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Preface

Computational electromagnetics is a very rapidly developing field that developed
many theoretical approaches and computational tools. Over the years, it has
extended its range of application from microwave, light scattering to nanophotonics
and even electron energy loss spectroscopy. The Generalized Multipole Technique
(GMT) is a surface-based theory which is not that well known but there are a couple
of researchers continuously developing and extending the method such that it has
reached some kind of maturity over the years.

In 1998, we arranged a workshop [1] in Bremen, Germany supported by the
Volkswagen Foundation which had a focus on the Generalized Multipole
Technique to document the state of the method at that time and to especially initiate
discussion between the different research groups. Following the workshop, an
edited volume [2] was published with contributions by major researchers in the
field. Out of this workshop, a number of international collaborations arose which
continued to work on different variants of the Generalized Multipole method.

The name Generalized Multipole Technique (GMT) was coined by Art Ludwig
[3] for a number of related methods to solve the electromagnetic boundary value
problem, which were developed independently by a number of research groups
distributed all over the world. The common feature of these methods consists in
field expansion by a number of multipoles positioned away from the boundary
surface. Commonly, some kind of generalized point matching scheme is applied to
find the expansion coefficient of the multipoles.

Over the years, research in the GMT continued and many new advances in
theory, programming, and application have been achieved such that after 20 years,
we think it is the right time to have another close look at the current state of the
method. The edited book compiles a couple of chapters on various concepts related
to the General Multipole Technique to demonstrate the progress achieved over the
last two decades and show the new ideas developed during the last 10 years.

In Chap. 1, it is shown that the theory of principal modes can be derived for any
smooth particle starting from a set of distributed electric and magnetic multipoles.
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An important field of development is hybrid methods. That the invariant
imbedding approach can be combined with the null-field method is demonstrated in
Chap. 2.

The Null-field Method with Discrete Sources (NFM-DS) makes use of field
expansion using multiple multipoles. Recent progress to compute light scattering by
large axisymmetric particles using NFM-DS is presented in Chap. 3.

Some practical applications in nanotechnology require light scattering simula-
tion by a particle partly embedded in an infinite stratified medium. How this
problem can be handled using the Discrete Sources Method is investigated in
Chap. 4.

Chapter 5 is an overview of the recent works in the Method of Auxiliary
Sources.

Chapter 6 presents a novel numerical approach to investigate the resonance
behavior of plasmonic particles on a substrate under electron beam illumination
based on the Multiple Multipole Program.

Low-Loss Electron Energy Loss Spectroscopy is currently a hot research topic.
How the Generalized Multipole Technique (GMT) can be used in this field is
addressed in Chap. 7.

Yasuuras Method of Modal Expansion has been developed in Japan. In Chap. 8§,
this method is applied to investigate scattering by gratings.

An important aspect of the Generalized Multipole Technique is the suitable
choice of locations for the sources. This topic is treated in Chap. 9 by James E.
Richie.

We hope that these chapters give a fresh look at the evolution and development
of the Generalized Multiple Technique. Of course in such a book, the fundaments
needed cannot be fully covered. For this, the interested reader is referred to the book
by Doicu et al. [4].

As no book can be published without some assistance, we have to thank all
contributors who send their text on time. We especially like to thank Prabhan
Vishwanath who helped with latex compilation.

Bremen, Germany Thomas Wriedt
Moscow, Russia Yuri Eremin
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Chapter 1 ®)
Principal Modes of Maxwell’s Equations i

Ben Hourahine, Duncan McArthur and Francesco Papoff

Abstract This chapter reviews the use of principal modes—states which are max-
imally correlated between two subspaces and hence form pairs unique up to phase
factors—in solving Maxwell’s equations and analysing these solutions for nanopar-
ticles and structures. The mathematical structure of this method allows a computa-
tionally efficient generalisation of Mie’s analytical approach for the sphere to obtain
semi-analytical solutions for general geometries with smooth interfaces. We apply
this method to investigate a range of single and multiple particle metallic structures
in the linear, non-linear and non-local response regimes outside of the quasi-static
limit.

1.1 Introduction

The interaction of light with particles with similar or smaller dimensions than the
incident wavelength has been intensely investigated for more than a century. New and
interesting results continue to be discovered in this regime. This coupling is crucial
in the spectroscopy of single molecules and for single and multi-photon processes
[1, 2], while interferences between different scattering channels give classical ana-
logues of quantum processes [3, 4], and carefully designed particles are the building
blocks of several classes of metamaterial [5-7]. All these effects are due to particle-
light interaction, which depends on both the particle’s shape and composition and
also the properties of the incident light. This interaction can become very strong, par-
ticularly around resonances. Understanding and controlling fundamental elements
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of this interaction are essential to design nanostructures with desirable near as well
as far field optical responses.

