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Abstract

A high-order accurate scheme for solving the time-domain Maxwell’s equations with a gener-
alized dispersive material model is described. The equations for the electric field are solved in
second-order form, and a general dispersion model is treated with the addition of one or more
polarization vectors which obey a set of auxiliary differential equations (ADE). Numerical methods
are developed for both second-order and fourth-order accuracy in space and time. The equations
are discretized using finite-differences, and advanced in time with a single-stage, three-level, space-
time scheme which remains stable up to the usual explicit CFL restriction, as proven using mode
analysis. Because the equations are treated in their second-order form, there is no need for grid
staggering, and instead a collocated grid is used. Composite overlapping grids are used to treat
complex geometries with boundary-conforming grids, and a high-order upwind dissipation is added
to ensure robust and stable approximations on overlapping grids. Numerical results in two and
three space dimensions confirm the accuracy and stability of the new schemes.
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1. Introduction

Maxwell’s equations in the time-domain are usually solved in first-order form, and there is a
wide class of methods available for their numerical solution. These include those based on finite
difference, spectral, pseudo-spectral, finite-element, and discontinuous Galerkin methods, among
others. The literature is very broad, and good overviews can be found in the review by Hestaven [1],
or the references books by Taflove [2] and Cohen [3]. The first-order spatial formulation, however,
has certain challenges, not the least of which is the fact that standard centered differences and
continuous finite elements on collocated grids result in a discretization with a large unphysical
null-space due to the discrete treatment of the curl operator. This difficulty can be overcome in
the first-order formulation through the use of staggered grids for finite difference methods (e.g. the
well-known Yee scheme [4]), or through the use of special edge elements (e.g. Nedelec finite ele-
ments [5]). The addition of dissipation to the collocated equations in first-order form can also be
used as a remedy. The alternative approach taken here is to treat the equations in their second-
order formulation. As discussed in [6, 7], this approach naturally leads to compact high-order
accurate approximations of Maxwell’s equations with no non-trivial null-spaces even on collocated
grids. The ability to use non-staggered grids gives additional practical advantages, for example
simplifying the treatment of complex geometry for high-order accurate numerical methods. More
generally as discussed in [8], using the second-order formulation of wave equations has additional
benefits including fewer dependent variables (e.g. from six to three for Maxwell’s equations in three
dimensions), and in some cases fewer constraint equations (e.g. the Saint-Venant compatibility
conditions for linear elasticity).

For many physical applications, particularly electromagnetic propagation in matter, incorpora-
tion of dispersive effects arising from wave-matter interactions is critical. For time-domain prob-
lems, classical descriptions of the electron response (e.g. Drude, Drude-Lorentz, Lorentz, and Debye
models) incorporate ab initio assumptions for interband and/or intraband electron transitions, as
discussed for example in [2]. These classical models appear to possess some universality. For ex-
ample, the same Lorentzian representation for the dielectric permittivity is capable of accurately
approximating the optical dispersion due to phonon-polaritons excited with infrared light in SiC,
or the interband electron transitions excited using ultraviolet light in metals. On the other hand,
experimentally-based descriptions of dispersive dielectric functions given in the frequency domain
are also broadly used. Such descriptions, for example, include polymeric relaxation behavior ap-
proximated by the Cole-Cole (C-C), Davidson-Cole (D-C), and Havriliak-Negami (H-N) models [9—
12]. The C-C model is commonly utilized in biomedical electromagnetics for describing frequency
dependent dielectric permittivity of human tissues [13], while in addition to the Debye and C-C
models, the Jonscher approximation is often employed in the simulation of dispersive dielectric
permittivity of concrete in civil and industrial engineering [14]. However, the need for fractional
derivatives in the C-C, D-C, H-N, and Jonscher models significantly complicate their numerical
implementations [15-17].

In order to numerically implement generic dispersive material models including classical de-
scriptions derived from ab initio assumptions, or those fitted to experiment, we adopt a generalized
dispersive material (GDM) model based on Padé approximants as described in [18]. In this ap-
proach, the frequency response of any material is approximated to arbitrary accuracy using a
rational function of sufficiently high-order. This fitted frequency response is then transformed into
the time-domain to yield either a time-delayed integral convolution equation, or a system of auxil-
iary ordinary differential equations. Numerical treatment of these two options are then classically



referred to as either recursive convolution (RC) [19-23] or the auxiliary differential equation (ADE)
method [23-28]. For ab initio dispersive models, various higher-order accurate numerical methods
have been proposed using the ADE time-domain approach [29-33], while high-order schemes for
Maxwell’s equations in second-order form using RC were considered in [34]. On the other hand,
second-order accurate RC- and ADE-type schemes for the solution of Maxwell’s equations coupled
to the GDM model were presented and analyzed in [18, 35]. Dispersive effects have also been
incorporated into Maxwell’s equations in first-order [36, 37] and second-order [38-40] form using a
combination of finite-element and discontinuous Galerkin approaches with the ADE and RC cou-
pling techniques. More sophisticated phenomenological hydrodynamic models for dispersion, their
numerical implementation and comparison to experiments have also been addressed, e.g. [41-47]
and references within.

In the current work, we consider higher-order accurate numerical methods for electromagnetic
wave propagation and general dispersive materials on complex geometric domains. The new scheme
builds upon the approach developed in [6] with significant extensions to model general dispersive
materials in an efficient manner. The scheme retains only three time-levels for electric field and
polarization vectors; this version is more memory efficient, especially when there are many polar-
ization vectors, than alternative approaches that were also considered. In particular, we propose a
finite difference time domain (FDTD) solver for Maxwell’s equations coupled to the GDM model
on non-Cartesian and overlapping grids. Maxwell’s equations are solved in second-order form to
avoid the need for grid staggering. Material dispersion is described with a general Padé approxi-
mant implemented through multiple polarization vectors, each of which satisfies and ADE. Some
theoretical analysis of the material model is included to indicate when solutions to the coupled
equations will grow, decay, or remain neutrally stable in time. We present efficient second- and
fourth-order accurate algorithms which are centered in time and space. Both algorithms use only
three time-levels for the electric field and each polarization vector, and are stable for a wide range
of material parameters. In addition, the scheme is made stable and robust on overlapping grids
through the use of a novel upwind dissipation based upon the upwind scheme for wave equations
developed in [7, 8]. To the authors’ knowledge, this is the first second- and fourth-order accurate
FDTD scheme for a general dispersive model on curvilinear and overlapping grids. This is also the
first fourth-order accurate scheme for a generalized model which incorporates the Drude, Drude-
Lorentz, and critical point descriptions of dispersive media while at the same time addressing more
complicated electric permittivity functions.

The remainder of the article is organized as follows. In Section 2 the governing equations for the
ADE-GDM model are presented together with a discussion of the GDM model and its dispersion
relation. Section 3 describes the second-order and fourth-order accurate numerical schemes while
Section 4 describes details of the spatial approximations and overlapping grids. The stability of the
numerical schemes is considered in Section 5. Numerical results are presented in Section 6 while
conclusions are given in Section 7.

2. Governing Equations

Consider the solution to the time-domain Maxwell’s equations in a domain ) containing a
linearly dispersive medium with negligible magnetic polarization so that B = poH. In this case,



Maxwell’s equations in first-order form are

oD =V x H, xeQ, (1a)
o0t H = =V x E; x €, (1b)
V-D=0, V-H=0, x €, (1c)
D =¢E +P. (1d)

Here, D = D(x,t) is the displacement vector, E = E(x,t) is the electric field, H = H(x,t) is the
magnetic field, P = P(x,t) is the electric polarization vector, and €y and g are, respectively, the
vacuum permittivity and permeability. The dispersive medium is modeled using the GDM model,
as discussed in more detail in Section 2.1, and an ADE approach is used to describe the time
evolution of the polarization vector. The second-order formulation of the governing equations is

0fE = *AE — ¢, 07P, x €, (2a)

0P, + b1 0Py + bomPr = €0(aomE + a1,m@E), x€Q, m=12,...,N,  (2b)
NP

P=> P, (2¢)
m=1

where ¢? = 1/(egpuo) is the nominal wave speed, and the total polarization vector, P, is the sum of N,
component polarization vectors P,,. Each P,, satisfies an ordinary differential equation (2b), whose
coefficients agm, @1,m, bom, and b1, are chosen to fit a given dispersion model or spectroscopic
data. For completeness we note that H satisfies the generalized second-order wave equation given
by

1
= 0?H=AH + V x ¢;P. (3)

The system of equations in (2) is augmented with appropriate initial conditions for E and P,, as

E(x,0) = E(x), OE(x,0) = E'(x), (4a)
P(x,0) =Py (x),  aPn(x,0) =Py, (x). (4b)
In general, forcing functions can also be introduced into the equations and used as source terms
but these are left off here to simplify the presentation. Boundary conditions are needed to close

the system. For example the boundary conditions for a perfect electrical conductor (PEC) involve
the tangential components of E, which can be expressed as

nxE=0, x € 0QpEC. (5)

Note that the second-order order form of Maxwell’s equations requires another boundary condition,
and as in [6] we set the divergence of the field to be zero,

V-E= 0, X € anEc. (6)

Finally, note that since the equations for P, are ODEs in time, no boundary conditions are needed
on these components of the solution.



2.1. The generalized dispersion model in the frequency domain

The GDM model for the electric permittivity in the frequency domain, €, takes the form
é(w) = 60(1 + )Z(—iw)),

where the electric susceptibility x is given by

() E Y Xmls), (7a)

o (s def ao,m +sa1,m
bO,m + s bl,m + 527

(7b)

Given a representation for the susceptibility x(—iw) (from theory or experiment), the real-valued
GDM coefficients ag m, a1,m, bo,m and by, can be determined to fit the representation as a sum of
Padé approximants of the form (7b) with IV, terms (see Appendix B for a discussion of determining
the coefficients in the GDM model). Note that the classical Debye, Drude and Lorentz dispersion
models are special cases of the GDM model. Note also that for the second-order form of the
equations, electrical conductivity is given by a term —ocE; which is added to the right-hand side
of (2a). This term is a special case of (7b) with ag.,m = bom = bim = 0 and a1, = 0. Thus,
conductivity, if present, could be treated separately for efficiency but here we do not do this as it
simplifies the exposition of the algorithms.

To reveal the correspondence between (7) and (2), Fourier transform the relation (1d) for the
displacement vector D in time to give

]5:€0E+P,

where hats indicate the transformed variables, i.e. E = e “'E, Defining

P Y e (—iw)E, (8a)
P, & o m(—iw)E, (8b)
leads to the expected relation
D =¢E.

Starting from (8b) and multiplying both sides by the denominator in (7b) for Y,,(—iw), gives
— WP, —iw bo,mf’m + b07m1€’m =€ (ao,mE — iwalym}i]). (9)
Transforming (9) back to the time domain gives the ADE (2b).

