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Abstract

Two-dimensional materials such as graphene have
become crucial components of most state-of-the-art
plasmonic devices. The possibility of not only generat-
ing plasmons in the terahertz regime, but also tuning
them in real time via chemical doping or electrical gat-
ing make them compelling materials for engineers seek-
ing to build accurate sensors. Thus, the faithful model-
ing of the propagation of linear waves in a layered, peri-
odic structure with such materials at the interfaces is of
paramount importance in many branches of the applied
sciences. In this paper, we present a novel formulation of
the problem featuring surface currents to model the two-
dimensional materials which not only is free of the artifi-
cial singularities present in related approaches, but also
can be used to deliver a proof of existence, uniqueness,
and analytic dependence of solutions. We advocate for a
surface integral formulation which is phrased in terms
of well-chosen Impedance-Impedance Operators that
are immune to the Dirichlet eigenvalues which plague
the Dirichlet-Neumann Operators that appear in clas-
sical formulations. With a High-Order Perturbation of
Surfaces approach we are able to give a straightforward
demonstration of this new well-posedness result which
only requires the verification that a finite collection of
explicitly stated transcendental expressions be nonzero.
We further illustrate the utility of this formulation by

Stud Appl Math. 2021;147:527-576.

wileyonlinelibrary.com/journal/sapm 527


https://orcid.org/0000-0002-7424-9832
mailto:davidn@uic.edu
https://wileyonlinelibrary.com/journal/sapm
http://crossmark.crossref.org/dialog/?doi=10.1111%2Fsapm.12389&domain=pdf&date_stamp=2021-05-10

528 NICHOLLS

displaying results of a High-Order Spectral numerical
implementation which is flexible, rapid, and robust.

KEYWORDS

graphene, Helmholtz equation, High-Order perturbation of sur-
faces methods, Impedance-Impedance Operators, layered media,
two-dimensional materials

1 | INTRODUCTION

Graphene is a single layer of carbon atoms first isolated experimentally in 2004 which resulted
in the awarding of the 2010 Nobel Prize in Physics to Geim® and Novoselov.* One of the notewor-
thy properties of graphene is that its plasmons are excited in the terahertz regime® which is of
extraordinary interest to engineers. For a complete introduction to graphene including applica-
tions, modeling, and device design, we direct the interested reader to the survey article of Bludov
et al® and the text of Goncalves and Peres.’

For this reason, the capability of simulating linear waves interacting with a periodic, layered
structure with graphene present at the interfaces is supremely important in many branches of
science and engineering. Examples, with or without graphene, are easy to find from acous-
tics (e.g., remote sensing,® nondestructive testing,” and underwater acoustics'?), to electromag-
netics (e.g., extraordinary optical transmission,'' surface enhanced spectroscopy,'> and surface
plasmon resonance [SPR] biosensing'*'%), to elastodynamics (e.g., full waveform inversion'>'¢
and hazard assessment'”'®). In regards to the SPR phenomena which arises in many areas of
nanophotonics,'*~?! due to the strength of the plasmonic effect (the field enhancement can be sev-
eral orders of magnitude) and its quite sensitive nature (the enhancement is typically only seen
over a range of tens of nanometers), such simulations must be very robust and of high accuracy
for applications of interest. For this reason, we have a particular interest in High-Order Spectral
(HOS) algorithms?>~** which deliver high fidelity solutions with great efficiency.

1.1 | Overview of numerical approaches

Engineers and scientists have used all of the classical numerical algorithms for the simulation
of this problem (e.g., Finite Difference Methods,”>?® Finite Element Methods,?”?® Discontinu-
ous Galerkin Methods,” Spectral Element Methods,*° and Spectral Methods?*#3!3%), However,
such volumetric approaches are greatly disadvantaged with an unnecessarily large number of
unknowns for the piecewise homogeneous problems we consider here.

Surface methods can be orders of magnitude faster when compared to the volumetric algo-
rithms discussed above primarily due to the greatly reduced number of degrees of freedom
required to resolve a computation, in addition to the exact enforcement of far-field boundary con-
ditions. Consequently, these approaches are an extremely important alternative and are becoming
more widely used by practitioners. Paramount among these interfacial methods are those based
upon Integral Equations (IEs),>* ** however, these face difficulties. Most have been addressed in
recent years through (i) the use of sophisticated quadrature rules to deliver HOS accuracy, (ii) the
design of preconditioned iterative solvers with suitable acceleration,** and (iii) new strategies to
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avoid periodizing the Green function.***%* Consequently, they are a compelling alternative (see,

e.g., the survey article of Ref. 42 for more details), however, two properties render them noncom-
petitive for the parameterized problems we consider as compared with the methods we advocate
here:

1. For geometries specified by the real value € (here the deviation of the interface shapes from
flat), an IE solver will return the scattering returns only for a particular value of €. If this value
is changed then the solver must be run again.

2. The dense, nonsymmetric positive definite systems of linear equations which must be inverted
with each simulation.

As we advocated in Refs. 44, 45 a “High-Order Perturbation of Surfaces” (HOPS) approach can
effectively address these concerns. More specifically, we argued for the method of Field Expan-
sions (FE) which traces its roots to the low-order calculations of Rayleigh*® and Rice.*’ The High-
Order version was first investigated by Bruno and Reitich**=>! and later enhanced and stabilized
by the author and Reitich®>>* with the method of Transformed Field Expansions (TFE). These
formulations maintain the advantageous properties of classical IE formulations (e.g., surface for-
mulation and exact enforcement of far-field conditions) while avoiding the shortcomings listed
above:

1. As HOPS methods are built upon expansions in the deformation parameter, ¢, once the Taylor
coefficients are known for the scattering quantities, it is simply a matter of summing these
(rather than beginning a new simulation) for any given choice of € to recover the returns.

2. Due to the perturbative nature of the scheme, at every Taylor order one need only invert a sin-
gle, sparse operator corresponding to the flat-interface, order-zero approximation of the prob-
lem.

Regardless of the strategy employed, the precise formulation of the problem can strongly influ-
ence the performance of any of these numerical methods. Of particular note, when there are
internal layers present in the structure, a wise formulation will avoid the “Dirichlet eigenvalues”
present for such domains. In short, if Dirichlet traces are used as data at these interfaces, “arti-
ficial” singularities can be introduced which are not exhibited by the full, coupled system. More
specifically, many formulations utilize Dirichlet~-Neumann Operators (DNOs) (e.g., Refs. 54-56)
where one can explicitly compute layer thicknesses where the underlying Dirichlet problem deliv-
ers a nonunique solution. One approach to eliminating this artificial source of singularity is to uti-
lize “Impedance-Impedance Operators” (IIOs) as advocated by Gillman et al.>* On interior layers,
these I10s can be constructed to be unitary so that not only are their eigenvalues nonzero, they
are restricted to the unit circle in the complex plane giving a very well-conditioned algorithm.*’->8

1.2 | New contributions

In this publication, we demonstrate how a formulation of this layered media problem as a linear
system of equations, AV = R, cf. (15), in terms of well-chosen IIOs can deliver a rigorous demon-
stration of the existence, uniqueness, and analyticity of solutions with respect to the interface
deformation parametere, V = Z:ozo V,&". More specifically, our problem statement includes sur-
face currents at the layer interfaces which are often used to model the effects of graphene (or other
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two-dimensional materials).”-°° By fortuitous combinations of the boundary conditions and iden-
tification of new unknowns (impedances), the problem is rewritten in terms of generic IIOs. This
contrasts with the most natural strategy of using Dirichlet and Neumann traces as unknowns in
the unmodified boundary conditions which, in turn, leads to the introduction of DNOs that may
cease to exist due to Dirichlet eigenvalues of the governing equations. With a careful choice of par-
ticular 110s, an existence, uniqueness, and analyticity theorem can be proven using the method
of TFE>*%!: Unique solutions V,, exist and satisfy the estimate |V, ||xs < CB", cf. Theorem 2. This
result is novel in the presence of surface currents and should not only be of interest to the com-
munity, but also points to a stable and highly accurate numerical algorithm. While the result can
be definitively stated for the case of two layers and one interface in the absence of a surface cur-
rent, for three or more layers, or in the presence of surface currents, a sequence of explicitly stated
transcendental equations must all be nonzero to deduce the theorem. While this state of affairs is
not ideal, the conditions are readily verified given a particular configuration.

Regarding the algorithm, we report on a numerical realization of our novel formulation com-
plete with implementation details and a validation by the Method of Manufactured Solutions
(MMS).>-%* With this code we not only revisited a well-known simulation from the literature,’
but also investigated a natural generalization which demonstrates compelling behavior which
should be of interest to engineers designing sensing devices.

The rest of the paper is organized as follows: In Section 2, we recall the governing equations
for scattering of linear waves by a laterally invariant periodic layered medium featuring surface
currents in either Transverse Electric (TE) or Transverse Magnetic (TM) polarization, with a par-
ticular discussion of transparent boundary conditions in Section 2.1. In Section 3, we describe a
nonoverlapping Domain Decomposition Method in terms of IIOs. The main existence, unique-
ness, and analyticity theorem is stated and proven in Section 4. The key to this proof is the analysis
of the linearized operator which is given in Section 5. We close with numerical results in Section 6.
We give implementation details in Section 6.1, describe validation by the MMS in Section 6.2, and
investigate graphene surface plasmons (GSPs) on single and double sheets of graphene in Sec-
tion 6.3. We also describe details of our formulation in an extensive set of appendices. We compute
the IIOs relevant to our considerations explicitly in the case of infinitesimal interface deforma-
tions in Appendix A (with particular reference to the upper, lower, and inner layers in Appendix
Sections A.1, A.2, and A.3, respectively). The analyticity of the IIOs with respect to boundary per-
turbations is stated in Appendix B, while the analogous results for the magnitude of the normal
vector and components of our linearized operator are given in Appendices C and D, respectively.
We close with consideration of the particular cases of M = 1 interface (two layers) and M = 2
interfaces (three layers) in Appendices E and F, respectively.

