springer



J Sci Comput (2018) 77:330-371 341

due to aliasing occuring when the spatial variable x is discrete, and due to a bounded spatial
domain, respectively. The choice of [m| < % is due to the Nyquist limit which requires a

resolution of at least two points per wavelength. For example, the choice m = 5 I gives a wave

2 2L — 2]1

number k = which corresponds to a wavelength of A := - = =

L b
The space 12 ([ 5%, %) denotes the space of I periodic functions of k on the grid Z with
norm

/h 172

IFn @il (==.2]) = Z | Fin () ()| , Yup € Vo, (5.9)
k=—m/h

Using the results in [8] it can be shown that the Fourier transform of Apuy, is

Fn(Anun) (k) = (Sn(An) (k) (Fp(up)(k)) . Vk € [ hﬂ Z] (5.10)

where Sp,(Ayp) is the symbol of the operator A, and is computed to be

4y°2 u kpr) ’ -
Sp(Ap) (k) = 1—? 1;217_1 sin ((2p—1)—> ,Vk € [T’E]'
(5.11)
from the symbol, S, (A%AZ ) of the operator A1 T, given as
M §2M) kh\7? - T
Sp(AP (k) = Z L |:sin <(2p - 1)7>] VkE[—=, 2l (512)
Using the results in [4,8], this symbol can be rewritten as (see “Appendix B” for details)
42 | L ep =P . 5, (kh ’ -7 7
Sp(AnK) = | 1= <7 ;WmnI ( ) ke [—=, ]
(5.13)

The operator .4, is bounded and positive if its symbol Sy, (Aj) is bounded and positive for
all wave numbers & such that |kh| < 7 ( [8]). As shown in [4], all of the coefficients of the
sine terms in the symbol (5.13) are strictly positive. Thus, for S, (Aj) to be positive we must

have
Tr@e =3P, (kh -
< Suplkh|§rr Z W sin < ) > . (514)
=1

vl

The supremum in the right hand side of inequality (5.14) is attained at kh = m, or when
m = %, from which we get the condition for positivity of the symbol Sj,(A;) and thus for
the positivity of the operator Ay to be

-1
2y M 1e —3Hnp?
O
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L
Consider a discrete grid function Vh" € Vopforn=0,1,., N. We define VZ+2 to be the

Vn+l

average of fo and V""", i.e. on V ,, we have

gL 1
Vit 5 (V,;’ n V,;’“) . (5.16)

— 1 _1
We similarly define the grid function VZ € V% , to be the average of th "2 and V: 2 in

Vi, ie.,
Lh

1

— 1 1 _1
Vii=3 (Vh”+2 +v 2). (5.17)

Next, we prove our main stability result for the modified leap-frog schemes. The (2, 2M)
order leap-frog schemes satisfy the following energy identity.

1
n+x
Theorem 5.3 LetO <n < N.Let H, * € V% w Ens PpoJy oy, Q) € Vo, and assume

6 €0, %]. Under the CFL condition

-1
M 2
Coo AT [(2¢ —3)!1]
_ , 5.18
h <L§ e — 1) ©-18)
the (2,2M) order leap-frog FDTD scheme (5.1) satisfies the discrete energy identity

‘c";zlJIr‘lF - g;zl LF € ,—n+li abeg 1

ThLE_TRLE SO R - 155" 2 115 - (5.19)
At Tw?, On w2 0.5

where for alln = 0, 1, 2, ..N, the discrete (non-negative) energy is defined as

n 1 n.2 n CgoAtz ~Q2M) @2M) n €0 ny2
5;,_]_1: = — | nollHp ”l + €o€co\ By | In + 72);, o Dh E, + *”Ph 151
' 2 2:h 4 on € ’

€0 5 aeop 2,2 afeg 5 5 afeg 2
+ aT%”J]:l ”O,h + 7(3 — 49)||(EZ) HO,h + T”(EZ) + QZ HO,h + 2‘03”01?”0'}!) .
(5.20)

Proof Let0 < j < I — 1. We take the average of the Eq. (5.1a) at the time stepn and n + 1,
to get

— L
:<D,§2M>Eh"+2> : (5.21)

its

1
Multiplying the Eq. (5.21) by Hjn:f , we get

b
(5.22)

Lo ]+%
2

1 — a4 L 1
'H'-Hrf _ <D;(,2M)Ehn+2> .Hn+2.
2 Jj+
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Multiplying the Eq. (5.1b) by f;+2 and using (5.1g), we get

€0
= (eoo(E;?“ — )+ (PI P a1 — ) (Y — ¥
n+1 -n+1 nn *”+%
+ab(Q"EN! — QjEj)) E
N S\ gl
= <D;,2M)H,’: 2) CE (5.23)
j
—p+ L
Multiplying the Eq. (5.1c) by G—OP;&Z , we get
€d
prt_pro IR 1
i i S0t 2 (J'}Jrl ﬂ) 0Pt 524
At € 7 2\J + J e 1 (5.24)
—n+1
Multiplying the Eq. (5.1d) by 6—2] j+2 , we get
w
P

_i (Jn+1+Jn)_w7(2)(Pn+l+Pn)
27 \7J J 2 \'J J

n+1 n

Tim = Ji €0 -+l

—_ 4 .. =
At ws )

2
Dp ([ ntl n €0 —n+3
+7(Ej —I—Ej) -w—%Jj . (5.25)

o+t
From Eq. (5.1e), multiplying by afe€g Q;&z , we get

o1t — o 1 )
- a0 = 5 <a}1+1 + a;) “abeo Q. (5.26)
Oe€ 1
Finally, multiplying the Eq. (5.1f) by 07205’;% , we get
wU
ot =0 afey ns! 1 2
J J . O_nt+sy _ | _ 1 ( ntl n _&( n+1 n)
Iy > 7, _[ e (oj +Uj) > 0" + 0]
2 -n pn+l aQEO—""'%
+2EE" ]~w—%aj (5.27)

Summing (5.22)-(5.27) over all mesh points on the dual (for Hj;) and primal (for
En, Dy, Py, Jn, on, Qp) grids, multiplying by A, using (5.1c) again and simplifying, we
get

1 43 +1 3
S [molEr )+ cocl B R + Seoat = 0)ICEL IR,
2

4 a960<th1+1 , (EZ+1)2>0 \

€0\ pnt12 €0\ yn+12 12 adeo 12
+ =P o + 5 1,5, +adeoll @ Mg, + —= oy lIg p
€4 wy, w3

1 1
n—x

1 il )
- E[“O(Hh Hy 2>1,,+foeoo||E;:||o,h

2

@ Springer



344 J Sci Comput (2018) 77:330-371

3
+ Seoa(l - 0>||(E;:>2||3,h +aveo(Qf (ED?)