2.2. Dispersion relation for a general GDM model

The ADE-GDM equations for Maxwell’s equations in second-order form are defined by the
system in (2). The dispersion relation to these equations is found by seeking separable solutions of



the form
E(x,t) = et B,
P..(x,t) = es'e** P,,,

for constants s € C and k € C. Substituting this ansatz into (2) leads to the following relation
between the polarization vectors P,,, and the electric field E,

N,
P =coXm(s)E, P= Z P, = e X(s)E, (10)
m=1
together with the dispersion relation
(52 + (ck)?) + 2 % { %0m * 581,m } ~ 0 (11)
o 82 4+ b1ms + bom '

Multiplying by the denominators in the sum in (11) yields a polynomial of degree 2N, + 2 in s:

Np Np Np
(32 + (ck)Q) H (82 + b1 js + bo,j) + 52 Z {(a(),m + saLm) H (82 + b1 js + bo,j)} =0. (12)
7=l m=1 j=Lj#m
Given k, this polynomial can be solved to determine the roots s,, n = 1,2,...,2N, + 2. For real

k and real coefficients ag m, a1,m, bom and by ,,, the roots s, appear as complex conjugate pairs
corresponding to left- and right-traveling plane-wave solutions that decay in time when R(s) < 0
and grow in time when R(s) > 0. Alternatively, (11) can be solved for a given s to give two values
of ke C,

Np
+ sai.m
k 2 — 2 .2 E aO,m 2 . 13
(C ) 5 5 oy 52 4+ bLmS + b()’m ( )

When s = +iw, w € R, the solutions for k from (13) correspond to time-periodic solutions that
decay or grow in space depending on the sign of R(ikx), except for the constant solution when
w = 0.

Resonant modes. Consider (13) with vanishing damping terms, aj ., = 0, b1, = 0 so that

Np
—(ck)? = & (1 + Z a()i,m). (14)

2
. 84 + bo,m

When |ck| is large (i.e. |ck| » 1), in order for the right-hand side of (14) to balance the left-hand
side, it must be that either s2, or one of the terms in the sum is large (assuming the bo,m are



distinct). Therefore, for large |ck| the roots to (14) take one of the following asymptotic forms

5%~ —(ck)?, (15)
ag,m bO,m

(ck)?

2, ~ —bom + m=1,2,...,N,. (16)
The roots s ~ tick correspond to the usual wave modes for the non-dispersive Maxwell’s equations
with phase speed ¢. The roots s, ~ +i4/bo,m (assuming positive bg,y,) are the dispersive modes
with phase speed 4/bo.m/k (i.e. slowly-moving waves). When s,,, ~ 4i4/bo , the polarization vector,
P,,, given by

. €0a .~ eo(ck)? -
Pm=20M1E~0()E (17)
St bo,m bO,m
has a large response, and thus w ~ 4/bom, m = 1,2,..., N, represents the resonant frequencies of

the dispersive model for |ck| large.

Consider now the general case for N, = 1 with non-zero damping coefficients. For clarity we
drop the subscript m on ai m, bom, etc. The asymptotic forms for the roots for large ck are given
by

s = +ick — % ¥ SZE (a% + darby — dag) + O((ck)2), (18)
1 /=blarr + (rag — a1bo)by + bo(ag + ra) _4
= 1
s=r+ (ck)2< b+ or ) + O((ck)™), (19)

where 7 is a root of 72 + byr + by = 0. The first correction term for the non-resonant root in (18)
is the addition of a negative real part, —a;/2, which corresponds to damping in time; the second
correction term in (18) incorporates a phase shift. The resonant mode s, in (19) incorporates
damping at the leading order term through the effect of b1 on the root r; the first correction term
in (19) adjusts both the real and imaginary parts of s, in general.

Conditions on the GDM parameters for non-growing solutions. Intuition suggests that a;,, and
b1,m are coefficients of damping terms in the equations, and should normally be taken as non-
negative to avoid exponential growth (gain materials could be modeled with negative values for
a1m or by m). On the other hand, ,/aom and 4/bo,, change the phase (imaginary part of s) and
thus should also be non-negative to avoid exponential growth. These conjectures are in agreement
with the asymptotic formulae (15)—(16) and (18)—(19) (although the role of ag is only evident in the
higher corrections). Despite this intuition and partial evidence, the model actually admits bounded
exponential growth in the solution even for some cases where the constants agm, ai,m, bom and
b1,m, are all positive. To see this phenomenon, specialize to the case of one polarization vector, so
that (12) becomes

(s® + (ck)?) (s® + bis + bo) + s°(ap + sa1) = 0, (20)
which is a quartic polynomial of the form

f(s)=s*+Bs*+Cs* + Ds+ E =0,



where

B = b1 + aq,
C = (ck)® + by + ag,
D = (ck)?by,
E = (ck)?by.

Routh-Hurwitz theory [48] yields the following necessary and sufficient conditions for all roots to
have a negative real part:

B >0,
E >0,

C——>0
B
BE
> 0.

D= _D
B

As shown in Appendix A, these conditions are satisfied if the GDM coefficients are positive and
(C/f)2 [(a1 + bl)(aobl — albo) + albl(ck)z] > 0. (21)
Note that (21) may be violated if agb; < a1bg, depending on the value of a;b;(ck)?.

Theorem 1. A sufficient, but not necessary, condition for there to be no roots to the GDM
dispersion-relation (20) with non-negative real part is that all coefficients are positive and

apby > ayby. (22)

When apb1 < a1by there may be exponentially growing solutions to the ADE-GDM equations (this
is confirmed by computations), which would generally occur for small values of k£ when

(CL1 + bl)(aobl — albo) + albl(ck‘)Q < 0.

It is important to note however, that the growth rate is bounded (for GDM coefficients of any
sign) since the rate does not increase with k. This can be seen for the case of N, = 1 from the
asymptotic form of the roots for large ck in equations (18)—(19). The asymptotic formulae show
that as |k| — oo, the real part of the non-resonant roots become bounded above by —a;/2 while
the resonant roots converge to the roots to 2 + by +bg = 0. Thus the equations remain well-posed
even in the presence of this growth. We note that Routh-Hurwitz conditions for more than one
polarization vector become algebraically complex and deriving a simple condition for growth of the
solution seems difficult. However, for given GDM parameters it is straightforward to check the
conditions numerically for the polynomial (12) to determine whether a given model admits growing
solutions.



3. Numerical Scheme

The numerical approximations of the ADE-GDM equations described in this manuscript are
derived using a similar methodology as that described previously in [6] for the non-dispersive
Maxwell’s equations in second-order form. The construction uses a space-time procedure to develop
single-stage schemes with arbitrarily high orders of accuracy in space and time using the electric
field values at only three time levels. The approach is based on a Taylor series expansion of the
solution in time, and uses a Cauchy-Kowalevski (Lax-Wendroff) procedure to convert higher-order
temporal derivatives into spatial derivatives as determined by the governing PDEs. Higher-order
schemes are derived hierarchically, with high-order accurate schemes building upon lower-order
approximations. Spatial derivatives are then approximated using finite-differences on overlapping
grids as discussed in Section 4. Overlapping grids are used to represent complex geometry with
a set of structured curvilinear grids. Optimized versions of the numerical schemes are used for
Cartesian grids, since and these can be orders of magnitude faster than the corresponding schemes
for curvilinear grids. Since most of the domain is often covered with a background Cartesian grid,
the cost of the overall scheme approaches that of the Cartesian-grid implementation as the grid is
refined.

3.1. Second-order accurate scheme

We begin with a description of the second-order accurate scheme in d space dimensions. Let
Xj € R? denote the grid-points on a structured grid, where j = (j1,...,jq) € Z¢ is a multi-index of
integers. Let Ef ~ E(x;,nAt) and P~ P, (xj, nAt) denote grid functions that approximate E
and P, respectively. The second-order accurate approximation to (2a)-(2b) is given by

D D_E} = *AyE} — ¢ DD, PY, (23a)
DitD_Py, 5 + b1m Dot Py, 5 + bom P, 5 = d0.mEj + @1,m Dot EY, (23b)
where
Np
PN P (24)
m=1

and ag,, and dy,, are the scaled GDM parameters

. def . def

a0,m = €0 A0, m; a1m = €0 a1m. (25)
Here Ay, denotes a second-order accurate approximation to the Laplace operator A, while D4,
D_4, and Dy denote the usual forward, backward, and central divided difference approximations
to the time derivative, as given by

Wn+1 — W"» D W" def W" — Wn—l def Wn+1 _ Wn—l
N At

D, Wn

10



for a generic grid function W™ (with the spatial index suppressed). A second-order accurate
approximation to the first time-derivative is Do W™, while

Wt w4 Wl
At ’

D D _/W" = (27)
is a second-order accurate approximation to the second time-derivative. The spatial approximation
is described in detail in Section 4. The discrete approximations in (23) define a locally implicit
system for the vector unknowns E”H and P”JFJ1 =1,...,Np. For future notational convenience,
the linear difference operator deﬁnlng the solution to thls system will be denoted Loy, so that the
update can be expressed compactly as

[PEm]:H L ({PEm]J [PEmI_l> - (28)

This operator takes the usual form of a standard explicit update equation for the wave equation as a
3-level scheme with a 3%-point stencil. It is important to note that the components, E"Jr1 and P”JFJ1

in (28) can be decoupled algebraically, which then leads to an efficient 1mplementatlon of the update.

Details of this efficient implementation of the time-stepping scheme are given in Appendix C.1.

3.2. Fourth-order accurate scheme

Higher-order accurate schemes can be defined using a modified equation approach starting from
the second-order-accurate scheme given in (23). Taylor-series in time implies

2At2

D D_W(x,t) = 0}W + W + O(Ath). (29)

where W represents either E or P. Time differentiation of the governing equations (2) yields
OtE = (PA)’E — ¢, ' P AP — ¢, ' 0} P, (30)
which are used to replace time-derivatives of E to give

At?

DytD_E = *AE — ¢, '0}P + —- T

[(PA)E — ¢ ' PAGP — ¢ '0/P] + O(AtY).  (31)

For fourth-order accuracy, the continuous temporal operators on the right-hand side of (31) are
approximated using

2
2P =D, D_, (1 — A1;D+tD_t> P + O(AtY),
OfP = (D1+D_4)’P + O(At?),

which after spatial discretization yields
2

B At B
D.iD—Bf = PAuE] — ' DiiD-Pf + = ((CZA%YE; —egle? [AghafP*]JT‘). (32)

11



Here Ay, denotes a fourth-order accurate approximation to the Laplace operator A, and the blue
“star” terms in square braces are needed only to second-order accuracy because they appear as
O(A#?) corrections. This term is therefore evaluated using an explicit prediction from the second-
order-accurate scheme as

(33)

. p:ntl _opn 4 PPt
[AQhatQP*]j = Ay ( ) ) ! ;

At?

where

()

Similar manipulations yield a fourth-order accurate update equation for the P,, ; equation as

At?
— = [APL]}) = bomP

At?
+ o} + i1 ( Doty - —[FE; )

N At?
12

DyiD- P, ; = ~bim(DorPl, 5

( — bim [agp;]jb - bO,mD+tD—tPZM
+ dom D1 DB + al,m[af’E*]D, (35)

where again the blue “star” terms in square braces are evaluated using explicit predictions from
the second-order-accurate scheme. The ADE (2b) can be used to recursively replace second-order
(or higher) temporal derivatives of P,, in terms of lower-order derivatives so that 0;P,, can be
written as

3Py = b Py + B Py + a2 E + ) OE + i) O7E, (36)

0,m 2m

where

b = (0~ bom), B, = Dimbom,
_(3) (3)
1

aO,m = _ao,mbl,ma a m

o o . (3) .
= (ao,m - al,mbl,m)7 a27m = G1,m-

Equation (36) could be discretized directly at second-order. However, for the purposes of simplifying
the implementation for the case of multiple polarization vectors, we find it advantageous to again
use the second-order scheme to predict values at the new time prior to time discretization of (36).
In this way, [0} P}, ]TL (35) is defined as

[oPr,

;= B0 AL} + 0P + G By +ai [AEF]] +agy [FE). (37)

12



where

wqn _ Tmyj m, j
| DR D
=1 J J
[OE*]j = ———— (38b)
Ef"tl _oEr — EP!
2 n J J J
[7E*]} = N . (38¢)

The approach to approximating [@?E*];L in (35) follows similar steps to yield
3 2 —1[ 73
[PE*]] = P[AandE* ] — ' [0/P]], (39)

where, as before, [AghﬁtE*];L uses the second-order approximation

n A thknJrl - A hEpfl
[AgnoB*]" = =2 i

J 2At ) (40)

with Ef "1 obtained from (34).