2 | GOVERNING EQUATIONS

We now generalize the two-layer formulation of our problem found in Ref. 56 by considering a
multiply layered, y-invariant, medium with M interfaces at

z=aMm + g(m)(x), 1<m<M,
which are d-periodic

gM(x+d)=gMm(x), 1<m<M,
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FIGURE 1 Five-layer problem
configuration with layer interfaces

z = a™ + g(™(x), and artificial boundaries
z=aandz=a

separating (M + 1)-many layers which define the domains
SO = {(x,2)|z>a® + gV (x)},
S == {(x, z)|a"+D + gmtD(x) < z < a™ + gM(x)}, 1<m<M-1,
SM) = {(x, 2)|z<a™) + gM)(x)},

with (upward pointing) normals
N = (=3,g™x), DT, 1<m<M;

see Figure 1.

The (M + 1) domains are filled with homogeneous materials of permittivities ¢ (0 < m <
M) where the uppermost layer must be a dielectric so that ¢(©) € R*. We assume that polarized
monochromatic plane-wave radiation of incidence angle 9, frequency w, and wavenumber k© =

VeOky, ky 1= w/cy (g is the speed of light), illuminates the structure from above

pine = eit-wttax—y©02) o — 1O gin(g), 7@ = k© cos(6).

It is straightforward to generalize the governing equations derived in Ref. 56 to (M + 1) many
layers by choosing as unknowns, v(™(x, z), the laterally quasiperiodic

v (x +d, z) = evM(x,z), 0<m<M, )

transverse components of either the electric or magnetic fields. These reduced fields satisfy the
Helmholtz equations

Av™ 4 e(’”)k(z)v('") =0, inS™, 0<m<M, )
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where k(™) = 1/e(mk,, which are coupled through the Dirichlet and Neumann boundary condi-
tions at z = ™ + g(’”)(x), 1<m<M,

-1
p(m=1) _ (m) 4 |N(m)| pmrmg . pm = gm), (3a)
Tm=Dg o pMm=D) — gmg o pm) 4 ‘ N(’”)‘ s(Mp(m) = ¢(m=1),,(m) (3b)

where for TE or s and TM or p polarizations,
ik &(m
L) _ 1, TE, Sm) ikyc'™, TE, P = 0, TE,
1/6m, TM, 0, T™, ¢ /(iky), TM,

D) 1= —v(x, a®) + gD (x))

and

= —ellax—rP(@W+gM(x)) (3¢)

v(l)(x) = [aN(l) UinC(x, Z)] 2=a®W+gM(x)

= (iY@ + (ia)d, g(l))ei(orX—y(O)(a(U+g(1)(X)))_ (3d)
In our model, we will enforce that £/ = (™) =0 (2 < m < M), however, as we see, it is no
impediment to the method if we set these to any nonzero function. We point out the nondi-

mensional surface currents 4™ which will be used to model the presence of a two-dimensional
material.>*%"

Remark 1. The correct modeling of the electromagnetic properties of graphene is still an open
question . Many choices can reasonably be made for the surface current to accurately emulate the
presence of a graphene sheet, and for this we choose a Drude model®’ of the form

D™ ey P77 Jhy—inw T°T 2n°

where e < 0 is the electron charge, y is the relaxation rate, and Er > 0 is the (local) Fermi level
position. For instance, in Ref. 6 the authors chose values Er = 0.45eV and I' : = iy = 2.6 meV.
2.1 | Transparent boundary conditions

Regarding far-field boundary conditions, we choose the upward/downward propagating wave
conditions (UPC/DPC).% For this, we introduce the planes

z=a>a® 4+ ’g(l)’m, z=a<a™ - ‘g(M)’Lm,
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define the domains
S:={z>a}, S:={z<a}
and note that we can find unique quasiperiodic solutions of the relevant Helmholtz problems

on each of these domains given generic Dirichlet data, say ¢(x) and u(x). For this, we use the
Rayleigh expansions*® which state that

[se]
U(O)(x,z) = Z qspeianJriy(PO)(z_a), in §,
p=—c0
& it x—iy™ (z—a) )
U(M)(x,z) = Z ’apezapx iyp (z=0) inS,
p=—co

where
1 /¢ -
¢p = 7 /O ¢(x)e" P dx

forpeZ meo,.., M},

a, :=a+ <%T>p, yg”) i= ek —az, Im{yg")} > 0.

We note that if €™ € R* then

o . JVErk —ap,  pe v,
P i\/oclz, - e(m)ké, peuUm,

and the set of propagating modes is
vm ={peZlaj <k}

We point out that

vO(x,q) = Z queiapx = ¢(x),

p=—o0

e8]
oM @)= Y fpet = p(x).

p=—o0
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With these formulas, we can compute the outward-pointingNeumann data at the artificial bound-
aries

o)

0,00, = Y iy =: TO[(x)],

p=-c

8.0M(x, @) = ) (=iry e =1 TMD[u(x)],

p=—c0
which define the order-one Fourier multipliers, {7 7O
With these operators, it is not difficult to see that quasiperiodic, upward propagating solutions
to the Helmholtz equation
Av©® + O2v©® =0, z>a® +gW(x),

equivalently solve

AV + €O)2u© = o, a4+ gV(x) <z <, (52)

3,00 + TO[RO] = o, z=a. (5b)

Similarly, one can show that quasiperiodic, downward propagating solutions to the Helmholtz
equation

AvM) 4+ D2y = 0, z < g™ + gM(x),
equivalently solve

AvM) 4 D2y (M) = g, a<z<aM 4 gM(x), (62)

8,0 — TMD[(D] = z=a. (6b)

Remark 2. We point out that the conditions (5b) and (6b) specify solutions which satisfy the UPC
and DPC of definition 2.6 in Arens.® It is these two conditions which guarantee the uniqueness
of solutions on the unbounded domains {z > a} and {z < a}.

3 | ANONOVERLAPPING DOMAIN DECOMPOSITION METHOD

There are many equivalent formulations of our governing equations, (1), (2), (3), (5b), and (6b),
but several classical approaches contain unnecessary flaws which we would prefer to avoid. In
particular, when utilizing a nonoverlapping Domain Decomposition Method, as we choose to do
here, one must be careful to select interface unknowns which do not induce needless singularities.
Principally what we have in mind are the “Dirichlet eigenvalues” which arise when Dirichlet
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data are selected as a boundary unknown on an interior layer. To fix this, we follow the lead of
Després®® 0% by pursuing II0s which can be constructed to exist at all values of k(™.
To begin, we consider the order-r Fourier multiplier operators, {Y{™), Z(™m},

s [s9)
YOUlg) = 2 Y;M)épeiapx, zm[g] := Z Zl(Jm)i’Pei“Px,

p=—oco pie
iVl |27) ~ (1 |p|2>r/2, refo, 1,

acting on the generic function ¢(x) with (generalized) Fourier coefficients ¢3p defined in Sec-
tion 2.1, and rearrange the boundary conditions (3) by the matrices

—_ym _g
P = ( Z(m) —I> :
These we require to be invertible (so that all steps can be reversed) which can be accomplished by

insisting that (Y™ 4+ Z(™) be invertible.
Applying the operators P™ to (3) and changing to the new set of (impedance) unknowns

UME(x) 1= —tM3 i1y 0™ — Y+D [, 0<m<M-1,
UM (x) 1= 70md, om0 — ZM[pm)], 1<m<M,
UM (x) 1= =28y neny 0™ + ZM+ D[], 0<m<M-1,
UM (x) 1= 70Md 0™ + Y MM, 1<m<M,

the equations, (3), become

U=t 4 gima 4 pmymau . Fonggoma - ¢om), 1<m<M, (72)
gon=D¢ 4 gima 4 GImyma 4 Gmgemu = yom), 1<m<M.  (7b)
In these
¢M(x) 1= —gm=Dylm) _ ymygmy, 1<m<M,
¢(M)(x) c= —g(m=1),(m) 4 Z(m)[f('")], 1<m<M,
and
Flm) . _ _y(m) [p(m)’N(m)l_ly(m) + S(m)‘N(m)'I] (Y™ 4 Z0my-1 (8a)
Fm) . _y(m) [p(Vn)‘N(m)’_IZ(M) _ S(M)‘N(m)‘l] (Y 4 zmy-1 (8b)
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536 NICHOLLS
Gm - — 7(m) [p(M)'N(M)’_ly(Vn) + S(M)iN(M)H (Y™ 4 Zmy-1 (8¢)
Gm) - = z(m) [p(m)|N(m)|_IZ(m) _ S(m)|N(M)|I] (Y 4 z0m)-1, (8d)

We can simplify these equations with the introduction of suitable surface integral operators, in
this case 110s.