In this chapter we review the theory of principal modes that we have developed
over the last 10 years to describe single and multiple particle systems with smooth
interfaces. We use the mathematical theory developed by Jordan [8] for the angles
between subspaces of functions [9] to highlight the profound relation between reso-
nances and the geometry of function spaces in Maxwell’s equations. With this theory
we can: predict resonances of particles, independently of the particular exciting field;
calculate the near and far field properties of optical modes of a system since it gives
efficient access to the electromagnetic field at arbitrary spatial locations; and opti-
mise the excitation of the system with appropriately chosen incident fields. We can
also find optimal excitation conditions for the coherent control of near or far field
emission for elastic (single photon) or for inelastic (multi-photon) processes. In the
latter case, we assume that the non-linear processes are sufficiently weak that the
pump light at the driving frequency is not depleted. More recently, we have applied
this method to modally decompose the local optical density of states, giving insight
into Purcell and Lamb factors in the near ultraviolet [10].

1.2 Principal Modes of Single Particles

The theory of principal modes can be applied to general particles and structures
without sharp edges, this includes both metallic and dielectric particles. When all the
characteristic dimensions of the particle (and the skin depth in the case of metallic par-
ticles) are larger than the free propagation length of charges, then in this regime local
macroscopic permittivities and susceptibilities can describe the interaction between
light and the matter inside the particle.

The wave energy scattered by a particle propagates outward towards infinity [11],
and the tangential components of electric and magnetic fields £, H are continuous
at the bounding surface of the particle. Hence, for any incident field, the internal and
scattered fields are determined by finding the solutions of Maxwell’s equations in the
internal and the external media that satisfy the boundary conditions and meet at the
interface of the particle. We use vectors F = [ET, HT]T with six components for the
full electromagnetic fields [12]; in the case of a local macroscopic permittivity and
susceptibility, the tangential components, together with the radiation condition then
fully determine the boundary conditions for valid solutions to Maxwell’s equations.
Hence only the projections, f, of the six components of the field onto the boundary
of the particle are required, since by construction the internal and external fields are
regular and radiating Maxwell solutions. These surface fields have four components,
two electric and two magnetic, and form a space, .7, with defined scalar products
in terms of the overlap integrals on the surface of the particle,

f'gZ/Sfj*gde’ (1.1)
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where f* is the complex conjugate of field f, j labels the individual components
and we sum over repeated indexes. In this notation the boundary conditions become

o=r-r, (1.2)

which can be interpreted geometrically in the Hilbert space J#: the projection, f°,
of the incident field, F°(x) at point x, onto the surface of the particle is equal to the
difference between the projections of the internal and scattered fields, ' and f°.
Therefore, an incident field having small values of the tangential components can
then excite large amplitude internal and scattered surface fields, provided that both
of these two fields closely match (i.e. they are nearly cancelling each other at the
surface). This happens when the difference between these two fields, and therefore
the “angle” between them, is small. These angles are rigorously defined as being
between solutions of Maxwell’s equations for the internal and external media; where
these solutions are themselves standing and outgoing waves, respectively, and form
two subspaces of 7#. The electromagnetic response of each particle is completely
characterised by these angles and their associated waves, which can be calculated
with arbitrary precision from any complete set of solutions of Maxwell’s equations
for the internal and external media.

Several sets of exact solutions of the Maxwell equations are linearly independent
and complete [11, 13] on Lyapunov surfaces. Such surfaces are mathematically
characterised by the following three conditions: (1) the surface normal is well defined
at every point; (2) the angle between the normals at any two points on the surface
is bounded from above by a function of the distance between these points; (3) all
the lines parallel to a normal at an arbitrary point on the surface intercept only once
the patches of surface contained in balls centred at that point and which are smaller
than a critical value [14]. These surfaces, along with C2 continuous interfaces define
normal domains [15] for which Gauss’ theorem applies.

We use two sets of electric and magnetic multipoles, {7,1}311 and {s,}52, for
the internal and scattered fields respectively. These are centred at points within the
particle [16, 17]. It is known that any function in .7 can be approximated to arbitrary
precision by a finite but sufficiently large number of such multipoles [18]. In other
words, {1,122, U {5,)°2, is complete and no function in this set is the closure of the
linear combinations of all the remaining functions. We note that both the internal
and scattered fields exist at the surface of real metallic and dielectric particles, i.e.
the union of internal and scattered fields provides completeness in the space .7 of
surface fields of the type to which f belongs. Neither the scattered or the internal fields
separately are complete. An example of this property is given by spherical particles,
where both internal and scattered modes are necessary to form the complete basis of
functions that underpins Mie theory.