To summarize the fourth-order scheme, the approximations in (32) and (35) determine the
updates for EJTLH and Pfr:jl, with the summation of the latter quantity giving PJTLH. Similar to the
second-order case, this linear difference operator will be denoted

{PEm] b ([PEm] [PEJ> , (a1)

which ultimately takes the form of a standard explicit update equation for the wave equation as
a 3-level scheme with a 5%point stencil. Note that embedded in the operator Ly, are explicit
evaluations of the correction terms [étE*];, [Agh(?tE*];L, etc., using the second-order scheme Loy,
Therefore, the Ly, operator can be evaluated by explicit inversion of the system as in the second-
order case. See Appendix C for further details of this efficient implementation. Finally, we note

that it also appears possible to define a scheme that introduces new unknowns defining the time-

derivatives of P,, j such as Q,, def &tsz’ j- This leads to an algebraically simpler scheme, but at

the cost of requiring additional storage for Q,,, and so we have not pursued this approach.

4. Spatial approximations and composite grids

The ADE-GDM schemes presented in Section 3 are defined in terms of generic spatial ap-
proximations for the Laplace operator and the square of the Laplace operator. While there are
a variety of approaches that can be used to approximate these operators, our approach employs
finite-difference approximations on overlapping grids. In the discussion below, we provide a brief
description of the overlapping grid approach and the approximation of the Laplace operator. This
is followed by a discussion of the upwind dissipation used to suppress numerical instabilities at
overlapping-grid boundaries, and the numerical treatment of the boundary conditions at a perfect
electrical conductor (PEC) boundary.
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interpolation points ‘ 2

cylinder

cylinder unit-cube ‘

Figure 1: Top: a three-dimensional overlapping grid for a quarter-cylinder in a box. Bottom left and right: component
grids for the cylindrical and box grids in the unit cube parameter space. Interpolation points at the grid overlap are
marked and color-coded for each component grid.

4.1. Composite grids for complex geometry

As illustrated in Figure 1, a composite overlapping grid, denoted as G, consists of a set of
component grids Gy, g = 1,..., N, that cover the entire domain Q. In three dimensions, each
component grid, Gy, is a logically rectangular, curvilinear grid defined by a smooth mapping from
a unit cube parameter space r to physical space x,

x = Gy(r,t), rel0,1]®, xeR> (42)

The overlapping grid generator Ogen [49] from the Overture framework is used to construct the
overlapping grid information. In a typical composite grid, one or more boundary-fitted curvilinear
grids represents each boundary. The remainder of the domain is covered by one or more Cartesian
grids. Ogen cuts holes in the appropriate component grids by using physical boundaries to distin-
guish between the interior and exterior to the domain. For example, the “cylinder” grid displayed
in the upper right image of Figure 1 cuts a hole in the Cartesian “box” grid so that the latter grid
has many unused points (those not being plotted in the lower right image). Ogen also provides
the interpolation information for all interpolation points in the overlap region between component
grids. The interpolation between grids is defined using tensor-product Lagrange interpolation in the
parameter space of the mapping G,. The unit square coordinates r of a given point x on one grid
are located in the donor-grid parameter space. The interpolation is performed in the Cartesian-grid
parameter space and is thus straightforward [50]. The width of the interpolation depends on the
order of accuracy of the scheme. For fourth-order accuracy, for example, a five-point wide interpo-
lation stencil is used, and two layers of interpolation points are required to support the five-point
stencil.
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4.2. Finite-difference approzimations on overlapping grids

The ADE-GDM scheme is discretized in space using finite-difference approximations. We require
second- and fourth-order accurate compact-stencil approximations to the Laplace operator,

d
LEYA=Y . (43)

Each component grid of the overlapping grid is defined by a smooth invertible mapping x = Gg(r),
where r € [0,1]? denotes the unit parameter-space coordinate-vector in d space dimensions. Using
the chain rule, an exact transformation of the derivatives in (43) from physical space to parameter
space is performed. This transformation involves metrics of the mapping, and their derivatives,
and this information is supplied by the grid generator. The first and second derivatives with
respect to the parameter-space coordinates that appear in the transformation of the Laplacian
are approximated to the desired order of accuracy, either second- or fourth-order accuracy, using
standard centered differences, see [50] for example.

4.8. Upwind dissipation

A high-order upwind dissipation is added to the centered approximation in order to eliminate
instabilities that may arise from the interpolation between overlapping grids. For efficiency we
often use thin boundary-fitted grids at curved boundaries with a fixed number of grid points in
the direction normal to the boundary. As a result, the majority of the domain is covered by
efficient Cartesian component grids as the grids are refined. However, this choice means that the
interpolation interface approaches the physical boundary as the grids are refined, which is known
to excite numerical instabilities, as discussed, for example, in [7, 51]. It was shown in [51] that
typical artificial dissipation operators used to guard against these instabilities are ineffective unless
the coefficient determining the strength of the dissipation scales inversely proportionally to the grid
spacing. This scaling would thus lead to a loss in the observed order of accuracy. In [7] a high-order
upwind scheme was presented for the wave equation on overlapping grids and applied to Maxwell’s
equations in second-order form. Upwinding was incorporated by embedding an exact solution to
a local Riemann problem into the scheme. The scheme was shown to be robustly stable and fully
accurate even in the difficult case of instabilities caused by interpolation at thin boundary-fitted
grids. In follow up work [52], a reformulation of the scheme incorporated several optimizations that
led to a new method where the upwind term that ultimately contributes numerical dissipation is
separated from the wave operator. This observation was leveraged to give an effective dissipation
term that can be added readily to existing wave equation solvers. The approach has no free tunable
parameters, and the upwind dissipation is effective at eliminating numerical instabilities caused by
overlapping grid interpolation.

The dissipation operator suggested by the approach in [52] is used in the present scheme. For
the fourth-order accurate scheme, for example, the upwind dissipation takes the form

d
DWEr ¥y Z (D41D—)*Do/EY. (44)

Here, 6@ is the coefficient of the dissipation, h; is the grid spacing is the r; parameter-space
coordinate direction, and D,; and D_; denote the usual forward and backward divided-difference
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operators defined by

def Wjte; — Wj def Wj — Wj—g
Dywy = ——, D_jw; = T

- (45)

where e; is the unit vector in r;-direction, e.g. e = [0,1,0]7 for d = 3. Following the approach
in [52], the coefficient of the dissipation is taken to be §®*) = 5¢/288, which is given automatically
by the construction of the dissipation, and in general varies with the order of accuracy. For this
fourth-order accurate scheme, the dissipation stencil is seven-points wide (compared to the five-
point Ly, operator), and so one additional ghost point is needed at physical boundaries. The
dissipation in (44) scales as O(h}) for well-resolved modes of the solution, and thus does not affect
the overall fourth-order accuracy of the scheme. As discussed in [52], the dissipation is added in a
predictor-corrector fashion since this allows for a larger time-step. The solution is first advanced
with the base scheme in the predictor stage and then the dissipation is added in the corrector stage,

E} « Ef + AtDWE! .
J
A further discussion of a stable choice for the time-step is given in Section 5 below.

4.4. Boundary Conditions

In this section, we describe the numerical implementation of the boundary conditions at a PEC
boundary. The primary boundary conditions, given previously in (5) and (6), are

nxE=0, X € 0Q0pEC, (46a)
V-E= 0, X € 5QPEC, (46b)

respectively, setting the right-side forcing function in (5) to be zero. Since the ADE-GDM governing
equations in (2) involve no spatial derivatives of P,,, there are no boundary conditions required for
P,, at the continuous level. The condition in (46a) specifies the tangential components of E on the
boundary. A second-order accurate centered approximation of (46b) gives the normal component of
E in the first ghost line, while the tangential components of E can be obtained in the first ghost line
using extrapolation. This is sufficient for the implementation of the second-order accurate scheme
described in Section 3.1 without upwind dissipation. When the dissipation is included, values of E
are required at a second ghost line and these are obtained using extrapolation.

For the fourth-order accurate scheme discussed in Section 3.2, additional values involving both
E and P,, are needed on ghost lines. These values may be obtained from compatibility conditions
derived at a continuous level from the governing equations and boundary conditions. For example,
taking the divergence of (2b) and evaluating the result on the boundary implies

A (V-Py,) oV -Pr)
o T

since V-E = 0 and 0;(V - E) = 0 on the boundary. Assuming that V-P,, =0 and 0,(V-P,,) =0
initially, then (47) implies that

+ b07k(V . Pm) =0, X € anEc, (47)

V- Pm = 0, X € anEc. (48)
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A similar argument gives
n x Pm = 0, X € aQPEc, (49)

which implies that the tangential components of P,, are also zero on a PEC boundary.

Additional compatibility conditions for E at PEC boundaries are derived following the ap-
proach in [6] by taking time-derivatives of the governing equations. For example, taking two time
derivatives of (2a) and using (46a) implies

_ 04(n x P)
?n x AE = =) IT

= 0, X € anEc,
which is the same condition for E as in the non-dispersive case. It then follows by applying n x A
to (2a) for P, that

n X APm = 0, X € anEc, (50)

and thus P, satisfies the same compatibility condition as E. In general, P, will satisfy the same
compatibility conditions for E at a PEC boundary (see [6] for the general conditions).

When there are a large number of polarization vectors, an application of the full compatibility
boundary conditions for all P,,, m = 1,..., Np, may become expensive. Therefore, we currently
only impose (49) as a primary compatibility boundary condition for P,,, but do not use compat-
ibility conditions in (48) or (50). Instead, the ghost points values for P, are simply obtained by
extrapolation (which appears to be effective in practice). For example,

D%, Py =0, for a ghost point j,

defines a g-point extrapolation formula. For the second-order accurate scheme, ¢ is taken as three
while for the fourth-order accurate scheme, ¢ is taken as five.

5. Stability

We now examine the stability and accuracy of the second- and fourth-order accurate ADE-
GDM schemes. The analysis considers the case of one polarization vector, i.e. N, = 1, and assumes
that the damping coefficients, a; and by, in (2b) are zero. Our motivation for these choices is to
make the details of the analysis as simple as possible. Also, with the damping coefficients equal to
zero, there is no mechanism for decay in the exact solution of the equations which could provide
a corresponding damping in the numerical scheme. In fact, we find, as discussed below, that the
two numerical schemes described in Section 3 is neutrally stable for a suitable CFL time-step. The
numerical results discussed later in this section confirm the analysis and provide evidence of the
stability in the case with nonzero damping coefficients.