Definition 1. Given an integer s > 0 and any & > 0, if g") € C5*3/2+9 then, for order-r (r = 0,1)
Fourier multipliers {Y("), Z(M}, if a unique quasiperiodic solution exists of

Av©® + eOk2v©® =0, al +gM) <z <7, (%)
3,00 + TO[HO] = 0, z=a, (9b)

we define the Upper 110
QU = Q(a, a®, gM[U©] : = O = —1(05,,4,v©@ 4 zWp©), (10)

Definition 2. Given an integer s > 0 and any § > 0, if g™) € C5+3/2+9 then, for order-r (r = 0,1)
Fourier multipliers {Y™), Z(M)1 if a unique quasiperiodic solution exists of

AvD 4 MDR2H0D = g, a<z<a® g (11a)
5ZU(M) — T(M)[U(M)] =0, z=a, (11c)

we define the Lower I10

STUGDA] = §(a, a®D, gODYUMDU] 1= FODU = ODZ 0D £ YODLOD (1)
Definition 3. Given an integer s > 0 and any § > 0, if g™, g("*1) e C5+3/2+9 then, for order-r
(r = 0,1) Fourier multipliers {Y (™, y(m+1) z(m) z(m+11 if 3 unique quasiperiodic solution exists

of

AV 4 eMZp(m = o, am+D) 4 gm+l) < 7 < g(m) 4 gm) (13a)

8518017 SUOWILLIOD BAIIE81D) 3(eotidde auy Aq peusenob aie SS[oNe YO '8s J0 S3[NJ 104 ARiG1T8UIIUO AB]IAM UO (SUORIPUOD-PUE-SWBI WO A8 1M ARe1d) 1 BUTIUO//SANY) SUORIPUOD pUe SWIS L 843 38 *[5202/T0/0T] U0 AfiqiTauliuo AB1IM ‘sioul|] JO AVSRAIUN Aq 68€2T WdeS/TTTT OT/I0P/W00 A8 I AReIq 1)puljU0//:SdNY WO pepeojumod ‘Z 1202 ‘0656.97T



NICHOLLS | 537
T(m)aN(m)U(m) — zm),(m) — U(rn),u’ z=a™ 4 g(m), (13b)
— 7™M sy 0™ — YD) = ym.€ z = qmtD) 4 gm+l) (13¢)

we define an Inner IIO

Um.u Um.u
RO™ [(U o t,)] _ ROM(g(m, gm)_gm+D)_ glmtD)) [(U o
RmMuu p(m),ut U(m),u
= <R(m),6’u R(m),ff) <U(m),f>
L gmu 3 T(m)aN(m)v(m) + Y(m)y(m) 1
= ome ) =\ Zemg o 4 ZomDyem |- (14)

Remark 3. For use in Section 5 we describe, in Appendix A, formulas for these I10s when the
grating interfaces are infinitesimal which we model by quasiperiodic solutions in the case g™ = 0.
Furthermore, for use in Section 4 we state analyticity properties of these IIOs in Appendix B.

Remark 4. As far as we are aware, it is still an open problem to determine which particular choices
of operators {Y(’”), VA (’”)} deliver unique solutions. However, it is known that if

d d
Im{/ (YMe)p dx} >0, Im{/ (zme)e dx} >0,
0 0

then (9), (11), and (13) are well-posed (see, e.g.,’®). However, we will provide more precise and
readily verified, though more complicated, characterizations in (A1), (A3), and (A7).

In terms of this notation the boundary conditions, (7), become
ym=0.t 4 pmym.u 4 (1 4 FemyRm.uu[gm.u] 4 gmut gm).e]y
=¢mM 1<m<M-1,
yM-Df 4 pMyMu g (1 4 FOMYSIuMIu] = ¢M)
and
QLU + (I + GWYuM¥ 4 GORMuu[yu] 4 RO TML]) = ),
ROm=D.tujy(m=1u] 4 pim=DLEm=1.L] 4 (] 4 gim)yimu
+ GM(RMuuymu] 4 RIMut gty = (M 2 <m <M -1,

RM-DtufyM-Du]  RM-DLE[M=D£] 4 (] 4 GM)yMDu

+ GODS[UMDu] = M),
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We write this more compactly as
AV =R, (15)
where
U1
yMu ¢
UL e
V= : , R:=| : |
UM-Du ¢
yM-1.¢ e
U.u
Also
DD y® ¢ 0 0
L® D@ y® ¢ 0
o - 0 0
Alo 0 o~ w0 | (16a)
0 0 LWM-1) pWM-1) yM-1)
0 o o LM pM™
where
(I + Fm)RImue ¢
U = < oot o) 1SmSM-1, (16b)
and
0 0
L0 = <0 R €u> , 2<m<M, (16c)
and
p® - (! FO 4 (I + FWO)RMuu 16d
“\Q U +GW) + GWRWuu | (16d)
I FW 4 (1 4 Fim)Rim)uu
(m) — —
D = (R(m—l),ff (I + G 4 GomRomau ) > 2sm=M-1, (16e)
I FM (14 FM
DM = < +{I+ )S>. (16f)

RM-DLE (1 4 GID) 4 GMD
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4 | ANALYTICITY OF SOLUTIONS

We pursue the existence, uniqueness, and analyticity of solutions of our governing equations,
(15), by a perturbative approach. For this, we will demonstrate that the operator, A, and data, R,
are analytic with respect to interface deformations, g, and use the regular perturbation theory
outlined in Ref. 55 to establish the analyticity of V. More precisely, if we assume that

gM(x) =efM(x), 1<m<M,

for ¢ sufficiently small and f(") smooth enough (at least C3/2*¢ for any & > 0; see Theorem 2),
view (15) as

A(e)V(e) = R(e) 17)
show that A and R are analytic with respect to € so that
6 9] [So]
Ae) = Z A", R(e) = Z R,¢",
n=0 n=0
then we can seek a solution

V=V() =) V", (18)
n=0

which will be shown to converge strongly in an appropriate function space. Upon insertion of (18)
into (17) we find, at order O(¢"),

n—1
AoV, =R, — Z Ay¢Vy,
=0
or
n—1
V, = A;! an - An_gvgl . (19)
=0

For this, we take advantage of the fact that the IIOs introduced above depend analytically upon
¢ provided that the f(™ are smooth enough. These assertions are made more concrete in the
theorems presented in Appendix B.

In regard to Equation (15) it is not difficult to show that

(&)
n
@
n
R,=| ¢ |, (20)
)
n
1)
n
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where
¢ = O -y O[],
90 = =D + 20 [g1],
and ¢ = (™ = 0,2 < m < M. In these
6 ; ©) g (f(l)(x))n
£, (x) = —ell@x—ra )(—iy(o))”T
V00 = (rOEP ) + (@, NHED,,
and §(_11) = 0. In addition
pPul o o 0
L? D? u? o 0
0 - 0 0
An = 0 0 . . . 0 (21)
0 0 LSzM_l) DEqM_D U;M—l)
0 o o M p}
where, for n = 0,
m(m) \ p(m),ut
I+F )R 0
Uf)m)= ( 0o )7 1<m<M-1, (22a)
é(m) R(m),uf
0 0
L= (2 L), 2<m<M, (22b)
0 oOR," -
o (D)) p(Dsun
o[ TR (r+F )R 20
* o, (1 + Gé”) + GLRD
(m) ~(m) \ (m),uu
- IR+ (1+F )RS
Dy " = ou-ee (m) ~(m) o (m)uu | 2sms<M-1, (22d)
RV (14657 ) + GURY™
(M) (M)
FM 4 (I +F )SO
Df)M) _ 0 0 (22e)

= | go-niee anY , st |’
R (1+65") +6"s,
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and
F(m) —Yym[pmym 4 gm)jy(m 4 zm)-1 (23a)
F(()m) c= —Ym[pim Zm) _ m)|y(m) 4 Zz0m))-1 (23b)
G 1= Zm[ptmy(m 4 s(m(y(m 4 Zz(m)=1, (23¢)
GUW 1= Zm[ptmz(m) — sty 4 Z(m)y-1, (23d)
Meanwhile, for n > 0,
(m),ut n (m) p(m),ut
(m) R 0 Fp 4Ry 0
U — n + 1<m<M-1, 24a
n < 0 0> Z (G;m)ngm) ut 0 ( )
0 0
LI(1M) = <0 R(m 1), €u> 2<m<M, (24b)
p [ © F 4+ R z": 0 £V R 240)
n Qn Gl(ql) Pt Gl(11)th(Zl) U
) 0 Fim +R(m),uu " (o F'(m) R(m) uu
D™ = ¢ no Tt ¥ 2<m<M—1, (24d)
n R’(1m 1),6¢ G,gm) Z 0 G;(qmzR((;n) R7i7)
(M) n (M)
F,
D,(,lM) = (Mf)l)’ff Fr (M) > Z <0 (M)S > (24e)
RY GV “\ocs
where, from (8),
F™ .= Y(’")[ Y(”‘) + s('")|N(m)| ] (Y™ 4 z0my-1, (252)
-1
£ = _ym) [p ] Z(m) _ S(m>| N(m>|n] (Y 4 z0my-1 (25b)
¢™ = (m)[ (m)| N(m>| ym 4 S(m>| N(m>| ](ym) + Zm)-1, (25¢)
n
G .= Zm [ ~gm) _ gm) v ] (Y 4 zmy-1, (25d)
n n
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and the forms for [IN?™)|, and |N (’”)|;1 are given in (C1) and (C2), respectively.
The relevant result from Ref. 55 states the following.

Theorem 1. Given two Banach spaces X and Y, suppose that:
1. R, €Y foralln > 0, and there exist constants Cy > 0, B > 0 such that
IR, lly < CrBg.
2. A, : X > Y foralln > 0, and there exist constants C4 > 0, B4 > 0 such that
lAnllx_y < CaBj,

where || - ||x_y is the operator norm.
3. Aal 1 Y — X, and there exists a constant C, > 0 such that

a3 <<

Then, Equation (17) has a unique solution, (18), and there exist constants Cy, > 0 and By, > 0 such
that

IVl < CyBy, (26)
foralln > 0 and any
Cy > 2C,Cg, By > max{Bg,2B,4,4C,C4B4}.
This implies that, for any 0 < p < 1, (18), converges for all € such that Be < p, thatis, € < p/B.

To begin, we recall the classical L?-based Sobolev classes of d-periodic surface functions with
s-many weak derivatives (s > 0)°%7°

H(d) 1= {§(x) € L@ | ||]l,ys < o0},

where
O 2
Il = Y [&] 0> (o) =1+ 1pP%
p=—

These spaces can be defined for s < 0 by specifying that H~* be the dual of H*.°7° In addition,
we remember, for integer s > 0, the space C*(d) of continuous functions with s-many continuous
derivatives. If s is not an integer then these refer to the classical Holder spaces.®>”! We will also
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require the vector-valued version of these spaces,

U©.?
UDu
X5d) =4V := : Um0t e g5(d); UM™* € H5*(d);1 <m <M §,
UM-1.¢
UMu

where we define the extra smoothness sometimes mandated in TM polarization,

0, TEorTM (r =0),
fim r=0) @)
1, TM(r =1),
and
Ut
UDu
Yid) :=qVi=| um=¢ ymu e H5(d);1<m <M.
yM-1).¢
UMu

These spaces have the norms

2

s+t |
2

s |

We will need the following result on analyticity of the norm of the vector [N, its reciprocal
[N (’”)l‘l, and the functions {F(’”), Fm gm) G(m)}. The proof is presented in Appendix C.