For numerical applications, we could use any set of solutions for the Maxwell
equations which satisfy the Silver-Miiller radiation conditions [19, 20] in the external
region and form standing waves in the interior. The numerical results shown here are
derived specifically by using distributed multipoles [11].
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One can show [18] that the coefficients of the internal and scattered fields, {an, al,
that minimise the discrepancy between an incident field and the expansion of internal
and scattered fields,

N
Z ass, —ati

(1.3)

are the solutions to

Tir vig al 7T fo
A | e = a9
where a'/% = [Zzi/ S &%S]T and T, & are the matrices whose columns are the

functions {i,}"_, and {5,}"_,. The Gram matrix on the left of (1.4), i.e. the matrix
of all possible inner products, can always be inverted because the functions used are
linearly independent and complete. However, the inversion is numerically challeng-
ing [17] and for this reason this approach has received little attention. Instead, by
using principal modes we can exploit the block structure of the matrix in (1.4) to
give a complete characterisation of the geometry of the internal and scattered fields
and analytical expressions for the expansion coefficients of the fields.

First, we find orthogonal modes for the scattering and internal basis fields: for any
number, N, of multipoles, we obtain surface orthogonal modes through the matrix
decompositions

Ui o, (1.5)
= U Q", (1.6)

[1]1 =t
Il

where Q' and Q° are invertible matrices determined through singular value decom-
position (SVD) or QR factorisation [21, 22] and U?, U* are unitary matrices whose
columns are the orthogonal internal and scattering modes respectively.

The scalar products between internal and scattering modes then form a matrix
which has the decomposition

vi'us = vicvst, (1.7)

where C is a diagonal matrix with positive elements, and Vi, VS are unitary matrices
acting respectively on the internal and scattered fields. We simplify the Gram matrix
using these identities and the unitary transformation

ViTQiT_l 0
0 VSTQST71 ’ (1.8)
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which leads to the matrix equation (1.4) becoming

1 i T £0
AR AT

On the left hand side of (1.9), 1 is the identity matrix and ¥ = U'V? and & =
U’ V* are matrices whose columns are formed by the so called principal internal and
scattering modes, {i, } and {s,}, which are one of the main tools in this theory. The
coefficients of the principal modes in the fields’ expansions in the orthogonal modes
U/Sof (1.5) (1.6) are a’ and a*. The essential feature of our theory is that, because
C is a diagonal matrix, the principal modes are coupled pairwise, i.e. each mode
is orthogonal to all but at most one mode in the other space. This is also the main
property of the Mie modes of spheres. The principal angles, &,, between s,, and i,
are defined in terms of the positive diagonal elements of C as

i s, =cos(&,). (1.10)

The terms on the right-hand side of (1.10) are the principal cosines [8]: cos (§,) and
sin (§,) are the statistical correlation [23] and the orthogonal distance between s,
and i, respectively. Note that the spatial correlation of two modes is defined by an
integral over the particle surface for the scalar product of their projections. In other
words, each scattering mode, s,, is spatially correlated to only one internal mode,
iy, and vice versa at the particle boundary (being orthogonal to all other internal and
scattered modes).

The set of angles, {&,}, are invariant under unitary transformation [9] and com-
pletely characterise the geometry of the subspaces consisting of the internal and
scattered solutions in .7. This geometry is generated by the specific scattering par-
ticle, through the surface integrals of the scalar products between the functions in
these two sub-spaces. Principal cosines are important for two reasons: they provide
analytic equations for the coefficients of the internal and scattered principal modes,
generalising the Mie formulae and clarifying the nature of all scattering channels
of a particle; they allow us to reduce large matrices to their sub-blocks and elimi-
nate the need for numerical inversion in the determination of the mode coefficients.
We give more details for the numerical process of calculating the principal modes
in Sect. 1.7, comparing the stability and performance of the discrete source method
solved by QR factorisation against two numerical schemes to form the unitary trans-
formations required to obtain the scattering problem in the form of (1.9).