5.1. Stability of the second-order accurate ADE-GDM scheme

The stability of the second-order accurate ADE-GDM scheme can be studied using a von Neu-
mann analysis. We consider a square domain Q = [0, 27]¢, discretized with a Cartesian grid, and
examine 27-periodic solutions. A second-order accurate approximation to the Laplacian is given
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d
def
Agn < Y DDy,
=1

where the grid spacing, h;, given in the definitions of the divided difference operators in (45) are
now scaled by 2. We seek solutions to the difference approximation (23) of the form
Ef = A" "N E, (5la)
Pl = A" e N P, (51b)

where A denotes the amplification factor and k is a wave-number vector. Substitution of the
ansatz (51) into (23) gives

A_2_|_A_1 9% ~ 71A—2+A_1A
|:At2 +c LQh(k):| E = —€p TP, (523)
A—2+4+ A1 . .
[A;; + b0:| P = €0 GOE, (52b)
where .
- of < 4sin?(&;/2 o
Eon(i) 2 3 PG g e ] (53)
=1 l

Equation (52b) is used to solve for P in terms of E, and this is substituted into (52a) to give the
following equation for the amplification factor A:

A—-24 A1 . A—24+ A1 A—-24A71
[ N n C2L2h(k):| [ NI + bo] + ag <At2 > = 0. (54)

Multiplying (54) by A? gives a polynomial equation for A of degree four. Since the coefficients
in the polynomial are all real, the four roots will be either real, or they will appear as complex
conjugate pairs which we denote by A and A, respectively.

The number of roots for A is the same as the number of roots s of the corresponding analytic
dispersion relation in (20) with the damping coefficients set to zero. Thus, there are no spurious
roots for A. For well-resolved modes with At — 0 and ¢®Lop, (k)At? — 0, it is straightforward to
show that the solutions of (54) take the form

A= 14 sAt+ (sAM) + O(AF) (55)

where s is a root of the corresponding continuous dispersion relation (20). This confirms that the
scheme is second-order accurate since A should be an approximation to eS¢,

For stability we require |A| < 1if A is an isolated root, and |A| < 1 if A is a multiple root. We
now show that the second-order accurate ADE-GDM scheme is neutrally stable under a reasonably
CFL time-step constraint.

The constraint in (54) for the amplification factor A of the second-order accurate scheme can
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be written as
Po(4) © (A =2+ A71) + AALLy (0| (A -2+ A71) + Ak |
+At?ag (A—2+ A1) =0, (56)
which is a quadratic in A —2 + A~!. Letting
A—2+ A7t = —4R, (57)
we find that there are two roots for A,
A=1-2R++/(1-2R)? 1, (58)

for a given value of R. For |A| <1, and to avoid the case of a double roots for A, it is sufficient to
require that (1 —2R)? < 1 in (58), in which case |A| = 1. Thus, the stability condition is

0<R<1 — |Al=1 (59)

Therefore, when 0 < R < 1, there is no damping in the discrete solution (when R = 0 or R = 1
there is a double root for A and we exclude these cases). Substituting (57) into (56) leads to

[R — AP Lo (k) /4] [R — hyAt /4] — R (apAt?/4) = 0, (60)
Equation (60) is a quadratic equation in R, which may be expressed as

R?>-2BR+C =0,

where A2 A
t A t N
B = ?(C2L2h(k)+b0+a0)7 C = TG( 2L2h(k) bO)-
The roots of the quadratic are given by
R=B++B-C. (61)

For stability, we require 0 < R < 1 which will be true when 0 < C' < B? and

B++V/B2-C <1. (62)

Note that B2 — C' = 0 since

At?
B*-(C="
¢ 64

A
64

(@209 4 b0+ 0) 4 (SLanlR) )|

|:<C2i/2h(k) - b0)2 +2 (CQﬁgh(k) + b0> ap + ag] > 0.

19



Since C' = 0 and v B? — C' < B, a sufficient condition for stability from (62) is 2B < 1, and so
2 1 2 ol 1
At ZC Lgh(k) + Z (bo + ao) < 1. (63)

Noting that

4
0< Z 2 (64)
ol
it follows that a sufficient condition for stability is
11
1> — + (b 1. 65
[Cl_zlh?+4(0+a0)]< (65)

This result is expressed in the following theorem.

Theorem 2. The second-order accurate ADE-GDM scheme for one polarization vector (N, = 1)
and zero damping coefficients (a1 = by = 0), and with non-negative values for ay and by is neutrally
stable provided

d —1/2
At < [ Z 7 bg + ao)] . (66)
=1 l

It is noted that the GDM coefficients by and ag will generally have negligible effect on the time-step
as the mesh is refined, and thus in practice the time-step can be chosen from the usual non-dispersive
condition,

Ccﬂ

[aNd 1
CZz:uLg

At

N

(67)

with a safety factor, C.q = 0.9, for example.

Note. We expect that (67), with C.g = 0.9, will also give a practical choice of the time-step for
the general case with one or more polarization vectors and any non-negative GDM coefficients,
including the damping coefficients.

5.2. Stability of the fourth-order accurate ADE-GDM scheme

Consider now the stability of the fourth-order accurate ADE-GDM scheme given in Section 3.2.
As noted previously for the second-order scheme, we consider the case of one polarization vector
(N, = 1), zero damping coefficients in the GDM model (a; = by = 0), and use the domain
Q = |0, 27r]d with periodic boundaries. The fourth-order accurate scheme is applied on a Cartesian
grid for which the spatial discretizations is

d 2
def h‘l
Ayp = z—ZlDHD_l <I— 12D+1D—z> .
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Using the ansatz in (51) gives

[A_QA;;A_I + ﬁh(k) - (CAt)2 aoﬁzh] E=— {(A —~ Z; A_l) + (C?;)Q (boi}%)] f’, (68a)
[(%)(1 " bOff) n bo] P [ i aolﬁf -2+ Al)} : o5b)

where
2400 2L4u(00 - 5 [ Eani0) )

Here,

. of 4 1
L1~ K = 3 sin?(6/2) |1+ 5 s1n2<sl/2>} |
=1""1 L

with & = kihy € [—m, 7] as before and with Ly (k) defined in (53). Seeking nontrivial solutions
then leads to a polynomial equation for A:

A—24+A471 L (cAt)? . A—-2+ 471 boAt?
{Aﬁ + Ly — 9 agLop, 7At2 1+ 19 + by

A—24 AT\ (cAD? . QA2 (A—2+ AL
+ [( A2 ) + 12 (boL2h):| [ao + 9 < AL >} = 0. (70)

As for the second-order accurate scheme, the number of roots for A is the same as the number
of roots s to the corresponding analytic dispersion relation, and so there are no spurious roots
for A. Furthermore, for well-resolved modes with At — 0, 2L, At2 — 0 and Loy At2 — 0, it is
straightforward to show that solutions of (70) take the form

1

1 2
A=1+sAt+ 5(3At) + al

1
(sAt)? + 5(3At)4 + O(AtD), (71)
where s is a root of the corresponding continuous dispersion relation (20). This confirms that the
scheme is fourth-order accurate, as expected, since we expect A to be an approximation to es2%.
To analyze the roots of (70), it is useful to use the substitution in (57), which again leads to a

quadratic equation in R:
R?*—2BR+C =0,

where for the fourth-order case the coefficients in the quadratic are now given by

A~ 2 N
At? (ao + by + (1 + %) Ly + (C?Qt) a0L2h>
B boAt2 At2 ’
8 (14 Bhe + @52
bo At L
C - (;()At2 - agAt? )
16 (1+ 2% 4 waet)

B

Note that B2 — C' > 0 as was the case for the second-order accurate scheme, and thus a sufficient
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condition for stability is 2B < 1, or equivalently

At? (ao + b + <1 + bOAt > Ly + (C?§)2a0£2h>

4 (1 + b()At2 + a01A2t2)

<1 (72)

Using the assumption that cAt/h; < 1 leads to (¢At)%2Lop(k) = O(1), and thus
A’ L (k) < 4 — KA, (73)

for K = O(1) > 0 as At — 0. Using the definition of £, in (69) yields

c —CZZ{ sut(e/2) (1+ pain(e/2)) | - 00 Z}fzsm (51/2)]2-

Assuming cAt/h; < 1, it can be shown that the maximum of ﬁh(k) occurs when & = +m for all [,
so that

. 1 & aean? 1 [&agean?]”
max At2Ly,(k) = 32 : [Z (74)
=1

&< h 12 / h?

4(cAt)?

Finally, setting Z = Zl 1R

in (74) and substituting into (73) implies
1 2
—E(Z —4)(Z - 12) < —KAt?,

which is true provided Z < 4 — (3/2) K At?. Therefore, the leading-order time-step stability con-
straint for the fourth-order scheme is

d
1
(cAt) Z 5 < KAtQ (75)
o h
which for sufficiently fine grids is essentially the same time-step restriction as for the non-dispersive

case. This result is summarized in the following theorem.

Theorem 3. The fourth-order accurate ADE-GDM scheme for one polarization vector (N, = 1)
and zero damping coefficients (a1 = by = 0), and with non-negative values for ag and by is neutrally
stable provided

Ccﬂ

[oaNd 1
CZthz

At < (76)

where Ceg = 1 — O(A#?).

The analysis shows that the fourth-order scheme has essentially the same time-step restriction as
the second-order accurate scheme.

22



5.8. Numerical investigation of stability for ADE-GDM

Having investigated the stability of the ADE-GDM schemes analytically for the zero damping
case, the purpose of this section is to verify the analysis and also to probe the behaviour of the
schemes for nonzero values of the damping parameters, a; and by, using a numerical evaluation
of the roots of the stability polynomials (again assuming N, = 1). Results for both the second-
and fourth-order accurate schemes are given. It is shown that the schemes exhibit no growth for
parameter values for which the exact solution of the governing equations does not grow, i.e. when
the algebraic condition in (22) is satisfied, and when a CFL stability condition holds (as in the
theorems above).

For the second-order scheme with N, = 1, the amplification factor satisfies the constraint

P(A) def [(A —2+ A7)+ c2At2£2h(k)] [(A —2+ A7)+ blﬁt (A—A1) + bOAtQ]

alAt

+(A-2+47" [ (A-A"1)+ agAtQ] =0, (77)
where Lop(k) was defined previously in (53). The constraint in (77) is a generalization of the one
in (56) for the case of nonzero damping parameters. Multiplication of (77) by A2 yields a polynomial
in A of degree four, and the corresponding four roots of this polynomial can be regarded as functions
of & € [—m, 7], where & = k;hy, the set of model parameters def {ao, ai, bg, bl}, the time-step At,
and the CFL parameter

d 1
CQAtQ Z h7l2
=1

Denote by Aa(9, At, A), the maximum over & of the largest |A|,

As(9, At A) max A,
ge[—m,m]d, P(A)=0

and let Apax(9, At) be defined to be the largest value of the CFL parameter A such that the
scheme is “stable”®, Ay < 1, for all 0 < A(9, At) < Apax (9, At). Thus, Apax (9, At) determines the
maximum stable time-step for a given set of parameters. Due to the large number of parameters, it
is difficult to show the full behaviour of Apax (¥, At). For clarity, therefore, a selection of parameters
are chosen to have some fixed values while others are allowed to vary over some range. We note
that due to roundoff errors in the numerical computations, the stability condition is taken to be
Ay <1+ ¢, with e = 107 for the second-order accurate scheme and € = 10~° for the fourth-order
accurate scheme.