€0 5 afeg

0y pr ! fe ]
+ p 12 06, + wp || A ”Oh +a O||Qh||()h + — wv ”Gh ||0 h
6196() ” n+1
4t,0 %

1 2 2
||J;’,lJr + J}? ||0,h + U;’Z ||0,h

2
4rwp

1 e, Q1 — O
+ a060<2 (a,’;“ +a,;') EhE”+1> _ a7 O(L Qh,E,';E;“)

0,h 2 At 0,h

I1-1 -1
1 1
1(@M) gt @M nt} @m) rtd et
+h ;02(73,, E}* 4 pf Eh)H%HH%—i-;O(D H, >jEj

Bl

(5.28)

Using Egs. (5.1e) and (5.1f) we manipulate the following inner products in Eq. (5.28) as

+1
0960<%( n+1 +Uh> EhE"+l> _ 0960<u EhE"+1>

0,h 2 At 0,h
_ a960<1 <0,n+1+ ) EN En+1>
2 \2\h h 0.h
n+1

_abeol /4 ) oj" —oj
-2 <2< o) T A

s (7171 ) 43 (0 + ),

2Tyw5 2 0.h
afeg af
= 4in (ll o IIo,h—Hoﬁllé,h)Jrg 2|| A
a@eo
e (15718 = 12713 1) - (5.29)

Using the result (5.29), Eq. (5.28) can be rewritten as

L /., € ale

+1 n _ 0 n+1 ny2 0 n+1

(511 LF gh.,LF) =~z W ulon — 8r? lloy,
P

2
+ ;|
At w0,

I-1

1 +1

| 35 (O e D Ey)
j=0

I1—1
1/~ 41
+ 5(D}f"“H,:' 2)_(E;?“+E;’) , (5.30)
=0

J

no
where &} | i is defined as

nt1 2
)1 L + o€ llEp 15,1

1
Ehip = 2(N0<H/1 : » H,
3 ny\22 n ny\2
+ Efoa(l —ONEDN5.A +a960(Qh, (E}) )on

||Ph 13, + 2||Jh 134+ 510k s+ 5 2||oh 13.4)- (5.31)
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Using Lemma 5.1, from (5.30) we obtain

41 egt +1 2 afeg At +1 2
Epir = €L — o i C/ A A 870 o™ + o5 15.4- (5.32)
T T2

Next, we simplify terms of the Eq. (5.31). First, we have that

3

Seoa(l = OIED?IG ), +abeolQf. (E}) o + 2002,
aep afeg

= - G—4DIEDI5, + —— I ED* + ano,h. (5.33)

Second, by applying the parallelogram law we have

1 el -1 41 _1
(Hy *.Hy %)), = [Ith P Hy U, - H - Hy 2||2%,h]

7 2M
= IH"13, -5 2||D‘ 'ELI (5.34)
Lastly, using Eq. (5.34), we have
n—1i n+
po(Hy * Hy ")+ eocooll Ef I
T A ou

= pol[Hy ||2%,h—%|m,§ 'EJIL, + coe I B I
— ol "R+ oeos | (B ERJos — o — (D2 5, D ),

0 %,h 0€oc0 ho Lplo, 460600#0 h h> =h h 3:h

H, Ar? 2 2
= HOlIF" IR, + coeoe [<E;;, o + mwh, BEMDEM
’ o0

2
= polHy" ||1 h +60600<Ehs <Ih + =2 D(ZM’ D,?M’> E,’,‘>0h. (5.35)

Substituting Eqs. (5.33) and (5.35) into the discrete energy definition (5.31), we obtain the
alternate definition of the discrete energy, SZ,LF’ given in (5.20). Applying Theorem 5.2, the
discrete energy, EZ’LF, is positive and satisfies the discrete energy identity (5.32) under the
CFL conditions given in (5.18), which are obtained from Theorem 5.2. O

Remark 5.1 Since our discretization staggers the electric and magnetic fields in space and
time, our methods are similar to other leap-frog FDTD methods for Maxwell’s equations in
the literature. However, the time discretization that we employ is different from what has been
used in the literature (see for e.g. [16]) to discretize (2, 2) and (2, 4) schemes. The reason for
our choice of a different time discretization from what is available in the literature, has to do
with constructing fully discrete FDTD methods that satisfy discrete versions of the energy
decay Theorem 3.1. It is unclear whether the FDTD method used in, for example [16], has
an associated discrete energy decay.

Remark 5.2 In [4] it was shown that the (2, 4) leap-frog FDTD method for a linear Lorentz
model is superior to the (2, 2) leap-frog FDTD method from the perspective of numerical
dispersion. However, beyond fourth order in space there was not much more benefit in
reduction of dispersion. To get additional reduction in numerical dispersion we need to
consider higher order methods in time, which is a nontrivial extension and will be investigated
in a future paper.
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6 Fully Discrete Trapezoidal FDTD Methods

In this section, we construct fully discrete FDTD schemes for the discretization of the system
(3.1)—(3.2) using the trapezoidal time integrator. The main goal here is to produce schemes
that are unconditionally stable. We call such schemes (2, 2M) trapezoidal FDTD schemes.
They are constructed by applying the high order 2M discretizations in space outlined in Sect.
4 and the second order trapezoidal time integrator. We continue to stagger the electric and
magnetic fields in space as in the leap frog FDTD methods, i.e., the magnetic field is defined
in the space V% .- However, we do not stagger the fields in time. Thus, the magnetic field, like
the other fields, is now defined at integer time steps (primal in time), n = 0, 1, ..., N, rather
than at integer plus half time steps. Our fully discrete (2, 2M) trapezoidal FDTD schemes
for the discretization of the nonlinear Maxwell problem are given as follows.

Assume D,?, EE, P;?, Jf, Qg,a}?, Y,? € Vo,» and H;? € V%_h are given. Then Vn € N,
with0 < n < N, find Dy, E}}, P}/, J}!, Q). 04, Y} € Vo, and H]! € V%’h, so that Vj with
0 <j <1 wehave

Hni—] Hn+ 1
JT3 JT3 f(D(ZM)E"'H D(ZM)E) 6.1a
Ho At 2\7h + h)jet (6.1a)
Dr_l+l _ Dn 1 B
i E(D(ZM)H"“—FD}(?M)H;?)j, (6.1b)
P}_1+1 _ pn 1
L= (). 6.0
N 1 w2 )
J J _ - n+1 n\ _ 70 n+1 n -p n+1 n
L= ) = (R )+ (B ).
(6.1d)
Qn+l Qn 1
= ). ©1o)
U’-1+l _O_}l’[ ] 2
J = J 2_[ ( n+l+an)_%<Q;+1+Q1})+w%E;E?+I, (6.1f)
v

D' = ¢ (eooEf;“ + P a1 — o)yt +a9Q7+‘Ef}+‘) . (6.1
where
3
n+l _ yn - n+1.2 ny2 n+l _ pn
Vit =1+ 5 ((Ej )"+ (EY) )(E, Ej). (6.2)

As opposed to the (2, 2M) order leap frog FDTD schemes, the trapezoidal FDTD schemes
are unconditionally stable due to the fully implicit nature of the time discretization. We prove
this unconditional stability in the theorem below.

Theorem 6.1 Assume 6 < [0, %], and0 <n < N. Let H}} € V% w Ens ProJy oy, Qf €
Vo,n. The (2,2M) order trapezoidal FDTD schemes (6.1) are unconditionally stable and
satisfy the energy identity

n+1 n
gh,Trap - gh,Trap

At

aey
21,02

—n+1
= —Tflth 21150 — ||Ghn+2||o e (6.3)

p v
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where, the discrete energy is defined as

1 aep
& Trap = E(MOIIH},’II(Z),h + €oecoll EIIG 1 + 76 —40)IIED*5.

aeo

609
ICER? + Q35 5 + || PG s += o2 s os+ 5> 02 oy II5,;,>- 6.4)
v

Proof Multiplying the Eq. (6.1a) by H , we get

H" — g7

j+3 T+ ) 1( QM) pndl | ~2M) n) 1+
T g o (p@P gt P CHTT? 6.5
1% At Jj 2 h h h ]+% ( )

ol
From Eg. (6.1b), multiplying by E3+2 and using (6.1g), we get

€0 n+1 n+1 n+1
2 (el E} T = ED + ()T = P 4+a(l — o) — )

n+1 pn+1 npn *”"'%
+ab(Q"E" —QjEj))-Ej

QM) gty s
= (Dh H, 2>‘~Ej 2, (6.6)
J
C . €0 —n+}
Next, multiplying the Eq. (6.1c) by — P, °, we have
€d
prt_pro 1 1
J J 05ty n+1 n €0 5ty
e _E(Jj +Jj>.an _ 6.7)
From Eq. (6.1d), multiplying by 7(;—:;}2 we obtain
s 1 R
J J o n+1 ny_ 0 n+1 n
At 5 () = (e )
wf’ n+1 n €0 —n+3
+7(E +E) ST (6.8)
@p
Multiplying the Eq. (6.1e) by €paf Q , we get
oMt —on a1 ot
~ L cqat 07 = 5 (a]'?“ + aj'?) ceaf Q). (6.9)
L abey_n+}
Lastly, multiplying the Eq. (6.1f) by ——0 ;> weget
a)U
ot =0 4pe ! 1 2
J J 0_n+ty [ 1 n+l n) _ @y n+1 n
L e[ e) - F e v )
2 nal| ab€o_n+lt
+a)UE;-‘EJ ] . ol (6.10)
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Adding Egs. (6.5)—(6.10), taking sums over all mesh points on either the dual (magnetic
field) or primary (all other fields) grids, multiplying by 4 and simplifying, we get