2 i 2
i 1= 3 o], + o

and

2 M _ 2
vz, =Y {HU(m velf 4 o
m=1

Lemma 1. Given an integers > 0, an integerr € {0,1}, and any & > 0, ift is defined by (27), f™ €
CSH1+3/2%9 and W € H**!(d), then the expansions

Nerler= S veo] e e o= 3 e e

Fm(g) = Z F;m)s”, Fm(e) = Z F;m)sn,
n=0 n=0

[e) (s
GM(e) = Z GMen,  GIm(e) = Z GUMen,

n=0 n=0
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converge strongly satisfying the estimates

Hn—1
I)N

Dn—l
N ~
< Ky——m—,

CsH+r+3/248 N (n+1)2

< Ky—m—,
COs+r3/2+48 N (n+1)2

‘ v

‘ v

n n

-1 -

D D
(m) F ~(m) > F
EPW < Koo Wl [0 < R Wl

n—1 n—1

Wl |G W]

IW g+

for universal constants Ky, Ky, Kp,Kp,Kg,Kg > 0 and Dy, Dy, D, Dp, Dg, Dg > 0.

G|

G G
<Kg—2 — <Rk.—_G6
B %+ 1)2 o S(n+1)?

Beyond this, we require the analyticity of the constituent parts of the operator A = A(e); the
proof is presented in Appendix D.

Lemma 2. Given an integers > 0, an integerr € {0,1}, and any & > 0, ift is defined by (27), f™ €
CSH1+3/248 qnd W € HS x H*, then the expansions

[So] o0 s
DM(e) = ) DMen, Lim(e) = )y LMen, um(e) = y Umen,
n=0 n=0

n=0

converge strongly satisfying the estimates

-
D
[P0 1. < o Wl Vn>o,
m n—1
L
| an [W]HstHs CL (n+ 1) Wl yssegsee» Vn>o,
m) Bn—l
U
||Unm [W]“HSXHS <Cy (n+ 1)_2 [IW | epsspgse» VYn>0

for universal constants Cp, Cr,Cy, Bp, B, By > 0.
With these, we can prove our primary result.

Theorem 2. Given an integer s > 0, an integer r € {0,1}, and any § > 0, if t is defined by (27),
suppose that

1. fm g cs+r+3/248(q) foralll <m < M;

2. (Y 4 z0m) s invertible for all 1 < m < M;

3. AU #0forall p €Z,0 < m < M, (see (AL), (A3), (A7);
4. For the recursion (A10) we have, forall p € Z,

YU"Vs(2h) # 10C(2h), 1<m<M-1,
Z,S(2h) # < C(2h), 1<m<M-1,
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(see (All)),
5 I+ G(()m)) is invertible forall1 < m < M.

Then Equation (17) has a unique solution (18) and there exist constants C > 0 and B > 0 such that
(IVillys < CB"

for all n > 0. This implies that, for any 0 < p < 1, (18) converges for all € such that Be < p, that is,
€< p/B.

Remark 5. The reasons for the assorted hypotheses above are

1. The interfaces f (m) are smooth enough so that the I1O0s, Q, S, and RM 1<m< (M —1) are
all analytic (see Appendix B).

2. The operators P are invertible so that the surface formulations are equivalent (see Section 3).

3. The configuration is such that the flat-interface IIOs are all well-defined (cf. (A1), (A3), and
(A7) in Appendix A).

4. The configuration is such that the choices in the quasi-optimal domain decomposition can be
made uniquely (cf. (A10) and (A1l) in Appendix A).

5. The currents satisfy polarization-dependent constraints such that the linear operators (I +
G(()m)) are invertible (see Section 5). Notice that in the absence of currents this is trivially satis-
fied.

Proof. We can establish this result by simply invoking Theorem 1 which requires the verification
of its three hypotheses. To begin we choose

X =X5d), Y =Y.

Showing that the data R,, satisfies Hypothesis 1 of Theorem 1 is straightforward and follows the
calculations of lemma 4.17 of Ref. 55 quite closely.

From (16a), it is clear that A, is simply composed of the operators Df{") , U,(:"), and L;m) which
are effectively estimated in Lemma 2. With this the estimates in Hypothesis 2 of Theorem 1 are
readily satisfied. We recall that this fundamental result (Lemma 2) is built upon Theorems B1,
B2, and B3 regarding the analyticity of the IIOs, Q, S, and RM) (under Hypotheses 1 and 3), and
Lemma 1 concerning analyticity of the functions |[N| and |[NU™|~!, and the operators Ff,m),
£ 6™ and ™.

All that remains is the estimate on the inverse of A, which is provided in Section 5 and depends
on the quasi-optimal domain decomposition which is ensured by Hypotheses 4 and 5. [ |

Remark 6. The smoothness we require of the interfacial profiles is low enough to accommodate
many configurations of applied interest. With a much more involved theoretical investigation the
author believes that f™ € C1-% and perhaps even f" Lipschitz would likely deliver the same
results; see Ref. 72 for more details on a possible approach.
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5 | INVERTIBILITY OF THE LINEARIZED OPERATOR
We will now demonstrate that if the operators {Y "), Z(")} are chosen via the recursion (A10) then
the operator A is invertible and Theorem 1 can be applied to solve (17). We note the Quasi-Optimal

Domain Decomposition outlined in Remarks Al, A2, and A3 that defines the recursions

ZW = ¢ (iyg)) >, (28a)

2
—(¢(my? (yg")) S(2h) — 1™ ZMC(2h)

Z(m+D) = m=1,..M—1 (28b)
—t(mC(2h) + Z(MS(2h) ’ ’ ’
and
M) = 200 (100, (29a)
2
—@ 2 (") S@h) - tmYic )
ym = : m=M-1,..,1, (29b)

—t(MC(2h) + Y(m+1)S(2h)

which render Q(0) = S(0) = R™-ux(0) = R(™W-£¢(0) = 0. With these choices, we see from (22) that

I ™
01+Gj

which is the identity matrix in the absence of surface currents, and invertible in their presence by
Hypothesis 5. In fact,

-1
(m) (m)
I —F (1 +G, )

DM(0)! = o
m
o (r+c)

, 0<m<M. (30)

In this way, the choices are “optimal,” however, these selections do not eliminate either the opera-
tor LU or U™ nor does this work for nontrivial configurations ¢ > 0. For this reason, the choices
are only “quasi-optimal.”

Based upon these developments, we require only the following result to establish the existence
and mapping properties of the linearized operator A.

Lemma 3. Given any integer s > 0, lf
A();ﬁ() VpeZ Vi<m<M-1
p I I —_— I

see (A7), the operators R"4 (0) and RU™-¢%(0) are compact for1 <m < M — 1.
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Proof. We describe the proof for R”)%¢(0) and note that the corresponding demonstration for
RM-C%(0) is quite similar. We follow the proof of lemma 4.8 in Ref. 55 which uses the method of
Kress”’ by considering the limit of finite dimensional range operators (which are compact, see
theorem 2.23 of Ref. 70). These are shown to be norm convergent to R")*¢(0) thereby rendering
it compact. Our scheme for generating these approximations is to consider the P-truncations in
Fourier space,

T +
p P 2
¢pelapx,

R (O[] 1= Y

|pI<P NG

cf. (A8b), where
2
AEvm) _ <(T(m))2<}/1(3m)> _ Zém)Yngl))S(zh) + 7(m) (Zém) + YI()m+1))C(2h),

cf. (A7). It is not difficult to show that the recursions (28) and (29), beginning with the order-one
Fourier multipliers

70 = T(o)<i7,1<30>>, yon = T(M)<l-y§JM>>,

generate a full sequence of order-one Fourier multipliers, {Y(’”), Z (’")}. With this, it is not hard to
demonstrate that, for P sufficiently large,

(m) (m)
Y, +z,")
—P P i oepl |p|>P

()
AP

for some x > 0 since Ag,m) grows exponentially. Thus,

2
2 oy 4 7m a2
(R(m),uf(o) _ R(m),u€(0)>¢ — Z |T(m)) P P |¢ |
P (m) p
H*p|>P Ap
2 Y
< Z ’r(’”)| C2e—2xIpl |¢p|
[pI>P
< Ce DIl
which must go to zero as P> — co showing norm convergence. |

At last we can state and prove the last result for our existence theorem.
Theorem 3. Given any integer s > 0, if

AU #0, VpeZ Visms<M-1,
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see (A7), then the operator A, : X*(d) — Y*(d) is invertible and
Al YS(d) - XE(d).

Proof. From (16a), we write A, = A(0) = D(0) + K(0), where

DDO) 0 00 0
0 D®®©) 0 0 0
0 Nt 0 0
D(O)_ 0 O ... ._. ... 0 ’
0 0 0 DM-D@) o
0 00 0 DM)(0)
and
o uBo o 0 0
L?@0) o U®0) o 0
0 0 0
K =
© 0 0 0
0 0 LM D)y o UMD
0 0 0  LM(0) 0
It is clear that
DOO™ o 0 0 0
o DPw0)y!'o o 0
0 e 0 0
-1 _
D(O) - 0 O ... ._. ... 0 )
0 0 0 DM-D(p)~1 0
0 00 0 DM)(0)~!

so that the existence and mapping properties of D(0)~! can be demonstrated by an examination
of each of the D/ (0)~!. In the case of our quasi-optimal choice of IIOs, we have already observed
that

-1
(m) (m)
I -F, (I + Gy )

D)™ = o\
m
o (r+6")

cf. (30). Given W = (W', W) € H® x H® (note that these operators act on lower/upper traces at
the mth interface rather than upon upper/lower traces on a layer) we can estimate

-1 -1
[pmotw| < w = ER (14 657) w1657 we

Hs Hs+t

+ +

HS

-1 -1
<|we||,, +|F(r+65m) we (r+65m) we

HS
Hs+t
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< ||+ W e+ W
< CI'Wlgssepgss

which implies that D(0)~! : Y3(d) — X3(d).
Due to the compactness of the operators R)-#(0) and R(")-¢%(0), the block operator K(0) is
also compact. Appealing to the Fredholm theory, we have that A(0) is invertible.?’ |

6 | NUMERICAL RESULTS

In this section, we put this new formulation into action by presenting some preliminary numerical
results on scattering of linear waves by a triply layered medium (see Appendix F) with sheets of
graphene at one or both of the interfaces. We begin by briefly describing the algorithm, continue
with a short numerical validation, and then finish with simulations of the absorbance of two
test configurations.