Figure 2 shows contours of Apax for the second-order accurate scheme. The three plots in the
top row show contours of Apax as a function of ag € [0,1] and by € [0,1] for a; = by = 0 and
At =1, 0.5 and 0.25. These plots show that the scheme is stable with a value of Ayax close to 1
in agreement with the stability analysis of Section 5.1. There is some dependence of A .x on ag

SFor the purposes of the discussion here, “stable” is defined to be no growth in the solution. In general one
may allow bounded growth in the solution; this would be the appropriate definition when the true solution exhibits
growth. It practice the schemes defined here are found to converge at the expected order of accuracy even when the
true solution grows.
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Figure 2: Stability bound for the second-order accurate scheme. The maximum stable CFL number is shown as a
function of the GDM parameters. No values are shown where the numerical solution shows growth and this closely
matches the regions where the true solution shows growth, ao b1 < a1 bo.

and by, especially for larger values of ag, by and At, as expected from the stability bound in (66).
The three plots in the middle row of Figure 2 show similar contours but for a; = 1 and b; = 1. No
contours are plotted where A, = 0; this corresponds to regions where the numerical solution has
growth in time. As seen in the figure, the scheme is found to have no growth when a1by < agb1,
but to have growth otherwise. This agrees with (22) that specifies when the analytic solution does
not grow. The bottom three contours fix ag = by = 1 and vary a; € [0,1] and by € [0,1]. These
results also demonstrate that the numerical scheme has no growth for a1by9 < agb;.

A similar investigation is performed for the fourth-order accurate scheme with corresponding
amplification factor A4. The results are shown in Figure 3 and show an overall behaviour that is
similar to the second-order accurate scheme. Without damping, as seen in the top three contours,
the scheme has a stability bound near 1 as ag and by are varied. With damping, as seen in the
plots in the middle and bottom rows, the scheme has no growth in the region a1by < agb;.
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Figure 3: Stability bound for the fourth-order accurate scheme. The maximum stable CFL number is shown as a
function of the GDM parameters. No values are shown where the numerical solution shows growth and this closely
matches the regions where the true solution shows growth, ao b1 < a1 bo.

6. Numerical results

In this section, numerical results are presented to verify the implementation, stability and
numerical convergence of the ADE-GDM scheme for the dispersive Maxwell’s equations in second-
order form on overlapping grids. A variety of different configurations are considered, and grid
refinement studies are performed to assess the accuracy of the solution as the mesh is refined.
Problems are selected to demonstrate the properties of the numerical scheme, as well as the use of
overlapping grids to accommodate non-rectangular geometries in both two and three dimensions.
In addition, we include several standard dispersion tests with the classical Drude material model (a
special case of the GDM model) and PEC boundary conditions to facilitate comparison with other
schemes. Before presenting the numerical results, Section 6.1 discusses the general procedure for
deriving exact solutions of the GDM model, which are used to in the convergence studies.

The first problem considered in Section 6.2 is the propagation of a dispersive plane wave. This
simple configuration is a good benchmark for future comparisons to other schemes. In Section 6.3,
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the GDM eigenmodes for a square and box domains are computed. This example involves sim-
ple geometrical configurations that includes physical PEC boundary conditions. In Section 6.4, the
eigenmodes for a two-dimensional disk and three-dimensional cylinder are computed. This example
demonstrates the accuracy of the schemes for overlapping grids with curved PEC boundaries. Sec-
tion 6.5 considers the scattering of a dispersive plane-wave from a PEC cylinder in two dimensions
and a PEC sphere in three dimensions. These last two examples generalize the classical Mie-series
exact-solutions to the case of GDM materials.

All numerical studies are performed with the Overture-based CgMx solver”, to which the
second- and fourth-order accurate schemes presented in Section 3 have been added. Overture
provides tools to generate high-quality composite grids for high-order methods along with a suite of
PDE solvers for various problems in computational physics (compressible and incompressible flows,
solid mechanics, conjugate heat transfer, electrodynamics, etc). Overture’s overlapping structured
grid generator Ogen is used to create all of the composite grids (see Section 4.1), and the CgMx
solver is used to compute all the solutions.

6.1. Ezact separable solutions for the GDM model

A number of the exact solutions that are used to verify the ADE-GDM scheme in the subsequent
sections are generalized from the non-dispersive case. The extension of the non-dispersive solutions
to the case of a GDM model requires a number of modifications to the usual construction. This
section briefly outlines these modifications.

The exact solutions under consideration take the form of separable solutions in ¢ and x with an
exponential time dependence,

A

E(x,t) = e’ E(x), H(x,t) = ¢ H(x), P (x,t) = ¥ P (x).

Substituting this ansatz into (2b) (essentially a Laplace transform in time but ignoring initial con-
ditions) leads to the relation (10) between the polarization vectors and E. The wave equations (2a)
and (3) for the electric and magnetic fields, E and H, respectively, then transform to the vector
Helmholtz equations

AE = 5(s)E, (78a)
AH = 5(s) H, (78b)
where
82
(s) = 51+ X(s)), (78¢)

with {(s) given in (7). From the first-order form in (1), E and H are related by

H = —LV x E, (79a)
1S
A~ S,JO A~
E="Mv.m, 79b
70) (79%)

"See www.overtureFramework.org for documentation, run scripts and software downloads.

26



which can be used to compute H given E, or E given H. Note that the non-dispersive case
corresponds to the case Y(s) = 0 in (78¢), and so for time periodic solutions with s = —iw, it
is clear that n = —(c/w)? = —k2. The primary change moving to the dispersive case is that the
parameters s and 7(s) can be complex, in general, and so dispersive solutions can decay (or grow)
in time and/or space.

It can be seen from (78a) and (78b) that in the dispersive case, E and H satisfy vector Helmholtz
equations, similar to the non-dispersive case. For a given problem, these equations are augmented
by appropriate boundary conditions. Thus, the spatial form of solutions to eigenvalue problems
(e.g. eigenmodes for a square, box, disk or cylinder) or to scattering problems (e.g. scattering from
a PEC cylinder or sphere) have a similar spatial form to the non-dispersive case although the form
of the temporal evolution may allow growth or decay since 7 can in general be complex. Note that
all computations presented here are performed using real arithmetic. The real part of the exact
solutions are obtained by first deriving the full complex-valued solution, and then retaining only
the real part as the exact solution.

The precise form of the exact solution hinges on the dispersion relation (11), which in turn
depends on the specifics of the GDM model. For the computations presented in subsequent sections,
we take® ¢y = 1 and pp = 1, and use sets of GDM parameters for either 1 or 2 polarization vectors
as given in Table 1. The parameter set denoted by Sxp (“no-damping”) has a single polarization
vector and is an undamped dispersive material. Set S, (“Drude”) has a single polarization vector
and corresponds to the classical Drude material model. Note that in terms of traditional parameters
defining the Drude model, ag corresponds to wg while b; corresponds to . Finally, set Sgpy has
two polarization vectors with all terms in the GDM model present for both. The corresponding
roots s of the dispersion relation (11) are given below for each numerical example. Note that in
all two-dimensional computations presented, the transverse electric (TE-z) mode (E,, Ey, H,) is
considered.

GDM Parameters for simulations
set N, ao,m ai,m bo,m b1,m
SND 1 0.9 0 1 0
Sp 1 1 0 0 9
Scom | 2 | 09,07 [ 02,01 1,2 | 05,03

Table 1: Sets Sxp, SepMm, and Sp of GDM parameters used in the numerical simulations.

6.2. GDM plane wave solution

Consider exact traveling wave solutions to Maxwell’s equations with the GDM model of the
form

E(x,t) = et ¥ E,

Po(x,t) = esle > P, m=1,2,...,Np,

where s and k % |k| satisfy the dispersion relation (11). For this test, the computational domain
is taken to be the unit square, Q = [0, 1]2, or unit cube, Q = [0,1]?, and the domain is discretized

8We have non-dimensionalized the problem by an appropriate length and time scale so that ¢ = 1.
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using a uniform Cartesian grid. The boundary conditions are set using the exact traveling-wave
solution. Specific solutions are defined by fixing the wave-vector k and then numerically determining
roots of (11), for example by computing the eigenvalues of the associated companion matrix. For
the results presented here, k = [47, 47| for two dimensions, while in three dimensions we set
k = [47, 47,0]. Note that these particular wave vectors are chosen for convenience of presentation,
zind other choices yield similar results. Also note that for the cases run here, E = [1,—1,1]7 with

P, then determined using (10). With these choices, the divergence constraint is satisfied since
k-E=0.

Roots of the dispersion relation for a plane wave
Set Snp Scpm
ck 427 42
sr | 0.9985737152943i | —0.2490458903963 + 0.9671824116021¢
SN 17.79691522062:¢ —0.1515848220324 + 17.81237691252¢

Table 2: Roots of the dispersion relation for the plane wave solution with GDM parameters corresponding to material
sets Snp and Scpwm, as given in Table 1.

2D plane wave, resonant mode, Snp 2D plane wave, non-resonant, Sxp

h;j E r P r h; E r P r

1/10 | 1.3e-2 1.0e-3 1/10 | 5.6e-2 2.6e-4

1/20 | 2.9e-4 | 44.1 | 2.5e-5 | 41.5 1/20 | 1.6e-3 | 34.0 | 1.7e-5 | 15.7

1/40 | 2.1e-5 | 13.4 | 1.5e-6 | 17.0 1/40 | 1.1e-4 | 15.4 | 1.0e-6 | 16.3

1/80 | 1.4e-6 | 15.2 | 9.3e-8 | 16.0 1/80 | 6.5e-6 | 16.4 | 6.3e-8 | 16.3

1/160 | 8.8e-8 | 15.9 | 5.9¢-9 | 15.7 1/160 | 4.0e-7 | 16.1 | 3.9¢-9 | 16.1
[ rate | 419 ]| | 430 | | [ rate | 421 ] | 401 | |

3D plane wave, resonant mode, Snp 3D plane wave, non-resonant, Snp

h; E r P r h; E r P T

1/10 | 2.5e-2 1.3e-3 1/10 | 1l.4e-1 3.1e-4

1/20 | 1.1e-3 | 21.8 | 6.5e-5 | 20.5 1/20 | 8.2¢-3 | 17.4 | 2.1e-5 | 14.7

1/40 | 6.1e-5 | 18.4 | 3.6e-6 | 17.8 1/40 | 5.0e-4 | 16.2 | 1.3e-6 | 16.4

1/80 | 3.5e-6 | 17.3 | 2.1e-7 | 174 1/80 | 3.0e-5 | 16.9 | 7.9e-8 | 16.3
1/160 | 2.2e-7 | 16.0 | 1.3e-8 | 16.3 1/160 | 1.8e-6 | 16.1 | 4.9¢-9 | 16.0
[ rate | 418 ] | 416 | | [ rate | 4.06 ] | 400 | |

Figure 4: Max-norm convergence results for a dispersive plane wave in 2D and 3D for parameter set Sxp and using
the fourth-order accurate scheme with Ceq = 0.95. At left are results for resonant modes, while at right are results
for non-resonant modes. The column labeled “r” denotes the ratio of the error at the current resolution to the error
at the previous resolution. A least squares estimate of the convergence rate over the entire range of grid refinements
is also given.