1 1 1
S Lol B, + cossol 24

3 n n n
+ Seoall = O)IE I, + eoat{ 0 B

12 1 1 1
+ a||P;+ 1.4+ 3 19513+ c0a0ll 0515, + —zn o 13 ]
P

S [HOlHEIR, + coeme LB IR 5 + Seoa(t = O)ICGED?IR , +<oa( 0] (E1)?)

2A 0,h

aQeo
*”P;,l”o h + 2 ”‘Ih ||0 nt 6Oa9||Qh||o nt+ 2 ||U}:l||(2),h:|
“ (6.11)

+aconly (o1 +of) EREL),

n+1 n
41 2 a +1 2 €ab Q" — 0 1

" Teaz i +J’?”‘”‘_4TU Slop ! + a5, — 2 < At nELE >0h
p @y '
I1-1

h l(D<2M>En+1+D<2M>En) o
j:o4 ' ! " "y \ i it3

f v ! BEM gl | SO g (ol g

+ ) OZ n Ay D, H, B + Ej

J:

From (5.29) and (5.33), and using the definition of the discrete energy (6.4), the Eq. (6.11)
can be rewritten as

n+1 n 2 0609 n+1

1
+1 2
jgz,Trap = E‘c"/rz’,Trap 4t 2 ” h HO,h 87,0 2 ” + Uﬁl"o,h
-1,
M) n+1 2M) +1
—I—hZZ(Dh Ept 4P ey " <H” ! +H”+1>
-1,
+ 0y (B Hy +D,§2M)H,;')j (e +E), 6.12)
By using the summation by parts Lemma 5.1, we finally obtain
e\t aegf At
Eitap = Ehiman ~ oI+ = g ol ol 61

which can be simplified into the energy decay result (6.3). Since this result is obtained
without making any assumptions on the spatial mesh or temporal step sizes, the (2,2M)
order trapezoidal FDTD schemes satisfy the discrete energy identity (6.3), for the energy
(6.4) unconditionally on 4 and At. Thus, these schemes are unconditionally stable when

3
0 0, -1]. O
SH 4]
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7 Fully Discrete FDTD Methods on Nonuniform Grids

In this section, we extend the fully discrete FDTD schemes constructed in Sects. 5 and 6
to a nonuniform grid. The development of the Yee scheme (leap-frog FDTD, M = 1) on
nonuniform rectangular type grids has been studied for Maxwell’s equations in a variety
of materials [36,39]. Here we present details of the construction and analysis of the fully
discrete leap-frog and trapezoidal FDTD methods on a nonuniform one dimensional grid for
the case M = 1. As done in Sect. 4, we first define below the primal, G p» and dual grid, 5d,
on nonuniform grids in (4.1) and (4.2), respectively.

Consider the computational domain = [0, L]. We define two staggered grids on €2. The
primal grid, Gp, is defined as

6p20=x0<x1<x2<...<x1_1<x1=L. (7.1)
The dual grid, éd, on €2 is defined as

(7.2)

édixl <X < X5 <...<X;_ 1.
2 2 2 2
We also define Xp 1= (x¢+1+x¢)/2for € =0, 1, ..., I — 1, and mesh sizes hy := xp41 — X¢
2
and hz_% =X XL Denote the approximations vy ~ v(x,) and Ugyl ~ u(xH%).
The corresponding norms on both grids with periodic boundary condition are given by

1—-1
Vou = {on = ), 0 < €< T~ 1 vo=vr | llwnllg,, = Y _he_ylvel® < oo}, (7.3a)

=0
I-1
v — _ 2 2
V%,h = {uh = (uZJr%),Ogﬁ <I-— l,u% =up | ”“h”%,h —ghzluH%l < 0
(7.3b)
Next, we define the discrete operators
~ ~ U,/’+1 —‘Uj ~
Dy Vo, => Vi, Dxvp); 1 = —, Yy, € Vo, (7.4a)
20 JT2 hj
~ ~ ~ ~ u/+l _I/{,-_l ~
Dy : V% n—> Vo, (Dxup)j = — ;1 ~— 2. VYu,e V% he (7.4b)
, T ,
)

Then the numerical schemes (5.1), (6.1) can be defined in the same way for M = 1 on such
nonuniform meshes. The results in [39] can be used to establish second order convergence
for the schemes. As for energy stability, we follow the same lines of the proof for Theorems
5.3 and 6.1, and obtain the following results.

1 ~ ~
Theorem 7.1 Let0 <n < N. Let H:+2 € V%,h, E;, Py, J}, o, Q) € Vo, and assume
0 €0, %]. Under the CFL condition

Coo AT

/2
<mzin{he} m(}n{hg_% }>

<1, (7.5)
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the (2, 2) order leap-frog FDTD scheme on the nonuniform grids satisfies the discrete energy
identity
+1
5;: LF — &
At

a@Eo
21,02

€ —n+i o 19
=——=I0n "*los— 155" 2 13,1 (7.6)
Ta)p

where for alln = 0, 1, 2, ..N, the discrete (non-negative) energy is defined as

1 n,2 n cgoAtz S n €0 n2
Eyr =5 \mollHy 7, + €o€sc ( Ey, | In + DyoDy ) Ey) + =P/ G,
2 2 4 on €d ’

€0
+w—2||f,;’||3,h+ 3 —40)|(E}) ||0h+—||<Eh)2+Q 12, + = 207 o ||0h)
P
(7.7

Proof Based on the norms on both grids, the approximations (5.1a) and (5.1b) can be rewritten
for the case of nonuniform grids as

R
140 2 ~ 2 (/DXEZ)H_%, (7.82a)
Dr.l+1 D"
=@, H'Y,. (7.8b)

Following the proof in Theorem 5.3, we consequently obtain the energy identity (7.6). The
discrete energy, £ ;:,LF’ is non-negative by Cauchy—Schwarz inequality under the CFL condi-
tion for the nonuniform grids given in (7.5). O
On the uniform grid, mzin{hg} = mein{hz_%} = h. In this case, identity (7.5) clearly is the
same as identity (5.18).
Theorem 7.2 Assume 6 € [0, %], and0 <n < N.Let H} € \7%’,1, E;, Py, J;, 0, 0 €
Vo.n- The (2, 2) order trapezoidal FDTD scheme on the nonuniform grids is unconditionally
stable and satisfies the energy identity

n+1 n
gh,Trap - gh,Trap

At

—n+ 1
= __L_i”-lh Mo — IIGh”+2||o e (7.9)

2
5 2‘L'v w3

where, the discrete energy is defined as

1 aeg
& tap = 5 (uouH,;’né,h + €ocoll Ex IG5 + =~ B = 40IED?I5,

a609 €0 €0 aeot
- ICED? + Qnllgn + — P IGA + —5 17150 + 207 lloy! ||0h>
€d 7y 2w
(7.10)