6.1 | Implementation

Our novel algorithm for solving the layered media problems presented in this section utilizes the
surface formulation of the governing equations in terms of IIOs parameterized by the interface
height/slope ¢,

A(e)V(e) = R(e),

cf. (17). As in Section 4, we seek a solution of the form (18) which is truncated after N > 0 orders
N
V() » V() 1= )| Ve, (31)
n=0

These must solve (19) for 0 < n < N where the A, are given in (21) and the R,, are specified in
(20). In these, we must specify how one computes the operators {F ;m),F E,m), Gf,m), Gﬁ,m)} and the
II0s {Q,,, R;m), S,}. For the former, the considerations are the same as those described in Ref. 57
save that we now consider choices {Y(™, Z(™)} which are not necessarily those of Després®®—
(Y = zm) = in, n € RY), and the terms in (25) are more involved. However, once the terms
IN(™|, and [N |;; ! are derived, see (C1) and (C2), these forms are straightforward.

For the latter, we simulated the IIOs using the method of TFE>*%7® where almost all of the
relevant details are specified in Ref. 57. In summary, we used a spectral Fourier—Chebyshev

methodology®*%* where
N /2-1 N,
Ny,N, . (7 i
Vi, 2) V5 E(x,z) t= 0 )T YV, Tz /R)e ™,
p=—Nx/2 q=0
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and T, is the gth Chebyshev polynomial. To find the Fourier-Chebyshev coefficients, V. pqh We
took a collocation approach and demanded that the governing equations be true at the gridpoints

{xj=Jjd/Ny)|0<j<N,—1}, {z, =hcos(zr/N,)|0<r <N}

Using fast Fourier and Chebyshev transforms,’*~>* the resulting equations can be solved efficiently
and stably.

An important question is how the Taylor series, (31), in € is summed, for instance, the approxi-
mation

N
TN . (/ n
Vp’q(a) = Z Vi pqg€
n=0

of Vp’q (¢). For this task, the classical analytic continuation technique of Padé approximation’ has
been used for HOPS methods with great success*”’* and we advocate its use here. Padé approxi-
mation seeks to estimate the truncated Taylor series \72{ 4(€) by the rational function

L
Cale) | Xpace

CBME) g pem

[L/M](e) : , L+M=N,

and
[L/M](e) = VY () + (LM +1);

well-known formulas for the coefficients {a,, b,,,} can be found in Ref. 74. This approximant has
remarkable properties of enhanced convergence, and we refer the interested reader to section 2.2
of Baker and Graves-Morris™ and the insightful calculations of section 8.3 of Bender and Orszag”
for a thorough discussion of the capabilities and limitations of Padé approximants.

6.2 | Validation by the MMS

Regarding the validation of our scheme, we utilized the MMS.%>"%* To summarize this scheme,
consider the generic system of partial differential equations subject to general boundary condi-
tions

Pv =0, in Q,

Bv =0, at 0Q.

Itisusually just as easy to implement a numerical algorithm to solve the nonhomogeneous version
of this set of equations

Pv=F, in Q,

Bv =7, at Q.
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To test a code, one can begin with the “manufactured solution,” U, and set
F, :=Pv, J,:=J0.

Thus, given the pair {F,,, J,,} we have an exactsolution of the nonhomogeneous problem, namely,
0. While this does not guarantee a correct implementation, if the function 0 is chosen to imitate
the behavior of anticipated solutions (e.g., satisfying the boundary conditions exactly) then this
can give us confidence in our algorithm.

For the current implementation, we focused upon the three-layer problem (M = 2) with lay-
ers m = 0, 1,2 denoted, for simplicity, by the letters {u, v, w}, respectively (cf. Appendix F). We
considered the quasiperiodic, outgoing solutions of the Helmholtz equation (9a)

u,(x,z) 1= Akl *+i'z r ez, A% eC,
and their counterparts for (11a)
w,(x,2) 1= AVel®X-rz reZ  AY eC.
Furthermore, we considered the quasiperiodic solutions of the Helmholtz equation (13a)
U (X, 2) 1= AVl Xtz 4 Blelrx—ivrz e 7 AV BY € C.
We selected two simple sinusoidal profiles
gW(x) = ef®(x) = ecos(2x), g (x) = efO(x) = e5sin(2x), (32)
and defined, for any choice of the layer half-thickness A, the Dirichlet and Neumann traces
£000 1= w (x4 8™00), v(x) 1= (=Oywu)x i+ g (),
G 1= 0 R+ 8, %) 1= @ywv)x R+ gM00),
D7 1= 0,0 =R+ g0, 17T 1= (—ayev(x —h + g D)),
§70) 1= w, e, —h+ 80, %) 1= Brow)(x, —h + g D).

From these we defined, for any choices of the operators {Y(“), Zw y®) 7 (f)}, the impedances

U, 1=ty _y@ew) g, 1= 1y 4 zwgw), (33a)
VH = )R _ Z(”)[f(”)’h], V4= PRGN y(u)[g(v),h], (33b)
Vf = 7@k _ y@O[g@)—h] Vf = 7Wy©h—h . 7O, (33¢)
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W, := Wy _ ZzO[w) - 4y, = W) p y@gw, (33d)
We chose the following physical parameters:

d=27, a=01 e®W=11 W=¢ W=g,
6™ =02, 6© =045,

Af=-3 S35 AP =4 Sy 3 A =—e Sy 35 Bl =7 S 35 (34)
(where §, ; is the Kronecker delta) in TM polarization, and the numerical parameters
N,=64, N,=24, N=10, a=1/10, b=1/10. (35)

To test the performance and capabilities of our formulation, we made three choices of the oper-
ators {Y®, z@) y(®) 71 The first was that of Després®®-8

Ve® + y/ew)
YW = 200 = y© = 720 = iy p = ( e+ ve )ko € R, (36)

2
while the second was a slight generalization of this
YW =ip, zZW=11Y®W, YO =123Y® 2z =098 YW, (37)

which is also guaranteed to produce well-posed IIOs. Finally, we chose our quasi-optimal selec-
tions from Appendix F

~@)(r) TR = 1ty

¢ ,
YEJ ) = T(w)(l)/;w)), YI()“) = = (38a)
—t() + tW)(iy, " )T(2h)
and
—( Py T(2h) — T iy )
Z](Ju) — T(u)(iy;u))’ Zg) — p p ) (38b)

—2© + @ (iy )T (2h)
To illuminate the behavior of our scheme, we studied four choices
¢ = 0.005,0.01,0.05,0.1
in (32). For this, we supplied the “exact” input data, {U,, V¥, Vf , W,}, from (33) to our HOPS
algorithm to simulate solutions of the IIO formulation of the three-layer scattering problem.
We compared the output of this, {U:PF%, 77;"#PProX, Vf APPIOX [y APPIOY ' yith the “exact” output,

{U,,V¥*, V!, W,}, by computing the relative error

~ ~appro
Errory 1= |U, — U,pp *

A
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Relative Error versus N Relative Error versus &
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(a) Error versus perturbation order, N. (b) Error versus perturbation size, ¢.

FIGURE 2 Plot of relative error with six choices of N = 0, 2,4, 6, 8, 10 and four choices of
€ = 0.005,0.01, 0.05, 0.1 for I1O choice (36) with Taylor summation. Physical parameters (34) and numerical
discretization (35)

Relative Error versus N Relative Error versus &
—6—c = 0.005 / N
—#—c = 0.01 N =12
—4—c=0.05 | 4
e=0.1 i
5 10° 5 10% ==
= =}
5] &)
g
3 g \
= =
10710 1010t
L L 2] A
0 2 4 6 8 10 10°? 10"
N e
(a) Error versus perturbation order, N. (b) Error versus perturbation size, €.

FIGURE 3 Plotof relative error with six choices of N = 0, 2,4, 6, 8,10 and four choices of
€ = 0.005,0.01,0.05, 0.1 for I1O choice (37) with Taylor summation. Physical parameters (34) and numerical
discretization (35)

We note that the choice to measure the defect in the upper-layer quantity, U,, was arbitrary, and
measuring the mismatch in any of the other output quantities produced similar results.

To begin our study, we selected the first choice of I1O0s, (36), and we report our results in Fig-
ures 2(A) and (B). More specifically, Figure 2(A) displays both the rapid and stable decay of the
relative error as N is increased, and how this rate of decay improves as ¢ is decreased. Figure 2(B)
shows both how the error shrinks as ¢ becomes smaller, and that this rate is enhanced as N
is increased.

We repeated this experiment for IIO choices (37) and (38). The results are shown in Figures 3(A)
and (B), and Figures 4(A) and (B) for (37) and (38), respectively. As with the first choice, the
error decays rapidly as N is increased (with a faster rate for ¢ smaller) and ¢ is decreased (more
prominently for N larger). These simulations clearly demonstrate the highly efficient and accurate
results which our new algorithm can deliver, even for a complicated three-layer structure with
different currents at the two interfaces.
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Relative Error versus N Relative Error versus &
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(a) Error versus perturbation order, V. (b) Error versus perturbation size, €.