Table 2 shows the specific roots to the dispersion relation for which numerical results are
presented. These specific roots have been selected as representative resonant and non-resonant
modes, as discussed in Section 2.2, and are referred to as mode “R” and “N”, respectively. The
notion of resonance indicates that the dispersive effects of the GDM model are significant with
respect to the wave motion of the non-dispersive Maxwell’s equations. Therefore in the present
example with ck = 44271 ~ 17.8, non-resonant modes have the magnitude of the imaginary part
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of s, |3(s)|, near that value, whereas resonant modes have |3(s)| significantly modified by the
dispersion in the model. For example, sp ~ 1.00¢ is considered resonant for parameter set Syp
in Table 2, while sy &~ 17.80¢ is considered non-resonant. More generally, non-resonant modes
have the largest imaginary part in magnitude (corresponding to fast propagation with respect to a
vacuum), while resonant modes have significantly smaller imaginary component (corresponding to
a significant alteration of the wave speed).

Computational results for resonant and non-resonant cases are presented in Figure 4, which
show maximum norm errors and estimated convergence rates for the electrical field E and the
polarization P at ¢t = 0.5 computed using the fourth-order accurate scheme with C.q = 0.95.
These results demonstrate that the scheme converges with the designed accuracy for both resonant
and non-resonant modes.

_2D plane wave 3D plane wave
10° 10°
N
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Figure 5: Convergence study for |E|« and [P« for the exact plane wave solution with parameter set Sgpm using
the second- and fourth-order accurate schemes in 2D (left) and 3D (right) on a rectangular grid. In all cases, mode R
corresponds to a resonant wave, and mode N corresponds to a non-resonant wave.

Given the large number of potential cases (parameter sets, dimensionality, resonance, and order
of scheme), results will subsequently be presented in a graphical manner in an effort to show all
results compactly. For example, results for parameter set Sqpy at t = 0.5 are shown in Figure 5,
which presents the max-norm errors versus grid size on a log-log plot for d = 2 and 3, and using
both the second- and fourth-order accurate discretizations. Reference lines indicating the expected
convergence rates for the respective schemes are also shown. In all cases, the ADE-GDM scheme
is shown to converge at or near the designed rate.

6.3. Eigenmodes of a PEC square and box

Now consider computing the eigenmodes of a two-dimensional square and three-dimensional box
with PEC boundaries. We start with a standard benchmark test using a classical Drude material
(a special case of the GDM model), and then proceed with a general GDM material including
multiple polarization vectors. As discussed in Section 6.1, the exact solutions for this case are

9The choice here to run at Ceq = 0.95, instead of the value Ceg = 0.9 used elsewhere, was made to avoid a fortuitous
super-convergence for the fourth-order scheme with the resonant model caused by a cancellation in truncation error
terms at Ceg = 0.9.
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of a similar form to the well-known exact solutions for the case of a non-dispersive material. In
particular, each component of the electric field satisfies a Helmholtz equation (78a) with either
Dirichlet or Neumann boundary conditions. For example, in a box B = [0, L,| x [0, L, ] x [0, L],
the z-component of the electric field is

Ey(x,t) = Cy cos (T) sin <az7yw> sin <az7zrz) e*et, (80)
for any integer values of the d components of the multi-index & = (aq, ..., aq). Here, s4 is a root
of equation

82 N 2
n(s) = (L +X(s)) = —Aa, (81)

where x(s) is defined in (7a) and

2 2 2
QT Qo T Qs T
A= —— — — | . 82
= () () + () &)
The computations presented in this work use a = (4,4) for two space dimensions, and a =
(4,4, 4) for three space dimensions. In both the Drude material Sy, and the general GDM material
Scpu, both resonant and non-resonant modes are considered. Table 3 gives roots of the dispersion

relation (81) for the Drude model with material parameters Sy, while Table 4 gives roots of the
dispersion relation for the the general GDM material using Sgpy.

Roots of the dispersion relation for eigenmodes of a square or box with Sp

2D square 3D box
a (4,4) (4,4,4)
SR —.8971665345572 —.8981074450078
sy | —.001416732721401 + 1.7799572936947 | —.0009462774961050 + 21.788513272803

Table 3: Roots of the GDM dispersion relation for eigenfunctions of a square and box with PEC boundaries, and
material corresponding to parameter set Sp (a Drude material) as given in Table 1.

Roots of the dispersion relation for eigenmodes of a square or box with Scpm

2D square 3D box

o (4,4) (4,4,4)

sr | —0.2490458903963 + 0.96718241160217 | —0.2493648636708 + 0.96753702815131
SN —0.1515848220324 + 17.8123769125217 —0.1510565353711 + 21.798909667057

Table 4: Roots of the GDM dispersion relation for eigenfunctions of a square and box with PEC boundaries, and
material corresponding to parameter set Sgpm as given in Table 1.

Computational convergence studies are performed for the eigenmodes of a square with L, =
L, = 1, and box with L, = L, = L, = 1 using uniform Cartesian grids and Ccg = 0.9. A
representative computation is depicted in Figure 6, which shows the z-component of the electric
field E,, the error in E,, and the y-component of the first polarization vector at ¢ = 1.0 for the
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resonant mode from Table 4, as computed on a square using the fourth-order accurate ADE-GDM
scheme. Of particular note is the smoothness of the error in the electric field for this fourth-order
case, even up to the boundary. A more comprehensive set of convergence results at ¢ = 0.7 using
the max-norm are shown in Figure 7 for material parameter set Sp and in Figure 8 for material
parameters Sgpy- These figures illustrate that the schemes converge at or near their designed rate
for E and P for all cases.

=y
1.0e-6

i
-4.5e-3

Figure 6: GDM eigemode of a square with PEC BCs on grid with grid-spacing h = 1/128 at ¢t = 1 computed with
the fourth-order accurate ADE-GDM scheme and Ceq = 0.9. Left: E,. Middle: error in E,. Right: P,.
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Figure 7: Convergence study in |E|«» and |P|« for the eigenmodes of a two-dimensional PEC square (left), and a
three-dimensional PEC box (right) using the second- and fourth-order accurate schemes. All computations use the
Sp parameter set from Table 1, with corresponding resonant and non-resonant roots of the dispersion relation given
in Table 3.

6.4. Figenmodes of a PEC disk and cylinder

The prior numerical examples have all used a single Cartesian grid on a square or box geometry,
with no overlapping-grid construction required. In the present section we consider eigenmode oscil-
lations on a disk in two dimension and a cylinder in three-dimensional space. The TE-z eigenmodes
for these geometries, disk and cylinder, with PEC boundary conditions can be determined for the
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Figure 8: Convergence study in |E|«x and |P|« for the eigenmodes of a two-dimensional PEC square (left), and a
three-dimensional PEC box (right) using the second- and fourth-order accurate schemes. All computations use the
Sepm parameter set from Table 1, with corresponding resonant and non-resonant roots of the dispersion relation
given in Table 4.

GDM-ADE equations in a similar manner to the non-dispersive case. As in the non-dispersive case,
we find the eigenvalues and eigenmodes to the boundary value problem

AH, = -)2H.,, xeQ, (83a)
H.
‘;n _0, xedn, (83b)

where \q € R are eigenvalues (of which there are an infinite number). Values for so are found for
a given Ay as roots of the equation

(1+x(s) = =A%,
and the exact solution for H, is
H.(x,t) = H.(x)e*?,

The corresponding electric field is then determined from (79b) and P, is given by (10). The PEC
conditions (46a) on the electric field E are satisfied by construction.

Overlapping grids for these cases consist of a thin boundary-fitted annular grid and a large
background Cartesian grid, see for example Figures 9 and 10. The two-dimensional geometry, as
illustrated in Figure 9, has a disk of radius R = 1 centered at the origin, and is discretized using an
overlapping grid, called G in the figure, with approximate grid spacing h ~ 1 /20. The notation
GU) is meant to be generic, and indicates a grid with approximate grid spacing h ~ 1/(105), and
so grid refinement studies will typically take 7 = 1,2,4,8,16, for example. The three-dimensional
geometry, as shown in Figure 10, is a cylindrical tube of unit length H = 1 in the z-direction,
with a circular cross section of radius R = 1 centered at the origin. The overlapping grid shown in
Figure 10 for this geometry is denoted by (V)| which indicates that the approximate grid spacing in
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all directions is h ~ 1/10. In the computations, the GDM material is taken to be the Sy parameter
set. The exact solution in two dimensions is computed for o = (2,2), while a = (1,1, 1) is used for
the three-dimensional case, and both resonant and non-resonant modes are considered. The roots
of the dispersion relation defining the various exact solutions for all cases is presented in Table 6.

Roots of the dispersion relation for eigenmodes of a disk and cylinder with Sp

2D disk 3D cylinder
a (2,2) (1,1,1)
SR —.8911053445114 —.8852147959837
sy | —.004447327744287 + 10.01909890269¢ | —.007392602008164 + 7.7508011192957

Table 5: GDM roots of the dispersion relation corresponding to the Drude material with Sp parameters from Table 1
for PEC eigenfunctions of a disk and cylinder.

Roots of the dispersion relation for eigenmodes of a disk and cylinder with Scpwm
2D disk 3D cylinder
o (2,2) (1,1,1)
sr | —0.2469392239304 + 0.9648621424962¢ | —0.1980569982541 + 0.50857295389101
sn | —0.1550353933625 + 10.042743719163 —.6104976708475 + 7.6905465865257

Table 6: GDM roots of the dispersion relation corresponding to set Sapm of GDM parameters shown in Table 1 for
PEC eigenfunctions of a disk and cylinder.

Representative computational results using C'.q = 0.9 for the two-dimensional disk are shown in
Figure 9, which includes a plot showing a coarse version of the overlapping grid. The figure shows
the z-component of the electric field, as computed on G169 at t = 1. The error in E, at t = 1 is also
displayed, which illustrates the smooth and small error in the computed solution. Figure 10 shows
analogous results for the cylindrical domain, and again the computation is observed to be very well
behaved, with smooth error up to the boundary and through the interpolation interface. Results
of convergence studies at ¢t = 0.7 with C.g = 0.9 for two- and three-dimensional cases are presented
in Figure 11 for the parameter set Sy corresponding to a Drude medium, and Figure 12 for the
parameter set Sqpy. In these figures, max-norm errors illustrate convergence of the computed
solutions at or near the expected rates for both resonant and non-resonant modes.
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Figure 9: At left a coarse grid representation of the disk G™®. At center is the E, field for a GDM eigenmode of a disk
with PEC BCs on grid g<1"'> at t = 1 computed using the fourth-order accurate ADE-GDM scheme with C.q = 0.9,
and at right is the error in the computed E, field.