For spherical particles, each pair of modes can be divided into two categories,
the electric multipoles (transverse magnetic modes) having magnetic fields with
null radial components, and the magnetic multipoles (transverse electric modes)
having electric fields with null radial components. As a consequence of the spherical
symmetry, modes for each of these sets can be labelled with two discrete indices, /
and m, which are related to the eigenvalues of the total angular momentum and of
the angular momentum along z, respectively. Electric and magnetic multipoles are
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divergence free, i.e. the condition V - E = 0 applies. From Maxwell’s equations [24],
one can find that this condition has two physical consequences: these modes cannot
produce a charge density inside the medium in which they are supported; furthermore,
at each point in space the electric fields of these modes are orthogonal to the local
wave vector. When the response of the system is local, for example in the case
that the current density at any point inside a metallic particle depends only on the
electric field at that point, the interaction of the particle with light is fully described
by these electric and magnetic multipoles. More specifically, internal and scattering
electromagnetic fields are expanded in terms of electric and magnetic multipoles:
in spherical coordinates the internal and external electric (magnetic) multipoles of
indexes [, m have the same angular dependence, while the radial dependence is a
function of the medium in which the multipole is defined. As a result of the spherical
symmetry, the surface integral of the scalar product of a mode with the complex
conjugate of another mode, i.e. the spatial correlation at the surface, is non null only
if the two modes are both transverse electric or transverse magnetic and also have
the same values of / and m. This property can be used to find the amplitudes of
the modes by imposing the continuity of the tangent components of the electric and
magnetic fields at the surface of the sphere and identifying the principal modes for
the internal and scattered fields that are correlated at the surface. For non-spherical
particles, instead, principal modes are linear superpositions of multipoles (although
in some cases one multipole can be dominant) and again form unique internal and
scattered mode pairings.

We can now interpret the interaction of particles with light in terms of eigen-
values and orthogonal eigenvectors, wE = (i, £ s,,)/ V/2, of the Hermitian operator
in (1.9). This provides useful analogies between the electromagnetic response of
classical particles and the quantum-mechanical response of atoms or molecules. In
experiments however, one typically observes only either the internal or scattered field
in some way, so transforming the eigenfunctions, {w}, we find the principal modes’
coefficients:

i in — COS (En)sn ¥

0 L 0
a = Cfl= 1.11
S ey T hn (1D
s Sp — COS (En)ln S,/,
ay = —"——5 L [0 = O (1.12)
sm (El‘l) Sp * Sn

Here i), = i, — cos (§,)sn, 5, = s, — cos (§,)i, are biorthogonal to i,, s, (i] - s, =

s, i, =0)withi), - i, =5, -5, = sin? (&,). Either the principal or the biorthogonal
modes fully specify the response of the particle at any point inside, on the surface and
outside the particle. A graphical representation of the principal and the biorthogonal
modes is shown in Fig. 1.1. This is shown by recasting the expansions of internal
and scattered field as
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Fig. 1.1 A schematic for a pair of principal modes showing their relative geometry and interaction
with incident fields. All of the modes and incident fields have been normalised to unit magnitude (the
marked circle). Figure a shows the orientation of the internal and scattered (s,, i,) modes and the
directions of the orthogonal eigenvectors Wni o (i, £ s,). Figure b demonstrates the orientation of
the biorthogonal modes (s}, i;,) and the induced mode amplitudes caused by different incident fields.
We can see that a field of magnitude 1 with f, parallel to s, induces amplitudes a} = 1, @, = 0—
shown in red, corresponding to (1.18)—while a unit field with f, parallel to s;, (and orthogonal
to i, )—shown in blue, induces the largest amplitude possible from a unit magnitude incident field
together with a non-vanishing internal amplitude a/, (corresponding to (1.19)). Equivalently [25],
the amplitudes are proportional to the scalar products of the incident field with the biorthogonal
modes i/, and s,

Fll@) = Gs.5) - 7).
_ (9"(@@(@1‘4@) _ 9-Y<x>5n<x>sé<~‘>> o),

7 7
i iy YA

(1.13)

where G g(x, s) is the surface Green’s function [12, 18] of the particle and the indi-
cator function 7% (x) (7°(x)) is 1 inside (outside) the particle and null elsewhere.
In numerical calculations, the propagation of fields away from the surface (/ (x) and
S(x)) is performed as per (1.13) at a very low computational cost by evaluation
of known solutions of Maxwell’s equations, i.e. of Bessel or Hankel functions and
vector spherical harmonics. From (1.13) one can see that the convergence of princi-
pal modes and principal angles as N — oo is a consequence of the convergence of
the surface Green’s function [18] for any complete set of solutions of the Maxwell
equations. We can monitor this convergence with the surface residual