FIGURE 4 Plot of relative error with six choices of N = 0, 2, 4, 6, 8, 10 and four choices of
€ = 0.005,0.01,0.05, 0.1 for I1O choice (38) with Taylor summation. Physical parameters (34) and numerical
discretization (35)

Plot of the largest interface Ay versus E (TFE/Pade)

5 0.25 -

—— e =d/100
e=d/25
e=d/15

0.2 c=d/10 |
0.15
<
0.1}
0.05
5 0 . . . . .
0 2 4 6 8 10 0 5 10 15 20 25 30

E (meV)

2 (microns)

(a) A diffraction grating composed of a di- (b) Absorption versus energy for the
electric (permittivity e = 1) overlaying a dielectric-graphene-dielectric configuration
corrugated graphene sheet (with shape z = with graphene sheet shaped by z = e f(z) for
ef(xz), € = d/10) mounted on a second di- ¢ = d/100,d/25,d/15,d/10.

electric (permittivity () = 11).

FIGURE 5 Depiction of the dielectric-graphene-dielectric configuration together with its absorption
spectrum

Remark 7. We note that typical MMS simulations implemented in MATLAB® (without particular
regard for computational performance) on the author’s laptop (Apple MacBook Air Dual-Core
Intel Core i7, 2.2 GHz, with 8 GB memory running macOS BigSur 11.1) took less than 1/20 of a
second. Reliable timings of different portions of the algorithm were difficult to obtain.

6.3 | GSPs on single and double graphene sheets

We conclude with a demonstration of our algorithm’s ability to investigate both a simulation
already appearing in the literature, and a new one based upon a natural generalization. The former

fo|imA
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Plot of the largest interface

Ay versus E (TFE/Pade)
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e=d/10
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~
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(a) A diffraction grating composed of a di-
electric (permittivity e(*) = 1) overlaying a
corrugated graphene sheet (with shape z =
ef(z), e = d/10) on top of a layer of the
same dielectric (permittivity () = 1) over-

E (meV)

(b) Absorption versus energy for the
dielectric-graphene—dielectric—graphene—
dielectric configuration with graphene sheets
shaped by z = ef(®(x) and z = ¢ f(O(z) for
e =d/100,d/25,d/15,d/10.

laying a second corrugated graphene sheet
(with shape z = eg(®) (), & = d/10) mounted
on a second dielectric (permittivity e®) =
11).

FIGURE 6 Depiction of the dielectric-graphene-dielectric-graphene-dielectric configuration together with
its absorption spectrum

we include to further build confidence in the fidelity of our scheme, while the latter is displayed
to give a brief indication of the wide array of structures that we could simulate.

To begin, we revisited the calculations found in section 7.2 of Ref. 56 which replicated the simu-
lation found in the survey paper of Bludov et al.’ In section 9 of this latter work, the authors took
up the topic of scattering of electromagnetic waves by corrugated sheets of graphene, and spe-
cialized to sinusoidal sheets in section 9.4. More specifically, they investigated one-dimensional,
sinusoidally perturbed graphene sheets in TM polarization with interface profile shaped by

g(x) = ef(x) = esin(2zx/d).
They chose physical parameters
€W =1, W =11,

d = 10 microns, a=0,

and then used a Drude model, (4), for the graphene.®
The output of the simulation were plots of the (specular) reflectance, transmission, and
absorbance

L2 L2
Ry =100l°, To=QGW/y™)wyl", Ay=1-Ry—T,,

cf. (E1), versus energy of the incident radiation, E = hc, /A, for four choices of the interface defor-
mation

¢ =d/100,d/25,d/15,d/10
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(See Figure 5A for the geometry for the largest deformation.) We attempted to replicate their
absorbance curve using our new algorithm and display our results in Figure 5(B). We note the
remarkable qualitative agreement with the figure of Ref. 6, in particular the GSPR (Graphene
Surface Plasmon Resonance) excited around 11 meV as predicted.

Beyond this, we explored a natural generalization of this geometry which is readily simulated
with the implementation of our new formulation. More specifically, we inserted a second layer of
free-standing graphene above the structure just considered. Please see Figure 6(A) for a depiction
of the configuration in the case of the largest deformation ¢ = d/10. In Figure 6(B), we display
results of our simulation which shows not only the original GSP near 11 meV, but also a new,
stronger, GSP near 25 meV. It is the goal of future work to investigate this new GSP, whether it
can be “moved,” whether more can be induced, and so forth. We note here that this investigation
can be readily conducted in a rapid and robust fashion with the formulation and implementation
presented here.
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APPENDIX A: INFINITESIMAL INTERFACE IMPEDANCE-IMPEDANCE
OPERATORS (I10s)

In this section, we give explicit formulas for the IIOs introduced in Section 3 in the case of infinites-
imal grating interfaces which we model by quasiperiodic solutions in the case g™ = 0.

A.1 | The upper layer
We begin with the upper layer where it is easy to see that the solution of (9a) and (9b) is

[
. 0, (1)
WO,y = Y Apelwetiry =)
p=—o

The boundary condition (9c) demands that
- s .

so that

b U).¢ P

U(O)(x,z) — l'Olpx+l'y§70)(z—a(1)).

p=—o0 —T(O)(iyg))) - YE,D
Thus, from (10),
Q(O)[U(O),f] = —r(o)azv(o)(x, a(l)) + Z(l)v(o)(x,a(l))

0) (1,0 (1)
[ )(lyp )+ Z),

0.0 eiapx,

e —T(O)(l)/g))) _ Y;l)
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which gives the order-zero Fourier multiplier

_T(o>(l-yg’>> e

Q(0) = ,
—‘[(0)<iyg))> —y®

0 . (0 1

is not zero.
Remark Al. We note that if we choose

— 0)(; (0)
Z(l) = T( )(IVD )7

A.2 | Thelower layer
In a similar manner, in the lower layer one can show that the solution of (11a) and (11b) is

[e]
vM(x,z) = Z Dpei“Px—iV;M)(z_a(M))-

p=—c0
The boundary condition (11b) demands that
Y . M M
Ug0u, = M (—yyMp, —ZzMp,
so that

°° UM)u »

. s (M) _ (M)
U(M)(x,z) — 0 0 glapx—iyp '(z—a™).
) - Zp

p=—oco T(M)(—iyp

Thus, from (12),
S(O[UMU] = (Mg M) (x oMy  yMpM)(x, qM))

) M) (_;,, (M) (M)
_ T p )+YP m eldpX,

p=—oo T(M)(—i]/;M)) - ZéM)

which gives the order-zero Fourier multiplier

5(0) Z0(—iy") + YD
0D (—iy My — z0n) )

(A1)

(A2)
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if we demand that, fOr all )% (S Z,

be nonzero.
Remark A2. We note that if we choose

Y = 200 (100, (A4)
then S(0) =
A.3 | Aninner layer

Finally, in an inner layer it is convenient to define & = (a™ — a(™*1)/2 and map (a1, a(™)
to (—h, h). In this case, it can be shown that the solution of (13a) is

o0
vM(x,z)= Y {A,C(2)+D,S(z)}e, (A5)
p=—c0
where, if
)/EJM) — Vém)/ + ly;)m)//, y;)m)/’ Vgn)// €R,

we define

cos(y(m)l ), V(pm)" 0, s1n(y(m)'z)/y(m)', yg")" =0,

C(z) :=11, y;rn) =0, S(z) =1z, y;m) =0,
(m)n (myr _ (m)n (m)n (m)y _
cosh(y z), Yp = 0, s1nh(y z)/ s ¥p o = 0.

These definitions can be used to establish that

C'(z) = —< (’")) S(z), S'(z)=C(2), (A62)
C(=h) = C(h), S(—h) = —S(h), (A6b)
S(2z) = 25(2)C(z), C(2z) = cZ(z)—( (’”)) S2(z). (A6c)

Using these, from (A5) we find

8,0M(x,z) = Z { <y§,m)> APS(z)+DpC(z)}ei“px,

p=—0
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so that

o)

2
ymu =y {r“")(—(y;’"’) )S(h)Ap +™C(R)D,,

p=—o0

~Zy"C(WA, - Zy"S(h)D, per*

- i {<—T<M>(y;m>>25(h)—z;’">C(h)>AP

p=—c

+(mem) - 2§75 )D, e,

and

e8]

2
goa= 3 {T<m>(_<yg">) )S(h)A, +WC(h)D,

p=—c

+Y"cha, + YU smp, }efapx

_ i {<—f<m>(y§;">)25(h)+Y§,’”)C(h)>Ap

p=—o

+(mCh) +Y{Sh) D, fetr,

and

o)

ume = Y {—r<m>(—(y§,’">)2)5(—h)Ap — M (=)D,

p=—0c0
Y e(—ma, - Y s(-h)D, }eiapx

o)

-y {<—T<M><y§,m))25(h)—Yl(;"“)C(h))Ap

p=—o0

+(=xmem + Yy Vs )b, fer,

and

o

2
Iy {—r<m><—(y§,'”>) )S(=h)A, - € (=)D,

p=—0o0
+20mDe(=h)A, + 20 Vs(-h)D,, }eiapx

o0

=y {<—r<m)<yém)>25(h)+Z§J'"+1)C(h)>Ap

p=—c
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+(=xmemw - 25" Vs )b, fei

From the calculations above, we learn that

umd P \D, gm.e Po\D, /)’

where
2
s ™ (y (’"’) S(h) — 2 C(hyr™c(h) — 28 s(h)
p = ’
™ (y “’”) S(h) = YD e(h) — <M C(h) + Y Vs(h)
2
o —em () S+ YPCEmCm) + YS(h)
p = 2 )
—e () S(h) + 2"V — ey - 20 s(h)