-7.0e-8

Figure 10: At left a coarse grid representation of the cylinder G (. At center is the E, field for a GDM eigenmode
of a cylinder with PEC BCs on grid G® at t = 1 computed using the fourth-order accurate ADE-GDM scheme and
Cea = 0.9, and at right is the error in the computed F, field.
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Figure 11: Convergence study in |E|« and |P|e at ¢t = 0.7 and Cea = 0.9 for the eigenmodes of a two-dimensional
PEC disk (left), and a three-dimensional PEC cylinder (right) using the second- and fourth-order accurate schemes.
All computations use the Drude material with Sp parameters from Table 1, with corresponding resonant and non-
resonant roots of the dispersion relation given in Table 5.
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Figure 12: Convergence study in |E|«» and |P|o at ¢ = 0.7 and Ceqg = 0.9 for the eigenmodes of a two-dimensional
PEC disk (left), and a three-dimensional PEC cylinder (right) using the second- and fourth-order accurate schemes.
All computations use the Sgpm parameter set from Table 1, with corresponding resonant and non-resonant roots of
the dispersion relation given in Table 6.

6.5. GDM scattering from a PEC cylinder and a PEC sphere

In this example we consider the scattering of a dispersive TE-z plane wave from a PEC cylinder
in two dimensions and from a PEC sphere in three dimensions. The solution of the dispersive
model is determined analytically following the same steps as the classical solution for non-dispersive

eAlectromagnetics. The key is to solve a scalar Helmholtz boundary-value problem for scattered field
H:,

AHS = 1(s) H, (84)
with appropriate boundary conditions (the classical Mie series solution) in terms of Bessel functions.
Given the solution for H?, the electric field E is found from (79b) while the polarization P, is

determined from (10). Depending on the choice of s or 7(s), the solution may decay in space or
time. We take n = —k2, k € R, and solve for s from the dispersion relation (11).

. ‘| _‘ : |
2.0e-4

Figure 13: Scattering of a dispersive plane wave from a PEC cylinder. Solution at ¢ = 1.0 using the fourth-order
accurate ADE-GDM scheme and Ceq = 0.9. Left: coarse grid GV, Middle: E, at t = 1 for G®). Right: error in E,,.
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Figure 14: Left: component grids for the sphere. A spherical polar patch covers the main part of the sphere while
orthographic patches cover the polar regions. The orthographic patches have been shifted outward for illustration
purposes. At right is the computed scattered field E, at ¢t = 0.5 using Cca = 0.9 on grid GW,

In the present work, the computational domain in two dimensions consists of the region exterior
to a cylinder of radius R = 0.5 and interior to a surrounding square occupying the region [—2,2]?.
The composite overlapping grid for this computational domain consists of a thin boundary-fitted
annular grid, which cuts a hole in a Cartesian background grid. A coarse version of this composite
grid is shown in Figure 13. The computational domain in three dimensions is taken to be the
region inside the cube [—2,2]? and exterior to a sphere of radius R = 1 centered at the origin. The
composite overlapping grid for this geometry has one Cartesian background grid, and a series of grids
to represent the boundary of the sphere. The grids near the sphere (see Figure 14) consist of three
boundary-fitted patches, a spherical polar patch covering most of the sphere and two orthographic
patches over the two polar regions, thus covering the polar singularities in the spherical polar
patch. Additional details of the grids used here can be found in [7]. As before, we let GU) denote
the grid with grid spacing approximately equal to hj = 1/(105). The boundaries are taken as PEC
boundary conditions on the cylinder (respectively, the sphere) while the exact solution is given on
the far-field boundaries of the square. The incident field is a dispersive plane-wave propagating in
the z-direction, and given by E! = (0,?**~5!,0). The wave number in all cases is taken as k = 2,
and s is determined from the dispersion relation (20) with ck = 27 and GDM parameters Sxp from
Table 1.

GDM roots for the PEC cylinder and sphere
ck 2m

SR .9885130705264¢

SN 6.356198511198:

Table 7: GDM roots of the dispersion relation corresponding to set Sxp of GDM parameters shown in Table 1 for
for scattering from a PEC cylinder or sphere.

The roots of the dispersion relation corresponding to resonant and non-resonant modes are
shown in Table 7. The exact Mie series solution for the dispersive case is determined following
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Figure 15: Convergence study in |E|« and |P|« for electromagnetic scattering from a perfect electrical cylinder (left),
and a perfect electrical conducting sphere (right) using the second- and fourth-order schemes. All computations use
the Snyp parameter set from Table 1, with corresponding resonant and non-resonant roots of the dispersion relation
given in Table 7.

the process discussed in Section 6.1, and the computations determine the scattered field directly
by subtracting out the incident plane wave. This adds right-hand side forcing terms to the PEC
boundary conditions. In all cases the time step is chosen using C.q = 0.9.

Computations are performed for the Syp parameter set, which yields a purely dispersive wave
(i.e. the mode does not decay in time). This choice is made for physical reasons, since the problem
is set up to correspond to a wave coming from the far field and interacting with a scatterer. In
addition to a coarse version of the grid, Figure 13 shows the shaded contours of the computed E,
field as well as the error in F, for the problem of scattering from a PEC cylinder. The computed
solution from the fourth-order accurate scheme at ¢ = 1, and the error reveals the smoothness of
computed approximation and its error. Similarly, Figure 14 shows a coarse version of the composite
grid used for scattering from a PEC sphere, as well as shaded contours of £, at t = 0.5. More
quantitative information about the performance of the second- and fourth-order schemes is given
in Figure 15, which shows results of max-norm convergence studies for both the two- and three-
dimensional cases. The observed convergence rates are in very good agreement with the expected
rate for both second- and fourth-order schemes.

6.6. GDM scattering from multiple bodies

As a final example, we consider the scattering of a dispersive TE-z plane wave from a collection
of embedded bodies with different shapes as shown in Figure 16. This case demonstrates the
flexibility of the code to handle general complex geometries and provides an interesting comparison
between an incident resonant and non-resonant mode. The exact solution is not known in this case
and so computed solutions are compared on medium and fine resolution grids to illustrate grid
convergence. The composite grid for the problem is shown in Figure 16. The grid, denoted by
Qgg with target grid spacing As; = 1/(20j), covers the domain exterior to a collection of twelve
bodies. A boundary fitted grid is formed around each of the bodies. These are enclosed in an inner
background Cartesian grid of dimensions [—3,5.5] x [—3.5, 3.5], which itself in enclosed in a larger
and coarser Cartesian grid with dimensions [—7,9.5] x [—7.5,7.5] with double the grid spacing.
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Figure 16: Left: configuration for scattering of a plane dispersive wave from a collection of bodies. Middle and
right: the composite grid gfﬁg (coarsened for plotting purposes). A boundary fitted grid is generated near each body
and enclosed within a background Cartesian grid (blue) of similar grid spacing which itself is enclosed in a larger
background Cartesian grid (green) with double the grid spacing.

For this problem we take a dispersive material using parameter set Syp from Table 2. The
incident wave travels in the positive z-direction with k, = 4w. The non-resonant mode has s ~
—12.602356 ¢ and resonant mode has s ~ —.99714456¢. The boundary conditions on the bodies are
taken as perfect electrical conductors. The scattered field from an incident dispersive plane wave
is computed directly, in the usual way, by subtracting the incident field and adjusting the PEC
boundary conditions to be inhomogeneous. Far-field boundary conditions of Engquist-Majda type
are applied on the outer boundary; these are designed for non-dispersive materials and thus are not
as effective for the GDM material. Therefore the outer boundary is placed at a sufficient distance
away so that any errors from the far-field do not affect the solution near the scatters for the times
considered.

Figure 17 shows contours of the computed solution comparing a non-resonant and resonant
mode. The solution is computed using the fourth-order accurate algorithm on grid gr(jg and shown
at times t = 1 and ¢t = 5. The character of the resonant mode is clearly very different from the
non-resonant mode. Due to the complex geometry, the reflected waves are a combination of many
wave numbers and eigenmodes. The incident wave number k = 47 is the same for both cases but
the resonant mode has a much slower variation in time and it excites different modes of the system.
To assess grid convergence, Figure 18 compares the computed solution at time ¢t = 5 on grid gﬁg

with results for the finer grid gﬁg using the fourth-order accurate scheme. The results are nearly
indistinguishable.

7. Conclusions

Second-order and fourth-order accurate schemes have been developed for the solution of Maxwell’s
equations in second-order form with a generalized dispersion model (GDM). The dispersion model
has been treated in the time domain by augmenting Maxwell’s equations with a set of auxiliary
differential equations (ADE) for a set of polarization vectors. An analysis of the dispersion relation
for the ADE-GDM equations has been given, and the results of the analysis provides sufficient
conditions on the coefficients in the GDM model to ensure that solutions do not grow in time.
The numerical schemes are both three-level single-stage in time based on a Taylor time-stepping
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Figure 17: Non-resonant and resonant modes for scattering from a collection of PEC inclusions in a GDM material.
The solutions on grid gf;‘g are compared at times t = 1 and ¢t = 5. Results are from the fourth-order accurate scheme.

Figure 18: A comparison between solutions computed on grid gfﬁg, and the finer grid gfg, for the non-resonant

mode at time ¢ = 5. Results are from the fourth-order accurate scheme. The two solutions are seen to be nearly
indistinguishable.

approach. Finite-difference approximations are used in space, and composite overlapping grids
are used to represent complex geometry. The stability of the schemes are analyzed with a von
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Neumann analysis. The maximum stable time-step for both the second- and fourth-order accurate
schemes are shown to be essentially the same “CFL-one” condition as for the non-dispersive case.
Exact solutions to the ADE-GDM equations have been developed for eigenmodes of rectangular
and cylindrical domains as well as for scattering from a PEC cylinder and sphere. Numerical results
have been presented to confirm the accuracy and stability of the schemes for various geometries,
where overlapping grids were used to deal with general curvilinear boundaries. High-order accurate
treatment of interfaces between dispersive materials will be discussed in a future paper.

Appendix A. Properties of the GDM dispersion relation.

In this section we provide more details to the discussion in Section 2.2, regarding the conditions
on the GDM parameters for which there are no roots of the dispersion relation with R(s) > 0,
corresponding to growing modes in time. The dispersion relation (20) is simplified as a quartic of
the form

f(s)=s*+Bs*+Cs* + Ds+ E =0, (A.1)
where
B = b1 + aq,
C = (ck)® + by + ao,
D = (ck)by,

To determine if there are roots with positive R(s) of the polynomial (A.1), we can use the argument
principle from complex analysis to directly count the number of roots in the right-half plane'”
indicates that the number of roots N with R(s) > 0 satisfies the equation

/
2miN = 55 I g,
c f(s)
where the contour C encompasses the right half-plane. For simplicity, we take C to be the semi-circle

s = Re® for 6 € [—n/2,7/2] followed by the line s = —iy for y € [~ R, R], and subsequently take
the limit R — o0. For the general polynomial (A.1) with real coefficients, this yields the equation

2N =4 —sgn(B)[1 - sgn(B?E — BCD + DQ)]
—sgn(BC — D) [1 — sgn(B*E — BCD + D*)sgn(E)].

%A method based on this principle [53] that has been recently used in a rapid eigen-decomposition scheme [54].
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The necessary and sufficient conditions for all roots to have negative real parts are

B >0, (A.2)

E >0, (A.3)

BC —D >0, (A.4)

—B?E + BCD — D? > 0. (A.5)

In the present situation, we have assumed non-negative constants ag, a1 bp, and b1, which implies
non-negative B and F. In addition, the condition (A.4) leads to the inequality

aoa% + {[bo + (Ck‘)2](11 + aobl} + boby > 0,

which is clearly always satisfied since the parameters are all non-negative and so we have a sum of
non-negative terms. Finally, the condition (A.5) leads to the inequality

(ck)? [(a1 + b1)(aobr — a1bo) + abi(ck)?] > 0,

which can clearly be violated if a;1bg is sufficiently large. Therefore, a practical sufficient, but not
necessary, condition to avoid growing solutions is

a0b1 > albo. (AG)

Let us revisit this analysis using the Routh-Hurwitz theory [48]. We again investigate the
general polynomial equation (2.2), for which the direct application of the Routh-Hurwitz theory
yields the following necessary and sufficient conditions for all roots to have negative real parts

B >0,
E >0,

D
C—§>0,

BE

D_C7D>0.