Proof As done in the proof of Theorem 7.1, we need to rewrite the approximations (6.1a) and
(6.1b) for the case of nonuniform grids and then proceed with the proof of energy stability
in a similar manner to the proof of Theorem 6.1. O

The extension of the fully discrete leap-frog and trapezoidal schemes for M > 1 to
nonuniform grids is nontrivial, particularly for maintaining high order accuracy on dual
meshes. Such extensions will be investigated in our future work.
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8 Numerical Simulations

In this section, we present results of numerical simulations that illustrate the theoretical
results that we have developed in the paper. For our numerical simulations we use a non-
dimensionalized verion of the nonlinear Maxwell model (3.1)—(3.2) considered in this paper.
We scale the time and space variables by a reference time scale 7 and reference distance
scale x, respectively, with xo = ctp and ¢ = 1/,/uo€q as

~ X ~ t

F=X 721 @.1)
X0 fo

We also use a reference electric field Ey to scale parameters and field variables. The scaled
representation of variable or parameter V is denoted as V. The non-dimensionalized param-
eters and variables are given as

~ 1 ~ 1 ~ 1 ~ 1 ~
E=—EF A= |""H b= D, P=—pP, T=29y 82
Eo €y Eo e0Eo Ey Eo
~ 1 ~ l() ~ 2 ~ ~
0= E—(%Q, o= E—ga, a=Eya, wo=twy, ©p=rtowp, (8.3)
1 [f 1 1
By =towy, = =—, = =— (8.4)
T T T, T
The Maxwell’s system (3.1)—(3.2) is then converted into dimensionless form as
0H OE
o=, (8.52)
dt 0x
oD oH
==, (8.5b)
at 0x
P~
— = J, 8.5¢
7 (8.5¢)
aJ 1~ ~ ~
ﬁ:_:J_NZP“{‘NzEa 85d
ot T “0 “p (8.5d)
00 .
2 =5, 8.5e
a7 = O (8.5¢)
do L. o~
ﬁz_?va_qu*‘va , (8.5f)
along with the constitutive law
D=¢exE+d(1—0)E>+ P+ ab0E, (8.6)

The energy A0 corresponding to the dimensionless Maxwell’s equations (8.5)—(8.6)
defined as

dE(T) / ! T2+ P dx (8.7)
— =— == <=0 X, .
ai’ o\7a2 " T 22
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satisfies the relation

~ o~ 1 ~ ~ 1 ~ 1
& (D) == ff (H2 +eEr+ —P 4+ —J?
2 Q €d a)p
ab ., a0 ~ ~ 5 d A
+Tg +7(Q+E ) +§(3—49)E dx.

8.1 Traveling Wave Solutions

In this section, we consider a traveling wave problem [43] modeled by the dimensionless
Maxwell’s equations (8.5)—(8.6) with no damping in the linear Lorentz model, i.e. 1/7 = 0,
and no Raman scattering, i.e. & = 0. The nonlinearity in the constitutive laws appears only
in the instantaneous intensity-dependent Kerr response. Here we make the traveling wave
assumption on the electrlc ﬁeld 1. £ E(, X)=E (é ), where E = X — vf, and similar assump-
tions for the fields H, J, P and D. Substituting this solution ansatz into the dimensionless
nonlinear Maxwell system (8.5)—(8.6), we obtain the following system of nonlinear ODEs.

dE  ~

T (8.8a)
g 6TPEW? - (L —¢) + @@ E’

= - 8.8b
d& 1 — €0ov? — 3G E202 (8.8)

In Fig. 1, we plot the behavior of solutions of system (8.8) in the phase plane (left), obtained
numerically by solving the system (8.8). As seen in the phase plot in Fig. 1(left), the system
(8.8) has three stationary solutions or fixed points: A center at (0,0), and two hyberbolic
unstable fixed points of equal amplitude but different sign on the Y = 0 axis. Around the
center at the origin we see closed elliptic trajectories corresponding to linear oscillating
solutions. The upper heteroclinic trajectory connecting the left hyperbolic fixed point to the
right hyperbolic fixed point forms a kink solution, while the lower heteroclinic trajectory
connecting the right hyperbolic fixed point with the left forms an antikink solution.

We numerically solve the ODE system (8.8) with initial conditions (E 0), Y 0)) =
(0, Yp), and Yy large enough to produce a nonlinear solution that is a train of kink—antikink
nonlinear waves. In the phase plane plot this represents a solution path that closely follows
the heteroclinic orbits within their closure [43]. This solution E of the system (8.8) is plotted
on the right in Fig. 1.

We use this example as an accuracy test for the (2, 2M) leap-frog and trapezoidal FDTD
methods, and reproduce the solution of system (8.8) shown in Fig. 1 (right) using the non-
dimensionalized Maxwell system (8.5)—(8.6) discretized using either the leap-frog or the
trapezoidal FDTD schemes for M = 1,2, 3. We first describe the implementation of our
numerical schemes on a uniform spatial mesh with periodic boundary conditions.

8.1.1 Implementation of (2,2M) Leap-Frog Scheme

Let M € N. The fully discrete equations for the (2, 2M) leap-frog FDTD scheme for the
dimensionless Maxwell system (8.5)—(8.6) for the travelling wave problem are given as
1

~n+t 1 ~Sn—5 ~ 2M) 7=
Hj+22 H §+At(D§l )EZ)Hy (8.92)
2
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%103 Phase Plot Kink Solution
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Fig.1 (Left): phase plane flow from the scaled Eq. (8.8). (Right): the solution E of system (8.8) corresponding
to a train of kink—antikink nonlinear waves

~ ~ A oM ~ontd
DIl = b 4 A7 (D}f’”) H:+2> : (8.9b)
J

~ N ~

n+l _ pn , =0 n+1 n
pPit =kt (J.i +Jj>’ (8.9c)
~ ~ AT ~ NSO ~

n+1 _ Tn ~2 n+l1 n ~2 n+1 n
Tt =Ty - S (P B+ S (B ). (8.5d)
5;;+1 _ GOOE‘;HI + ;Jul +2ﬁ]r;+l’ (8.9¢)
~ ~ 3/~ ~ ~ ~

n+1 _ Tn n+1,2 ny\2 n+l _ n
P =T S (E B (B - B, (8.90)

for 0 < j < I — 1. Assuming that the grid functions EZ, 13,;’, f}:’ and ﬁ: +2 have been
computed, the leap-frog scheme proceeds as follows:
1. Update of field D} ™.
The field 52‘“ is updated from Eq. (8.9b).
2. Update of field EZH.
From (8.9¢)-(8.9f), we obtain the following cubic Equation in EZH

3.~ 3 e~ 3~ AT ~
SAETHH? = SGE(ET? + |:eoo +SAED? + | BT

4K, |7V
ATDS 3 . ~ AP~
_ )4 S~y 2 n 0 pn
= |:eoo— + —a(E") Ej +72K+ Pj

r K_ ™ An+1 i
‘7(”? )Jj—i-(Dj - B). (8.10)
A?z ~2 A?Z ~2 "’,H,l .
where K_ =1 — - and Ky =1+ Ta)o. We update the field E;, " by solving

(8.10) using Newton’s method with a Cholesky fatorization for the coefficient matrix to
improve computational speed.

~nt3
3. Update of field H;: 2
~n+3
The field HZ+2 is updated from Eq. (8.9a).
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4. Update of fields ﬁ,:’“ and 7}:’“.