Thus, for (14), if we express

gmu Um.u U( m),u
— v io x
<U’(m),€> = R(0) [(U(m),f >] pz,w R(0),, o, e'r

then, at each wavenumber p € Z, we have
RO =17 = KD, =100

Clearly, a crucial calculation is the determinant of Jg,m)

can be shown to be

which, using the identities above, (A6),

2
A <= deur" = <(T<M>)2(y§;’”) - Zé"”Yé”““))S(zm
4 z(m) <Z§)m) + Yém+1)>c(2h)’ 1<m<M-1. (A7)

If this can be shown to be nonzero then this IIO will be well-defined. Provided that this is true we
can use (A6) to show that

myvon | (U R“(0) R(0)\ [ (U™
e (522)] - () [(55)

o0 Ruu(o) Ruf (0) m iayx
z_:m <R€“(0) R”(0)> l(U(mn’P)] e

p=
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where

2
2 (- m) (m)y m+1) (m+1) _ )
<(T(m)) (yp ) +YmyY >S(2h)+r(m><Yp ~Y¢ >C(2h)

uu —
Ry“(0) = R , (A8a)
p
e (v + 2" )
ut
= A8b
Ry (©) RCR (Asb)
P
—T(m)<Y§,m+1) 4 Zém+1)>
tu _
R,(0) = KRG , (A8c)
p
2
((T(m))2 (y;m)> 4 Z;m)ZémH))S(Zh) + 7(m (Zém) _ Z;m"'l))C(Zh)
RUE(0) = A8d
b
Remark A3. We note that if we select
2
<(r<m))2(y§,’”)) + Yg")YémH))S(Zh) + r(’"><Y§,’"“) - y;m>)C(2h) =0,  (A%)
2
2(.,,(m) (m) (m+1) m)( »(m) _ (m+1) _
<(r<m>) (yp ) + 27 )S(Zh) +7(m (zp 20 )C(zh) —o, (A9b)

then Rz“ 0)= Rf;f (0) = 0. This amounts to two equations for four unknowns, however, we antic-
ipate our subsequent developments by recalling that we have already hinted at the choices

1) — (0)( 3,0 M) — ) ( M) AL0a
Z T lyD Y lyD ’ ( 0 )

cf. (A2) and (A4), so that Q(0) = S(0) = 0, and endeavor to select Y™ from Y"+1 (a backward
recurrence from Y™)) and Z("*+V from Z(™ (a forward recurrence from Z(M). With this in mind
we write these as

2
@Ry ) s@h) - Ty Ve

Yo = - , m=M—1,..,1, (A10b)
~emC(2h) + YV s(2h)
> (m)
e —(T(m))2<)/p ) S2h) -tz (2h)
Zim = , m=1,..,M—1. (A10c)

~2(mC(2h) + 24" S(2h)
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In order that these recursions can be carried out we assume that, for all p € Z,

YU"Vs(2h) # 10C(2h), l<m<M-1, (Alla)
ZUVS(2h) # tMC(2h), 1<m<M-—1. (A11b)

Remark A4. One final comment on these recursion formulas is that overflow can result from
computing the factors S(2h) and C(2h) when h becomes large. This can be avoided by rescaling
(A10), for instance, by either S(2h) or C(2h).

APPENDIX B: ANALYTICITY OF I10S
In this section, we state theorems of analyticity for the three IIOs which play a role in this paper.
We do not give proofs as these results are rather standard given the state-of-the-art in the field.>
Theorem B1. Given an integer s > 0 and any § > 0, if f1) € C5*3/2*5(d) and
0
AV 0, Vpez,

cf. (Al), then, for order-r (r = 0,1) Fourier multipliers {Y(l),Z(l)}, the series
o0
QefD) =Y Qu(f M),
n=0

converges strongly as an operator from H*(d) to H5(d). More precisely,

n—1
BQ

Qm, n>0 (Bl)

1Qnll s ps < C

Jfor universal constants Cy, By > 0.
Theorem B2. Given an integer s > 0 and any 8§ > 0, if fM) e C5+3/2¥5(d) and
M
AW zo0, Vpez,

cf. (A3), then, for order-r (r = 0,1) Fourier multipliers {YM) 7zOMN the series
SEfM) = 3 Su(fM)en,
n=0

converges strongly as an operator from H*(d) to H5(d). More precisely

Bn—l

s
ISl s s < Csm, n>0 (B2)

for universal constants Cg, Bg > 0.
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Theorem B3. Given an integer s > 0 and any 8 > 0, if f™), f("+1) e C5+3/2+9(d) and
A™ 20, Vpez
p bl bl

cf. (A7), then, for order-r (r = 0,1) Fourier multipliers {Y™), y(m+1_ z(m) z(m+Dy the series

R(m),uu(&.f(m), Ef(m+1)) R(m),u€ (Ef(m), Ef(m+1))
(R(m),fu(gf(m)’ Ef(m+1)) R(m),ff(gf(m)’ gf(m+1))>

s ut
> (R;m) i, ey g <f<m>,f""+l))) .

RAA
=~ R(m),fu(f(m),f(m+1)) R)(/lm) (f(m),f(m+1))

converges strongly as an operator from H(d) x H5(d) to H*(d) X H*(d). More precisely,

max { | Rglm),uu i Rslm),uf i R;m),fu i Rglm)ff’ }
HS—HS HS—HS HS—HS HS—HS
B!
Cr————, n>0 (B3
< Cegrirss (B3)

for universal constants Cp, Bg > 0.

Remark Bl. In previous work,””°! 7* the theorems stated above have typically been phrased as, for
example,

||Qn||HS—>HS < CQBn, n> 0. (B4)
This is essentially equivalent to (B1) as, for instance,

-1 Bn-1 pn—1

B = (CB)A(n)—2——

n _ 2
CB" = CB(n+1) <B> eI T

where

n—1
. 2( B
Am) :=(n+1) <B> s

which has a unique maximizer, say n*, provided that B > B. With this maximizer we have

C :=CBA(n").

Thus, if (B4) is true, then (B1) holds provided that we choose the constants slightly differently. In
particular, B > B so that the disk of analyticity may be slightly smaller.
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APPENDIX C: ANALYTICITY OF MAGNITUDE OF THE NORMALS
We now present a brief demonstration of Lemma 1. Since
|N<’">]2 =1+220.f)%
we have
(i ’N(”’) s”)(i ‘N(’")‘ sq> =142, )%
n=0 n q=0 g
or
[co] n
n (m) (m) — 2 2
nz:;)s (EJN LN )q) 1+ (0, f )
Thus, we can deduce that
N[ =1,
0
2|N(M)|0’N(m)|1 =0,
o o] = < e
n-1
2|N(m)’0‘N(m) == q; ’N(m) - NW)q, n>2,
which gives
|N<’">| =1, (Cla)
0
|N<m)|1 =0, (Clb)
| N(m)|2 - %(ax 2, (Clc)
1 n—1
|N<'"> == q; |N(m> - N<'">|q, n>2. (C1d)

We now work by induction. At order n = 0 we have

K:= “N(m>|0 - 1.

CSs+r+3/2+8
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The cases n = 1, 2 can be estimated by finite quantities and so we assume the estimate for n < 1
(7 > 3). We study

“ N <1 v )
| os+r+3/2+6 2 g=1 A—q | cs+r+3/2+8 q | Cs+r+3/2+6
-1 n—q—1 q-1
<iyg 2 =
24 (A—g+1p (g+1)
-2 1 i+ 1)?
<K lK _D Z _ (I’l + )
2 (n+1)2 = (—q+1)2(q+1)2
i—2
<k(iks) 22—
2 (@ +1)2
and we are done if D > KX /2.
Regarding [N |~! we note that
-1
oo <
so that
[se] [se] -1
(Z 'N(’”) En)(Z |N(m)| gq> =1,
n=0 n q=0 q
or
) n 1
s”(z lN(’”) (N””)) > =1
n=0 q=0 n=q q
Thus, we can deduce that
-1
o e =
0 0
1 n—-1 1
[N [Ne| = = 3 Nem| e n>0,
0 n - n—q q
q=0
which gives
m| ™
’N ’0 =1, (C2a)
_ n—1 1
‘N(m) - _ Z |N(m) |N(m)| , n>0. (C2b)
n 4=0 n—q q
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Again we use induction. At order n = 0 we have

=1.

Cs+r+3/2+6

K= ||N<m>|:

Assuming the estimate for n < 71 we study
-1

<y “N(’")
q=0

n-1 i-g-1  _ pa-1

k2T k
<
<2 (i—q+1) (q+1)7

~iy A—1 fimq—2 _ )
SKKDD—Z (2 _ @+D
2 D (fi—q+1)2(q+1)>

n

' v | N<m)|_1
q

CsHr+3/2+6 n—q|cs+r+3/2+6 Cs+r+3/2+6

If we now assume that D > D then

~ = -1 _
“N(m) <rKp 2" D (m + 1°
| os+r+3/2+46 - (”_l + 1)2 q=0 (ﬁ —-q+ 1)2((1 + 1)2
i D2
< R(KZ)D ,
< KKz) (mn+1)?

and we are done if D > DKZ.
Regarding the forms F' ,Sm) [W],F im) (W], G;m) [W], and Gflm) [W], we focus upon the first of these
as the others can be handled in a similar fashion. We estimate

<

; _y(m) [p<m)‘ N(m)|_1y(m) + s<'">| N(m>| I] (Y™ 4 zm)-1yy
S n n

Fw)|

HS

-1
< H p(m>’ N(M)‘n ym(ym 4 Z(W)—lw’

HS+V

+

sm) | N

(Y 4 zmy=ly
n

HS

< |p<m>|“N<m)

W pser + |s(m)|“N(M)|n

Wl s
Cs

no|cs+r

< {|p<m>”|N<m>

+ Is(m)|“N(m)

}”W”HHL
Cs

In this final estimate, we see the need for the quantity t. If we are in Transverse Magnetic (TM)
polarization and r = 1 then extra smoothness is required, otherwise there is no need. Finally,

n n

CS+T
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using our estimates on [N (m)| and |[N(™ ;! we have

and we are done if

[W]“HS {|p(rn)| N%ﬂ (m)|KN%}IIW||SH,

Dr > max{Dy,Dy}, Kp > 2max { ‘p(’”)IIZN, ’s(’”)|KN}.