B

Using the first two conditions, the latter two conditions can be reduced, and the result is that the
roots have negative real part if and only if

B >0,

E >0,

BC —-D >0,

—-D? + BCD — B*E > 0.

This result is in agreement with the result derived previously via contour integration, but with
these mechanics it is easier to derive conditions for the case of multiple polarization vectors. We
have not found a simple condition on the GDM coefficients to ensure no growth for IV, > 1, but the
Routh-Hurwitz conditions can always be checked numerically to determine if a given set of GDM
coefficients leads to roots with R(s) > 0.
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Appendix B. Fitting material properties using the GDM model

The Padé approximant is the best approximation to a given function (dielectric permittivity as
a function of frequency in our case) by a rational function,

. f0+f18+f282+...fM8M
€(s) = 5 N
go + 918+ g28* + ... gNS

(B.1)

and such approximations are often superior to polynomial approximations especially when the
function has poles or near poles (that correspond to resonances or near resonances in the physical
problem). Assuming real coefficients f; and g; with M < N, the rational function in (B.1) can
be written as a sum of terms (partial fraction decomposition) involving simpler rational functions
that takes the form of the GDM approximation

Np

~ agm + $a1.m
€(s) =€ + ’ ’ .
( ) mz=1 bO,m + Sbl,m + 52

(B.2)

The form (B.2) could be further reduced to a sum of terms with single poles, a ., /(80,m+S5), but this
would, in general, involve the introduction of complex coefficients for g ,, and o, that we wish
to avoid. The Debye, Drude, Lorentz, Sellmeier, and critical point (CP) models (or combinations
thereof) are all special cases of the GDM model,

cDebye(s) = “Drude(s) = 7 CLorents (5) -
€ S) = € S) = ——5 € S) = —7—7"5
Debye bl T s’ Drude b18 T 52’ Lorentz bO T b18 T 52’
N ag . o a ag + saj
6Sellmeier(s) = m7 6Critical—Point(s) = s — 5 + 5 _ ,B = bo + by + 52 (O%B € (C)

Choosing the coefficients in the GDM approximation to fit experimentally or numerically obtained
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Figure B.19: A comparsion of different model fits for the dieletric permittivity of gold compared to experimental
data [55]. The ERM model [56], which consists of one Drude and two critical-point terms is shown to provide a good
approximation over the wavelengths considered.

ellipsometry data is not a purely mathematical exercise. The fit should consider not only the
mathematical approximation error, but also the desired frequency range of interest and the phys-
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ical properties of the material,'* see [56], for example. Unfortunately, the purely mathematical
approach, where one simply fits the permittivity data with enough terms to get a prescribed error,
but without accounting for the physics, is potentially fraught with problems. The terms in such
a mathematical fit may, for example, introduce combinations of gain terms in a physically lossy
material. This situation may lead to numerical solutions that can grow in time when physically
they should decay, not to mention an unnecessary increase in computational costs. This explains
why it is important to know the mathematical properties of the GDM model so that constraints
can be placed on the coefficients to, for example, preclude growth in time when there should be
none; the constraints derived in Appendix A can be used for this purpose.

Experimental data for the permittivity of various materials along with theoretical fits can be
conveniently viewed and downloaded using the PhontonicsDB tool [57] on the nanoHUB [58].
Figure B.19, for example, show fits of the permittivity ¢ for gold, as a function of wavelength,
compared to experimental data from Johnson and Christy [55]. Shown are the results for a Drude,
Drude plus one Lorentz term, and the ERM model [56] which consists of one Drude and two critical-
point terms. The ERM model provides a reasonably good approximation over the wavelengths
considered. We also note that the GDM model has been used to directly fit theoretical models for
the dielectric function of graphene [59]. The theoretical models involve principal value integrals
that would be very difficult to treat directly in the time domain.

Appendix C. Algorithms for the second- and fourth-order accurate ADE-GDM schemes

In the following sections, we provide details of our efficient implementations of the second-
and fourth-order accurate schemes outlined in Sections 3.1 and 3.2, respectively. These algorithms
employ decoupled solutions of the linear operators in (28), (34) and (41) so that the updates of the
components of electric field and N, polarization vectors are performed explicitly.

Appendixz C.1. Algorithm for the second-order accurate ADE-GDM scheme

The implementation of the second-order accurate ADE-GDM scheme given in Section 3.1 is
provided in Algorithm 1.

The solutions for EJ(.) and PTOn,j at the start, n = 0, are determined from the initial conditions,
while the solutions at the first time step, n = 1, (lines 3 and 6) are evaluated using a Taylor series
in time. In the time-stepping loop (lines 10-20), the second-order accurate explicit updates for
Eg“’l and P"mfjl are determined in lines 15 and 17, respectively. To obtain the formulas for these

updates, we note that (23b) can be solved for P"erjl in terms of EJT‘H and a remainder,

At
Pt = = @m B El*! 4 B0 R, (C.1)
where ,, and R,, are defined on lines 7 and 12, respectively. Equation (C.1) can be summed

over m to determine PELH in terms of EJT‘H and another remainder. This equation for P?H is

substituted into (23a) and subsequently solved for EJTLH (line 15). Given E}”l, the values of an+jl
are found from (C.1) (line 17).

"1t is known, for example, that gold has at least two interband transitions in the violet/near-ultra-violet region
that should generally be included in the dielectric model.
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Algorithm 1 Second-order accurate ADE-GDM algorithm.

1: t=0,n=0;

2: Ej = E°(x;); > Initialize E using E(x;j,0) = E°(x;)
3t Ej = E%(x;) + E'(x;)At; o Initialize E using E(x;,0) = E°(x;), 0:E(x;,0) = E'(x;)
4: form=1,...,Np, do

5: P). i =P).(x;); o Initialize P, ; using Py, (x;,0) = P}, (x;)
6: P}, ;=P (x;) + Pl (x;)At; o Initialize P, ; using Pm(x;,0) = P}, (x;), 0:Pmx;,0) = P, (x;)
T Bm = (1 + % bl,m)il;

8: end for

9: B = % Zm dl,'m Bmv
10: while t < tfina do
11: form=1,...,N, do
12: R, = 2P}, — Pl + £ b1 Pl — At bo Pl 5 + At o B — 4L a1 B
13: end for
14: R=3 BmRm;
15 BT = (146" 0) 2B — BTN+ APCANE] + ;' X, {2Ph — Pith - ' R;
16: form=1,...,N, do
17: Pril = SLanm B BT 4 B Rns > (C.1)
18: end for
19: t=t+At,n=n+1;
20: end while

Appendixz C.2. Algorithm for the fourth-order accurate ADE-GDM scheme

The implementation of the fourth-order accurate ADE-GDM scheme given in Section 3.2 is
provided in Algorithm 2.

The numerical solution values at first time-step, n = 1, (lines 3 and 6), are determined using a
Taylor series in time. These series use higher time-derivatives of the initial conditions that can be
derived by using the governing partial differential equations to replace time derivatives in terms of
known spatial derivatives at ¢ = 0. For example, the second time-derivative of P,, can be evaluated
at t = 0 using

Pi0(x5,0) € a1,m B (x5) + 20,mE (%) = b1 P, (35) = bo.m P, (7).
In the time-stepping loop (lines 8-36), temporary second-order accurate updates are computed
first in lines 10-23 (see Appendix C.1), which are then used to compute derived quantities, such

as [@P:@]; (line 19). The fourth-order accurate explicit updates for E}‘H and P’,};;l are then
performed in lines 31 and 33, respectively, using formulas obtained from (32) and (35) in an

analogous fashion to the second-order updates. In particular, (35) can be solved for Pijl in
terms of E}LH and a remainder,

1 At At?
n+l _ _— =" =" n+1
Pm,j = o [(al,m 5 + agm e > Ej + Rm] , (02)
where ~,, and R,, are given in lines 26 and 27, respectively. Summing (C.2) over m leads to an
equation for P}”l in terms of E}‘H, and then substituting this equation into (32) and solving
for EJT‘H leads to the update on line 31. Given EJT‘H, the values for anJrjl can then be evaluated
from (C.2) which gives the update on line 33.
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Algorithm 2 Fourth-order accurate ADE-GDM algorithm.

1: t=0,n=0;
2: form=1,...,N, do

3 PO =PL(x); PlLj=PY(xj)+PL(x)AL + Prore(x5,0) 28 + Posee(x5,0) 2 & Init. PY, ; and P}, |
4 Bm=(1+ 5 bim)
5: end for ) .
6 B =B Bl = Bn) + G By 0)F + By 05 = Tnit. B and B}
. = t dlm ms
m ?
8: while t < tfina do
9: // Evaluate second-order accurate predictions E*j"Jr1 and P*Zf}
10: form=1,...,N, do
11: R, = 2P}, — Pt 4 5L by Pl — A2 bo Py, 5 + A o, mEf — 5 d1,m B
12: end for
13: R=3 BmRm; > Full right-hand side for polarization prediction P

14 BT = (146 8) 2B - BT 4 ARCARE] + ' %, (2P0 - Ph} -« R);
15 [aB*] = (B*]" —EfT)/(2A0);  [o7EF]) = (B*)TT - 2B + E)T)/AL%

16:  [A2n0E*]] = Aoy (B*] " — EJ71)/(2A0);

17: form=1,...,N, do

18: P*Zf} = &L a1 m Bm E*f“ + Bm Rin; & Second-order accurate prediction (C.1) for P*:ﬁ:rjl
19: [0:PL] = (P*5 — P 1)/(2A0);
20: [OPPE ]} = b, [0ePR ]} + b6 P,y + a6 By + i, [0 B* ] + af?), [7E* ]}

21: end for
n+1 n+1
22:  PHTl=3% P

m,jo
7 1 n n— k — k
23 [Aon@P*]] = Aon(P*)T1 — 2P + PITY/AL [REF]] = [Awmd B — ot [07P*] ]
24: // Evaluate fourth-order accurate updates.
25: form=1,...,N, do
2

26: Ym = 1 + bl,m% + bO,m%;
27: Ron = (14 b1m A% ) (2P0 = Poyt) + A bun Pl — A bomPh j + A o, Ef

— . 2 n— 2 n - 2 n
8 — 0 A5 (2B — By ) b B[R] — S 1R
28: end for )
29: VE = Yim (_alym% — ao,m %) [¥m; Rp =2, Rin/ym;
30:  Rp = 2B — B} + APCARE] + ;' %, 2P0y — Pit b+ 85 ((2000)°Ef — e[ Aon PP )
31: E}“’l = (veRp — RE)/(€61’YE —1);
32: form=1,...,N, do
33: let]l = V;IRm + ’77711 (al,m% + ao,m %) E;rH;
34: end for
35: t=t+At,n=n+1;
36: end while
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