Finally, we update the field J;"™" and P;"*". From (8.9¢) and (8.9d), we get
Kogu_ AT
K. Ky

N
— W
2Ky P

- AT2R\ ~ AT K_ INE ~
= (1 T 2K O) it <1 * F) Sl (BT B e
+ + +

8.1.2 Implementation of (2, 2M) Trapezoidal Scheme

Vias AP + (Bt + Ep). 8.11)

Let M e N. The fully discrete equations for the (2, 2M) FDTD trapezoidal scheme for the
dimensionless Maxwell system (8.5)—(8.6) for the travelling wave problem is given as

5?+1 _ 5? n % (5;!2M)ﬁ}:¢+1 +§](12M)ﬁ£)j7 (8.13b)
prel = oy %F(Z/Hl T 7}) , (8.13¢)
Jrt =g - Aja;g (FJH‘ + F]’?) + gai (E’;H + E;?) : (8.13d)
13;?“ = eooi;?“ + 1’5]'?“ +’5?]'?“, (8.13¢)
P = T (4 ) (B - ). (8.13f)

~ o~ o~ ~ntl
Assuming that the grid functions Ej, P}, J;}, and H, Z *+2 have been computed, the trape-
zoidal scheme then proceeds as follows:

1. Update of field EZH
From (8.13a) and (8.13b), we get

~ ~ N ~ ~ ~
+1 2M) Q2M) ~2M) +1 Q2M) ~2M)
Dt — D = Az(D, Hh) + (Dh D,V ET + DDy EZ)j.

(8.14)
From Egs. (8.13c)—(8.13f), we have
3~ 3 3 AP,
T~ Er}+l 3 En En+l En En+l
SAETT = SABNET) 4 | e+ SAED? +
APBE 3 ~ INLDT
)4 ~ Tny\2 n 0 pn
= — —a(E" E" P!
[em ax, TR0 EDT | Bt o h
AT ~ ~
o <1+—) Jry (D;’+1 —D;?). (8.15)
+

Solving the system of Eqs. (8.14) and (8.15) simultaneously, we obtain the field EZH.
2. Update of field ﬁ:“
The field ﬁ;‘“ is updated from (8.13a).
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3. Update of field D]
The field D™ is updated from (8.13b).
4. Update of fields }N’;’ ! and Jp jit
Finally, we use Eqgs. (8.11) and (8.12) to update the fields f,:’“ and 13,:”“1.

8.1.3 Results of Numerical Simulations for Kink—Antikink Solutions

We choose the following parameter values (see also [43])

€0 =2.25, €, =525, B =€ — €, W = 93.627179982222216, &, = 60\/,3,
(8.16)

d=€x/3, v=0.6545//€x, E(0) =0, W(0) = 0.24919666777865812. (8.17)

The initial conditions to the dimensionless Maxwell’s equations (8.5)—(8.6) are

EX,0) = E®), H(Z,0) = _%E(z), D(%,0) = %E(}), (8.18)
P(X,0) = (viz - eoo> ER) —aE* (), (8.19)
~_ 1\ ~ o

J(X,0) = <eoov — ;) WX) + 3avW (X)E~(X). (8.20)

Let M be 1, 2 or 3. The domain is [0, L] with L = 6. A train of kink and anti-kink
solutions can be obtained numerically using either the (2,2M) leap-frog FDTD scheme
(8.9) or trapezoidal FDTD method (8.13) initialized by the conditions (8.18)—(8.20). The
initial condition E (x,0) is the solution of the ODE system (8.8) at 7 = 0 solved using
an explicit Runge—Kutta (4,5) method. We simulate the (2, 2M) leap-frog and trapezoidal
FDTD methods with the initial conditions above and obtain numerical solutions at the time

= 6/v, at which the wave travels back to the same position as the initial condition.

We list £2 and £ errors and orders of spatial accuracy of the electric field E in Table 1
where the ¢2 and ¢ errors between a reference solution, E,ef, computed on a very fine
mesh, and the numerical solution at the time 7', are given by

I 1/2
22errors(h, T) = (Zhwreﬂ ng) , (8.21)
=0
] - TN N
> errors(h, T) := 051}1551;(71 |Eref,e E,;|. (8.22)

To obtain these errors we have computed reference solutions with a large number of grid
points / = 7680, 3840, and 1920. The time and space steps are chosen as A7 = h for the
(2,2) schemes, AT = A& for (2,4) schemes with k = 1,2,4,8, and A7 = 35 for (2, 6)
schemes with k = 1,2,4,8, and h = L/I. As seen in Table 1, the schemes achieve the
expected spatial order of accuracy 2M for each of the cases M = 1, 2, 3, and the slight order
reduction for M = 3 can be improved if a larger value I is chosen in the reference solution.

Next we investigate the behavior of the numerical energy for both the leap-frog and
trapezoidal FDTD methods. From Theorems 5.3 and 6.1, by neglecting Raman scattering
and dissipation in the linear Lorentz model (Recall & = 0 and 1/7 = 0), we see that both
the (2, 2M) leap-frog and trapezoidal FDTD schemes preserve the discrete energy, i.e. the
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schemes conserve discrete energy. Let 0 < n < N. The discrete energy satisfies

&V =&y, Vn.V=LForV =Trap (8.23)
where the discrete energy for (2, 2M) leap-frog FDTD scheme (8.9) is defined to be
~ 1 ~ 1 ~ 1 ~ 3a  ~ 0~ 1~
k=5 (<H" LHT) ) ool EMIG S ICED G, + w—gnP”nah - w%nf”né,h) :
(8.24)

The discrete energy for the (2, 2M) trapezoidal FDTD scheme (8.13) is defined to be

~ 1 ~ ~ 3a ~ w2~ 1~
& tap = 5 <||H" 13,1+ €l E" 15,5 + S ICED2IG 5+ —3 PG 5+ — 1" ||%,h) :
P p
(8.25)

The behavior of the numerical energy is presented in Fig. 2. To obtain these plots we have
used

AX =0.2, and AT=0.1.

From Fig. 2 we see that the difference of the discrete energy at times 7+l and 7 (see (8.23))
is close to machine epsilon 10~ ¢ for both schemes. This agrees with our analysis in Theorem
5.3 for the (2, 2M) leap-frog FDTD schemes and Theorem 6.1 for the trapezoidal FDTD
schemes which indicate that both methods conserve their respective discrete energy.

8.2 Soliton Propagation

In this section, we present a second numerical simulation to illustrate soliton propagation
modeled by the dimensionless nonlinear Maxwell’s equation on a finite domain [16]. Our
simulations will illustrate properties of the (2, 2M) leap-frog and trapezoidal FDTD schemes
based on the non-dimensionalized nonlinear Maxwell system (8.5)—(8.6).

We let all given fields be zero at time 7 = 0. At the left grid boundary we use the following
source condition for the electric field,

EX=0,71= f@cos(Q), t >0 (8.26)

where f @) = ¢sech(r — 20). We simulate the transient fundamental (¢ = 1) and second-
order (¢ = 2) temporal soliton evolution. As shown in [16], the left boundary condition for the
magnetic field can be obtained from Maxwell’s equations and the inverse Fourier transform
of H as

ic=on=1[2ro-i(L) ra-1 (L) r@|ev e, s

x =0, ~517 i 7 >z e c.c., .
where, Z and all its derivatives with respect to w are derived from the condition Z (w) = —w/k
at = 2, and c.c. denotes the complex conjugate of the first term,
At the right boundary we assume an absorbing boundary condition of the form

0 ~ 1 1 0 ~, 1
—E"t2 =— —E"2 , 8.28
(f” )1—; V€0 <8x )1— (829

1
2

which we discretize using a centered difference scheme as

i "’n—H_En - _ 1 L
AT\ I3 T3 Jéxo AX

~n+1 ~n+1
B - E;‘ff) : (8.29)
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<1016 Time Evolution: LF (2,2) scheme ©10°1 Time Evolution: TP (2,2) scheme
15 15
1 1
« 05 505
: ~
Iif Ii;" \-
I o I o
:éb L8
w5 5
05 &5 05
-1 4
) 2 4 6 8 10 12 14 15
- “o 2 4 6 _ 8 10 12 14
t t
510" Time Evolution: LF (2,4) scheme 107 Time Evolution: TP (2,4) scheme
g 15
1 1
. 05 S05
e o
163 oy
I o |
" o O
i3 3&
163 1
“ 05 5 o5
-1 1
% 2 4 6 8 10 12 14 1.5
- “o 2 4 6 8 10 12 14
t t
-16 ion: . .
15010 Time Evolution: LF (2,6) scheme L1016 Time Evolution: TP (2,6) scheme
15
1 1
05 205
« g
3 -5
& 3
;0 I o
ik 5
i3 3&
I‘: 8
o 05 505
-1 1
1.5 15
0 2 4 6 _ 8 10 12 14 0 2 4 6 _ 8 10 12 14
t t