APPENDIX D: ANALYTICITY OF THE COMPONENTS OF THE LINEAR OPERATOR
The proof of Lemma 2 is elementary and simply requires an analysis of the forms (24). For brevity,
we focus upon the single term

(m) 0 Fﬁ[m) + R;m),uu n 0 F(m) R(m),uu
D, RO Gl + Z 0 G(m) R(m) uu (D1)

n=q=—q

for 2 < m < M — 1, cf. (24d). Regarding the estimate, we consider its action upon a generic func-
tion pair W = (W, W¥) € H® x H**'. (We note that these operators act on lower/upper traces at
the mth interface rather than upon upper/lower traces on a layer.) This results in the following
calculation:

(s < |E™ + RV ywe + 2 B Ry

HSXHS

q_O HS

+ R(m l)ffwf + G(m)Wu + Z G(m) R(m) uuwu

n—q-q
q=0 HS
n
< W‘u + |F(m) R(m) uu u
<| ot 2 PRy W
q:
n
(Mm=1),6€ x,¢ (m) (m),uu
ol o]+ 3 o],

Using the analyticity result for the 110 R Theorem B3, and Lemma 1, we have

n—l n—1

WH| s+t + CR——== [IWH] s
W5 | s R +1)2II 2

anl ql

o

<Kp——
HSXHS — (n +1)2

F
+ C WH]| s
Z F(n—q+1)2 R(q+1)2 | ||H‘+t

n—1 D}’l—l
R wt G wt
R 12 u G(n+1)2” Il gs+e
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n Dn—q—l qg-1
5 G R
qgo G(n_q+1)2 R(q+1)2” ||H+t
Proceeding
( ) n—1 Bn—l
D’”w’ < KpllWH | psei ——— + CRlIWH|[ s —2—
|owl <Kl s Gy + SRV s Gy
n—2
+ RpCrlIWH|| s —2—
F R” ”Hs+r (l’l T 1)2
n ~ n—q—1 gqg-—1 2
<2(5)  (5) amarm
=\ Bp Bp (n—q+1)*(q+1)?
Bn—l n—1
+Cr|[Wl| 22— + KWy ——
W[ W e + KW s
n—2
+ RGCRIWH| o —2—
G R” ”HH(}’Z+1)2
n =~ n—q—1 q—1 2
<2(5)  (5) amaim
=\ Bp Bp (n—q+1)>*q+1)?
n—1
D
< CD”W”stHsHm,
provided that
BD > max {BR,DF,DF,DG,DG},
and

Cp > 6 max {Kp, Cg,KpCrZ, Cg,Kg, KCrE}.

APPENDIX E: TWO LAYERS

To illustrate our method, we consider the case of two layers (M = 1) where the governing equa-

tions, (15), simplify to
IF+I+B)S\ (U\ _ (¢
QU+6G)+G6s)\w) \p)’
where

U=U0 w=u0r ¢=¢0 yp=y0,

F = F(l), F= F(l)’ G = G(l), G = G(l),
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Y = Y(l), 7 = Z(l), W) — T(O), ) — (1)

Following the guidance of Remarks Al and A2, we choose Z = T(”)(iygl)) andY = T(w)(iyg“)),
where

0 1
vy =rps v =1

so that Q(0) = S(0) = 0. With this choice
— (W) (i, W) () (3.,
Y, +2Z,=tWy,")+t™(y,"),
and, as this is never zero, Hypothesis 2 is satisfied. We can also see that
AW = @iy — v, =~y ) — 2@(iy\) = ~(Z,, + Y ),
and
AW = 2@ iyt — 7, = (@ (=iy§) = 2Oy 3) = ~(v, + Z,),

and, since these are also nonzero, Hypothesis 3 is also true. Meanwhile, Hypothesis 4 is vacuous
and thus unnecessary. Finally, Hypothesis 5 requires investigation of the condition that (I + G;)
be invertible. In the absence of a current this is always true as G, = 0. For a nonzero current, this
can be accomplished by studying the symbol of (I + G;) in Fourier space and demanding

(Y, +Zp) + Z, [pVY, + V] #0,

since Y, + Z,, # 0. This formula is quite complicated even with the simple Drude model we have
selected, (4), and we leave this as a constraint to be verified on a case by case basis. Thus, if we
simply choose the interface f(x) € C5*"+3/2+9 we will satisfy Hypothesis 1 and Theorem 2 assures
us a unique solution which depends analytically upon ¢. In the presence of a two-dimensional
material, this is a novel result.

We can pursue these calculations further by noting that in the flat-interface case (g = 0 and
dn = d,), the governing equations become

I F U\ _ (¢
0I+G)\w) \p/’
In this simplified case, we know that
u(x, z) = Rz yy(x, z) = Teiex—irz, (E1)

so that, since

Yelax — T(w)(iy(w))eiocx’ Zelax — T(u)(iy(u))eiocx’
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we have

u(x,0) = Re!**,  3_u(x,0) = (iy™)Re!**,
w(x,0) = Tel™, 3 w(x,0) = (—iy™)Tel*,
E(x) = —e**,  v(x) = (iy®)ei*x,

YE = @)@y @)(—ei), 2§ = 70 (iy®)(—e),

From this,
U = —t™(@,u)(x,0) — Yu(x,0) = [—T(“)(i]/(“)) - T(W)(iy(w))]Reiocx’
W =) (3,w)(x,0) — Zw(x,0) = [tW(=iy®) — £(iyW)|Telex,
¢ = —tWy —YE = [-tW(iy®) — tW)(iyW)(—1)]el*,
P = —1Wy 4+ Z& = [-tW(iyW) + Wiy W)(—1)|elo,
so that

1 F [—r(”)(iy(”))—T(w)(iy(w))] R\ _ [—T(”)(iy(”))—T(w)(iy(w))(—l)]
0(1+6)) \ [t@(=iy®) = 2@y T) = \ [-r®(iy®) + @iy (-1)] )

or

01+G))\T Wy 4 (w)yw) 27wy ’

which, when F = G = 0, deliver the Fresnel coefficients

B Ty @) _ () (w) 27wy

= T =
‘[(u)y(u) + f(w)y(w) ’ r(u)y(u) + ‘[(w)y(w)_

APPENDIX F: THREE LAYERS
We close with the three-layer model (M = 2) where the governing equations, (15), reduce to

I F,+(+F,)R* (I+F,)R* 0 U ¢y
QU +G,)+G,R™* G R 0 Vel |y
0 0 I F,+(I+Fp)s ||V ¢l
0 R'¥ RYC  (I+Gp)+G,S|| W oy

and
U = U(O),f’ VU = U(l)’u, Vf — U(l),f’ W = U(2),u,

gu = {(1), Yy = Zp(l)’ gvf = g(z)’ P = ¢(2),
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F, = F(l), Fu — F(l)’ F, = F(Z)’ Ff — F(Z)’
G,=GY, G,=6D, G, =69, G,=G6?
yw =yD = zw =70  yO)=y@ 7 =z2),

(@ = 70 0 2 1) W) = @),
Heeding Remarks Al and A3, we choose {Y®, y(®} such that

¢ .

~@@2@V)2s(2h) — 1Y C(2h)
—t©C(2h) + Y S(2h)

(w)
Yy

—( Py PT(2h) - Ty ")
—7® + 7@)(iy )T (2h)

where

0 1 2
e =y vy = 1 =7

and

tan(y(m)’z)/y(m)’, 7/E)m)// =0,

S(Z) p p
T(Z) = C_ =142z, yém) = 0,
(2) W\, (myr(m)y
tanh(y, " '2)/y, ", vp =0,

so that S(0) = R*%(0) = 0. With Remarks A2 and A3 in mind, we select {Z®), Z(")} such that
7y =10y,

~@2G 2SR — 20 c2h)
~t(C(2h) + Z"S(2h)

@
ZP

—ORrYPTCR) - (i)
—7© + 2@ (iy )T (2h)

so that Q(0) = R7?(0) = 0.
We now need to verify the hypotheses of Theorem 2:

1. The first, Hypothesis 1, can be satisfied by simply assuming that the interface deformations,
f® and ), are sufficiently smooth.
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2. The second requires that we determine the invertibility of (Y® + Z®) and (Y©) + Z(©)). For
this, we require

~@O2G Y PT(2R) -t @ (i)
~7© + 7@)(iy\)T(2h)

Y;“) + Zéu) + T(”)(iy;u)) #0, (Fla)

—( Py T(2h) - T iy
Y(f) + Z(f) T<w>(”,<w>) P~ 4. (F1b)
—7) + T(“)(l)/(u))T(Zh)

3. The third mandates an investigation of

Ag') = —f(“)(i)/;u)) - Yéu) #0, (F2a)
. ¢
Agjw) = T(w)(—l)/g)w)) - ZI() ) %0, (F2b)
(u) <(T(U>)2(y(v>)z E,”)Yﬁf)) S(2h) + © ( Zgo + ygf ))C(zh) #0. (F2c)

4. The fourth hypothesis asks that we verify that the choices for Y® and Z(*) can be made. These
require that, for all p € Z,

Ys(2h) # 1ch), (F3a)
Z35(2h) # 1C(2h). (F3b)

5. Finally, Hypothesis 5 requires that both (I + G,,) and (I + G;) be invertible. In the absence of
a current, each of these is trivially invertible as they become the identity. In the presence of a
current, these can be guaranteed by demanding that

W 4 209) 4z [p(”>Y§,“) + s(”)] £0, (F4a)
"+ 20y 4 20 [p(f Y 4 >] £0. (F4b)

These are quite intricate formulas even with the simple Drude model we have selected, (4),
and we leave these as a constraints to be verified based upon the configuration at hand.

Remark F1. Unfortunately, these four sets of constraints, (F1), (F2), (F3), and (F4), are demands
upon the grating structure (layer thickness, h, infinitesimal period, d, permittivities, e and
currents, 6'™) and the illumination (expressed in ™) that mandate complicated transcenden-
tal functions be nonzero on the integer lattice; an unfathomable labyrinth for even the most gifted
Number Theorist. While this state of affairs is not ideal, these do present only nine explicitly verifi-
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able conditions which one could readily check once the physical specifications of the problem are
made. It is obvious that this extends rather readily to the (M + 1)-layer case save that the number
of equations grows linearly in M. Of course, any well-posedness results established for the gov-
erning equations as a system of Partial Differential Equations’” or Integral Equations® could also
be used to verify these conditions.
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