Fig. 2 Discrete energy conservation: (2, 2M) leap-frog FDTD schemes and trapezoidal FDTD schemes for
M = 1, 2, 3. First column: the leap-frog FDTD schemes; second column: the trapezoidal FDTD schemes.
First row: schemes of order (2,2); second row: schemes of order (2,4); third row: schemes of order (2,6)

Since the electric field in not defined on the dual spatial grid, we don’t have information
about the electric field at the node 1 — % Thus we approximate the values of the electric field
at [ — % by the average of the electric field at grid points I and I — 1. Similarly we do not
have information about the electric field values at 7"+ . Thus we approximate the value of
the electric field at this point by its average at the time 7* and 7!, Using averaged approxi-

mations and simplifying, we get the following discretized absorbing boundary condition that
is imposed on the right boundary of the domain, €2,
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Erti = En 4 Lv (B - E14). (8.30)
1 AT
Ve AX
We present simulations of the propagation of solitons using the (2, 2) and (2, 4) schemes.
In the (2, 4) schemes we need to discretize the spatial derivatives at the boundary using one
sided derivatives. We use the one sided approximations derived in [51] that are atleast fourth
order accurate to maintain the fourth order spatial accuracy of the schemes. For an unknown
field U, these are given as

where v 1=

%—Z@ - ﬁ (=22Up + 17U} 4+ 9Us — 5U3 + Us) , (8.31)
w, -1 (—23U1 12105 +3Us — U7), (8.32)
X 24 Ax 2 2 2 2
U 1
Solimt = 3 (U, — 210, =30, +U,y). (8.33)
U 1
E'I*% = AAx 2U; — 17011 — U2 +5U;-3 — Uj_4) . (8.34)

For M > 3, appropriate 2 M th order one-sided approximations will be needed to be defined
at the boundary in order to maintain the overall 2M accuracy in space. Since, developing
boundary conditions is not the main goal of this paper, we leave this construction to future
work, and only consider the case M = 1, 2 here.

8.2.1 Implementation of (2,2M) FDTD Leap-Frog Scheme

In this section we discuss the implementation of the (2, 2M) leap-frog FDTD scheme, for
M =1, 2, given in system (5.1) below.

The (2, 2M) leap-frog FDTD schemes for (8.5)—(8.6), i.e. the analogues of Eq. (5.1) are
given as follows. Let 0 < j < I — 1. We have the system

gty _ s ( M) & )
=H AT (DM ES 8.35
j+% J+% + h j+7 ( a)
D"+ = D" + AT (D,(fM)HHz) : (8.35b)
j
pntl _ pn + £(~n+1 + ‘“n) (8.35¢)
i =T i) :
~ N ~ NP ~ AT, [~ ~
n+l _ Tn _ = n+1 ny __ TP ~2 n+1 n 2P~ n+1 n
Tl = T = S (T T) = S (B + By + o (B + B).
(8.35d)
~n+1 ~n A? ~n—+1 ~n
o =0p+ 5 (gj + aj) , (8.35¢)
AT AT [~ ~
~n+l _ ~n _ = (~n+l ~n\ _ =0 ~2 n+1 n ~D Tn rH—l
=5 - 0 (aj +aj) -, (Qj + Qj) + AT E" (8.35f)
DI = e BN 4 PIT A — o)V 4 a0 0 BT (8.359)
yn+l _ pn , 2 n+1y2 2 wn+l _ 7n
e = +2((Ej 2+ (ED?) (B - B). (8.35h)
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~ o~ o~ o~ ~nd L
Assuming that the grid functions Ej, P, J;', O, 5;‘ and H : +2 have been computed, the
leap-frog FDTD scheme then proceeds as follows:

1.

4.

5.

Update of field D]
First, we update the field values D} ™! from (8.35b).

Update of field E' Z“
From (8.35b)-(8.35d) and (8.35g)-(8.35h), we obtain the following systems

3. ~ 3. o o
Sad - 9)(E;?+‘)3 — Jaa - e)E;?(E;?“)Z

3 o AT il il n
+ [t 5A = OED + | Ef an (OB} - 04 )
eoo—A?QcT)?, 3 ~ ~
= a1 —6)(E™? | E
[ ka0 - OE |
A& ~ AT K_\ ~ - ~
0 pn n n+1 n
T ol s 1+K—+) 7 (Dt - by) (8.36)
where
c —1 AT AP, 4K 1+A?+A?2~
_.=1—-————w; an = A= T T, @o-
27 40 * 27 40

Moreover using (8.35e) and (8.35f), we get

] APG? ~, ~ @INPN ~, AT K* ~
n+1 on+1 v on n+1\2 v n — \~n n+1

j 2K 2K i
(8.37)
where
AT AT? AT AF?
K*=1- — =& and K* =1+ — +— &%
- 7 v e Reslt et e

We update the interior grid values of the field Ej*l for j =1, ..., I — 1 by solving the
systems of Egs. (8.36) and (8.37). The left boundary grid value of the field Ep is updated
by (8.26), and the absorbing boundary condition (8.30) is applied to update the right
boundary grid value of the field Ej,.

ot d
. Update of field H: 2

~nd3
To update the field H;H—z we use (8.35a), withn =n + 1.

We update the left boundary grid value H ZJF% by using the boundary conditions derived
from (8.27). ’

Update of fields 7"+ and P!

We update the field J;"™" and P""! from (8.35¢) and (8.35d), respectively.

Update of fields QZ“ and 5}:’“
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Finally, we update the field 8’,2’“ and QZH. From (8.35€) and (8.35f), we get

K* AT o~ NP
il = ——5n - 520" + —_GREMTLE", 8.38
J Ki J Ki vQJ + Kj"r v J ( )
~ A2 ~ AT K*\ . APO? ~ i~
ot = (1 - 2K-’£v) 0 + 5 (1 + Ki) ol + 2K3;v ENED. (8.39)

When M = 2, we use the one side approximations (8.31)-(8.34) to update the grid values
of the fields DZ‘H and H;’H near domain boundaries.

8.2.2 Implementation of (2, 2M) Trapezoidal FDTD Scheme

In this section we discuss the implementation of the (2, 2M) trapezoidal scheme given in
system (6.1) below.

The (2,2M) trapezoidal FDTD schemes for the non-dimensionalized nonlinear Maxwell
system (8.5)—(8.6), i.e. the analogues of Eq. (6.1), are given as follows. Let0 < j <[ — 1

~ o AT om) 2M) 7

Hn+1 = H" (D( )En+l D( En) ’ 8.40
I A A ) (8.40a)
~ ~ AT~ ~ ~OM) ~

Dyt = by + - (B +D}12M>H;;)j, (8.40b)

il ) , (8.40¢)

~ A ~ ~ t ~

n+l _ Tn _ = n+1 ny_ = ~2 n+1 n ) n+1 n

=T () (Pt Pp) + 573 (B + 25
(8.40d)

§n+l _ én + §(5n+l +En> (8 403)

i =it 59 i) :

AT ATy (o~ ~ ~ o~

~ntl _ o~ il |~ ~2 1 ~ 1
=5 - = (a;“r + o;.') -5 (Q;'.+ + Q;%) + ATGELETT, (8.40f)
5;?“ - GOOE;?“ + ﬁj’?“ +a( — 9)17}’!“ +ab (j’}“f}?*l, (8.402)
~ ~ 3 ~ ~ ~ ~
Pt =74 ((E;'“)2 + (E;?)2> (E;?“ - E;?) . (8.40h)

Assuming for M = 1,2, that the grid functions EZ, Isg‘, JN,:’, éz, EZ‘, ﬁ;}, have been
computed, the trapezoidal scheme then proceeds as follows:

1. Update of field EZ+1 From (8.40a) and (8.40b), we have

~ ~ ~ MY INES ~ ~ ~
+1 _ AT R2M) 2M) ~2M) +1 2M) ~2M)
By - by = (B H;')j + (B D Ep+t + DMy E;j)j.
(8.41)

From Egs. (8.40c)—(8.40d) and (8.40g)—(8.40h), we obtain

~ ~ 3 ~ 3 ~ o~
D;?“ - D= Ea(l - 9)(E;?+1)3 - Ea(l - e)Ej(E;?+1)2

3. =y 2 A?2(3127 n+l
+ |:€c>o + Ea(l _9)(Ej) + W Ej
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APD 3 o ]~ AP AT K
o — 21— O)(EM? | Br — 2L %0 pn 14+ —)J"
J{ 1K, e a0 1)} iT ok, T ( +K+> J

+af (é’}“f;’“ — é’;i;) , (8.42)

where 0" E"*! in the Eq. (8.42) satisfies Eq. (8.37). Solving the systems (8.41),
(8.42) and (8.37) for j =1, ..., I — 1, we obtain E"+1 at the interior grid points. The left
boundary grid values of the field E 5 1s updated by (8.26) , and the absorbing boundary

condition (8.30) is applied to update the right boundary grid value of the field Ej.
2. Update of field th+1 From (8.40a), we get

Hn+l Hn 7<D(2M)En+1 D(ZM)En) ' 8.43
]+2 1+ 2 + h h j+% ( )

We update the left boundary grid value H 'f“ by using the boundary conditions derived

from (8.27). When M = 2, we use the onze side approximations (8.31)-(8.34) to update
the first and last few grid values of ﬁg’ on the boundary of Q2. As in the leap-frog case,
we do not consider the case M > 2 here.

3. Update of field D} ' From (8.13b), we solve for D} *

Dt = bt S (D(2M>H”+‘ + B (8.4)
X J

When M = 2, we use the one side approximations (8.31)-(8.34) to update the first and
last few grid values of the field DZJrl on the boundary of €2.

4. Update of fields J;" ™' and P!
We use Egs. (8.11) and (8.12) to update the fields J "H and ﬁ;“.
5. Update of fields Q”Jrl and 0”+]
Finally, we update the field ah"“ and Q™. From (8.40e) and (8.40f), we get

~

- K*_, AT ,~

5l = 07 = quQ + —w TETTE, (8.45)
+ +

~ APE2N =, AT K*\ ., AP@;

01! = (1 — 2K1v) 0j+— (1 + Ki) o} + K+v E"HE". (8.46)

8.2.3 Numerical Results for First and Second Order Soliton Propagation

The parameters in this section are chosen as

€00 = 2.25, €; = 5.25, B =€ — €cc,
wo = 5.84, EB,, = wo+/B, Wy, = 1.28,
6 =0.3, a=0.07, Qo = 12.57,

1/7 = 1.168 x 1075, 1/7, = 29.2/32.

We consider soliton propagation on the domain [0, L] with L = 6, the uniform spatial step
AX = 0.0047 corresponding to I = 7680, and the time step is chosen as

AT =0.1 x AX.
We simulate the transient fundamental (¢ = 1) and second-order ({ = 2) temporal soliton

evolution using (2, 2M) leap-frog scheme and (2, 2M) trapezoidal scheme for M = 1, 2.
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Fig. 3 Soliton propagation: first column: ¢ = 1; second column: ¢ = 2. First row: the leap-frog (2,2) FDTD
scheme; second row: the leap-frog (2,4) FDTD scheme

We present the electric field at time 7 = 45 and 80 in Figs. 3 and 4. The phenomenon of
third-harmonic generation results in the separation of the daughter pulse from the main pulse.
The daughter pulse separating from the soliton propagates ahead of its main pulse with a peak
velocity much shorter than the soliton pulse. Moreover, simulations obtained by employing
the leap-frog FDTD scheme and trapezoidal FDTD scheme appear very similar for both the
cases { = 1 and 2, as seen in Figs. 3, 4, 5, and 6.

In Figs. 5 and 6, we plot the discrete energy of soliton propagation and the pulse area of the
soliton (defined below) with the (2, 2M) leap-frog FDTD and trapezoidal FDTD schemes for
M =1, 2. The discrete energy of the leap-frog FDTD scheme and trapezoidal FDTD scheme
are defined in (8.24) and (8.25), respectively. From Fig. 5, we see that the discrete energy
of both schemes satisfies energy decay after 7 = 20, which is the time when the traveling
wave enters to the domain. These results agree with the stability properties of leap-frog and
trapezoidal FDTD schemes, sd stated in Theorems 5.3 and 6.1, respectively.

The pulse area of the soliton is defined to be the area under the electric field curve over
the domain of grid points on which the electric field has values |Ep| > 0.1. In Fig. 6, the
pulse area of the soliton is plotted by using the composite trapezoidal rule. The main purpose
of computing the numerical pulse area is to differentiate the velocity peaks of the daughter
pulse from the soliton over the domain IE;,I > 0.1.
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Fig.4 Soliton propagation: first column: ¢ = 1; second column: ¢ = 2. First row: the trapezoidal (2,2) FDTD
scheme; second row: the trapezoidal (2,4) FDTD scheme

9 Conclusions and Future Directions

In this paper, we developed new high spatial order (2,2M) FDTD methods with M € N
that are energy stable and are second order accurate in time for a nonlinear Maxwell model
in one spatial dimension. Two types of second order time integrators are used for the time
discretization of the nonlinear Maxwell model; the leap-frog and trapezoidal time integrators.
The nonlinear Maxwell model includes an instantaneous cubic Kerr nonlinearity as well as
both linear and nonlinear Lorentz dispersion, where the nonlinear Lorentz dispersion arises
due to Raman scattering. On uniform meshes, the fully discrete FDTD methods are energy
stable and we have computed theoretically the Courant stability limits for arbitrary spatial
orders for the leap-frog FDTD schemes. The trapezoidal FDTD methods are shown to be
unconditionally stable using an energy analysis. The second order temporal accuracy of
the methods is obeyed by new time discretizations for the nonlinear terms in the model to
provide fully discrete energy identities that respect the energy identities on the continuous
level. Numerical simulations are presented for (2,2), (2,4) and (2,6) order methods in the
case of periodic boundary conditions and for (2,2) and (2,4) order methods in the case of
soliton propagation where absorbing boundary conditions are used. For general boundary
conditions, the high order spatial discretizations have to be modified at the boundaries using
one sided derivatives. We have done this for the (2,4) order method using results from the
literature. For the general (2, 2M) methods with M > 3, such modified treaments do not
seem to be available. We will explore discretizations of general boundary conditions in a
future paper.
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Fig. 5 Numerical energy of transient fundamental (¢ = 1, first row) and second order (¢ = 2, second row)
soliton propagation. First column: leap-frog FDTD scheme. Second column: trapezoidal FDTD scheme

We have also presented the extension of the fully discrete leap-frog and trapezoidal FDTD
schemes for M = 1 to nonuniform grids. We prove that our second order extensions on
nonuniform meshes are also energy stable with modified stability conditions for the leap-frog
FDTD method, while the trapezoidal FDTD method on nonuniform meshes is uncondition-
ally stable. For the case M > 1, the extensions of our schemes to nonuniform meshes are
nontrivial, and will be investigated in our future work. Another extension we will explore in
the future is the construction of higher order energy stable time stepping schemes.

The analysis of energy relations in one spatial dimension in the nonlinear Maxwell model,
as well as the corresponding fully energy stable discretizations presented in this paper provide
us insights for the study of higher dimensional cases. We are currently working on extending
our energy analysis and numerical methods to two and three dimensional spatial models.
In higher spatial dimensions additional properties of the nonlinear Maxwell model have
to be taken into account. In particular, the divergence laws are now coupled to the model.
In addition, perfectly matched layer (PML) models will need to be constructed to handle
absorbing boundary conditions. We will be exploring all these aspects in future work. We
are also currently studying the dispersion errors of the (2, 2M) schemes constructed in this
paper, and comparison will be made between these and other available numerical solvers
such as the discontinuous Galerkin methods constructed in our recent work [5].
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Fig. 6 Pulse area of transient fundamental (¢ = 1, first row) and second order ({ = 2, second row) soliton
propagation. First column: leap-frog FDTD scheme. Second column: trapezoidal FDTD scheme
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Appendix A. 2M Order Spatial Discretizations

In this section, we provide a proof for Theorem 4.1 by following the exposition in [2,6].

Proof Following the discussion in Sect. 4, assume that u, v € C;m +3 (10, L]) withm € N an
integer, and m > 1, where the subscript 4 is used to indicate periodic boundary conditions.
Then, if v, € Vp j is a restriction of v to the primal grid and u;, € V% ; 1s a restriction of u

to the dual grid, we have the following Taylor expansions [8, p.53]

- 2) hli 321+1 2
m
(Dh “’l)z —(xe)+§ Gt oY (a QIH)(xg)—}—O(h ). (A1)
h2i aZH—l
2 2m+2
(Dh w)e% (xz+2)+§ Gy D ( x21+1>(xe+1)+(’)(h ") (A2)

By replacing /2 by (2p — 1)k /2 in (A.1) and by inserting the different Taylor expansions
obtained from (A.1) into (4.8) with m = M — 1 we obtain ( [8, p. 53])
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M—1 2i 2i+1
. 2p —Dh 1 92itly
(D}f’”)u ) E Azp | 2 [( 3 ) T (ax2i+1> (xe)+(9(h2M):|
p=1 =

M-1 B2 §2i+1y, N .
1
Z 22i (21 + 1! (3 21+1> (xe) Z)‘Zp 1@p = D7 | + 00",

i=0 p=1
(A.3)
Requiring (ﬁ}(IZM)u)Z to approximate (g—)’j) (x¢) with error O(h*M) leads to a system of
equations in the coefficients AI.ZM, fori =1,2,...,2M — 1, given by
AM g pIM +a2M +. a3 =1
sz 32A2M +5003M 4 +2M - 1)2/\2M ., =0
LRI IY 492M 4 _
AT 3705 +57A5 +...+(2M—1) )‘2M 1 =0 (A.4)
)L2M +32M 2;\2M +52M 2)L2M +(2M 1)2M—2A%%71 -0

To solve system (A.4) and derive explicit formulas for the coefficients A%M , We rewrite
system (A.4) in matrix form as

10 30 50 aMm-1)° M 1

12032 52 . @eM-—1)? M 0

4 4 4 4 2M

1 3 5 ... eM—1) A5 =|0}. (A5)
2 '—2 2M—2 g2M -2 2M—-2 2 "
12M-2 32M =2 2M=2 (o) — 1)2M A2%1 0

Let the matrix of system (A.S) be denoted as Way. We define the vector A2M =

(WM 3M p2M 03N 1) . Multiplying the linear system of equations in (A.5) by any
vector U = (Uj, U2, LU € RM, we get the equation

UTWou ™ = Uy. (A.6)

Let P := P53, (R) be the set of all even polynomials of degree 2M — 2 with real

coefficients. Associated to the vector U € RM | we define Py € P as
Pu(x) =Ui +Ur2x — 1>+ UsQx — D* + ...+ Uy Qx = D*M2 (AT)

from which we obtain the equation

UM Wam = (Pu(1), Py(2), Py3)..... Pu(M)), (A.8)
which permits rewriting Eq. (A.6) as
A 1
> Py =Py <5> : (A.9)
j=1

Satisfying Eq. (A.6) forany U € RM isequivalent to having Eq. (A.9) hold for any polynomial
PeP.
For each integer 1| < p < M, we now consider the polynomials in P defined as

2x — 1)?
o,m=J] (1—%), (A.10)

I<r<M.,r#p
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The polynomial Q,(x) vanishes atallx =1,2,3..., M exceptatx = p. Using P = Q,
in (A.9) we have

1
0,3 =0, (5) =1,
which implies that

w1 _ep—12\"
H=gm= I (-5%) - (A0

1<r<M,r#p

We use the following identities (given without proof)

-1
I <] L @r- 1)) _2P(p-ieM _:)n’ A
I<r<M,r#p (2}" - 1) (2M + 2[7 — 2)
and
— —1 _ —1 _
11 (1 _Gr 1)) S el (2 e o
izrsmrgp s AT D 2r1@M — 2p)2p — D(p — 1)!

where peZ,1 <p <M.
From Egs. (A.11), (A.12) and (A.13), and some algebraic manipulations, we can obtain
the explicit formula (4.10). O

Remark A.1 The result in (4.10) has been obtained, using other techniques, by other authors
in the past (see [11], [15], and [12]). In [2], the authors prove several additional properties of
the corresponding coefficients for higher order approximations of the 1D Laplace operator.
Similar properties for the coefficients )‘%2/[—1 can be proved. Some of these properties have
been proved in [15] and [12].

Appendix B. Symbol of the Operator A,

Following [4], we define K = 2 , and use Chebyshev polynomial identities to get

m
sin(2m — 1K) =Y o sin* 1 (K), (B.1)
j=1
where, for j =1,2,...,m
i 2m—1 j— 1) 2272
= oyt 2L AT D 2 B.2)
m+j—1 m—j ) @Qj—1

Using the identity (B.1) and rearranging terms, we obtain

M, QM) M@
" kh kh
> 2L sin ((Zp—l)—) 20— 1( )
2p —1
p=1

M A(ZM)

u 261 kh
=y ZZp—l 7| sin (2> (B.3)

=1
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By definition of AQM) and “z , we have

M) o _
i P21 :ﬁ L _CDPRrer - DIPp =) o

2p - — 2p— 1 2M +2p — 2)!2M —2p)i(p — 126 — D!’

Using the fact that (2n)!! = 2"n! and changing index from p = j + £ to index j, we get

% Apri ur = Z (D22 @M — DIP( +2¢ - 2)!

2j +2£ — 1) QM +2j+20-2)N2M —2j =20)1j1(2¢ — D!

NO

M= 1 (=222 M — DIPRE+ j —2)!

<2+ 20— 1 2MHHET(M 4 j+ £ — D2MT-E(M — j — 0)1j120 = 1)!

i=
[eM - Hup2 (= (—1)/ @20+ j —2)!
TOPMQE- DL S 22— DM = DI — = Ol

Using the following recursion formulas, which we state without proof, for n € N,

1 2n — DN
I'(n+1) =nI'(n); with T (n + 5) = ('727")\/77 (B.5)
we then have
2M
% Myt p LM = DUP2* [NE-HP (e3P ®6)
_ t 2M _ 1 - _ ’ :
—2p-1 PMQE-D 4T (M+ )P @ D!
and
M (2M ) M
, kh [(2¢=3)"% . 5, (kh
X_: Sln <(2p — 1)7) = ; T—l)‘ Sin 7 . (B7)
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