N
O+ Za;sn —dli,|, (1.14)
n=1

which provides an upper bound for the maximum error in the scattered and internal
fields that decreases with the distance from the surface [11, 26]. Furthermore, the
form of (1.11), (1.12) remains unchanged as N — oo, even if &, i,, s, themselves
change. The angles relevant to this work are the point angles 0 < £ < 7 /2 of the infi-
nite dimensional theory [9], together with the corresponding subspaces (the principal
modes) and their orthogonal complements (the biorthogonal modes).
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The modal decomposition in (1.13) has several unique advantages. The left-hand
terms in the scalar products depend exclusively on the particle, i.e. are independent of
the particular incident field, which enables us to strongly reduce the number of modes
used in the calculations by finding which couple to a given exciting field and discard-
ing the others. Similarly, this also allows optimisation of an incident field to excite a
specific principal mode, or combination of modes. We remark thata’, a$ in (1.11) and
(1.12) are calculated by projecting the incident field £° onto non-orthogonal vectors,
i, and s,, while sin (§,) is defined as the Petermann factor in unstable optical cavi-
ties [27], which gives the order of magnitude of transient gain and excess noise for
these systems. Therefore the existence of strongly aligned vectors with sin (§,) < 1
determines large surface fields in nanoparticles as well as large transient gain and
excess noise [28] in macroscopic unstable cavities and dissipative systems governed
by non-Hermitian operators [29], demonstrating an analogy between optical cavities
and nanoparticles. Macroscopic cavities and scattering particles are both open sys-
tems in which the internal and external modes are together necessary to provide a full
description of the interaction with the environment: reducing the theory to one set of
modes implies a loss of information, and this is the origin of the similarities of these
systems. Mathematically, as a consequence of oneness and losses, internal and scat-
tered principal modes are not themselves modes of a Hermitian operator and their
optimal excitation is given by the corresponding biorthogonal modes. Physically,
the biorthogonal modes are surface fields that are either totally reflected or totally
absorbed. The experimental realisations of these surface fields may be challenging,
but they can be used theoretically to find and optimise incident fields able to couple
to the principal modes. For well aligned mode pairs (having a small value of &,), the
coefficient aﬁl, a; are of the same order, but this is not the case for weakly aligned
pairs (§, — m/2), which can have qualitatively different absorption and scattering
cross sections. Furthermore, modes can have null amplitudes for specific incident
fields but couple well to other incident fields, see (1.11) and (1.13).

To completely determine the response of particles to electromagnetic fields, we
need also to assess the ability of the principal modes to transport energy. This is
determined by the integral of the Poynting vector of each mode over the surface of
the particle,

@3/ = /Re (ﬁs/" S x H,j/"*) ds. (1.15)
.

where 71°/7 is the outward (inward) pointing normal of the surface for scattered (inter-
nal) modes and Ef/ L H,f/ " are the electric and magnetic components of the principal
mode with |ai,/ *| = 1. Radiative modes that are very effective at transporting energy
from the particle surface to infinity are identified by large values of this “intrinsic”
mode flux, @;, while small values correspond to modes that can only transport energy
effectively in close vicinity to the surface. Similarly, strongly (weakly) absorbing
modes are identified by large (small) values of @' .

This theory generalises the definition of Mie resonances to any particle without
sharp edges and it is computationally efficient. Principal modes and their scalar

products depend on geometric properties such as the size parameters of the particle
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and also the frequency dependent permittivity and susceptibility of the particle; as
a consequence, the principal angles, {§,}, vary with the frequency of incident light.
The mode coefficients diverge when the denominators of (1.11) and (1.12) vanish.
This happens when a pair of normalised internal and scattering modes are perfectly
parallel. For a sphere it can be shown by factoring out the angular dependence of
the modes that this is an example of the usual Mie resonance condition, which can
be interpreted geometrically in terms of alignment between internal and scattered
modes [30]. For spheres, the resonance i,, = s, occurs at complex wavelengths; for
real wavelengths, resonances correspond to minima of the principal angles, and hence
maxima in the excitability of the modes. This holds true for any smooth non-spherical
particle, because perfect alignment is impossible with the linear independence and
completeness of the principal modes. Therefore, as with spherical particles [31],
physical resonances correspond to minimum angles (&, # 0) of pairs in .77, which
are also minima of the eigenvalues of the Hermitian operator in (1.9).

We also need to consider the energy transported by resonances. A resonant pair of
modes can have very different values of @ and @ , which means that the effect of the
resonance can be strong or weak depending on whether the detection is made in the
near or far field, or if scattering or absorption are measured. Note that the total flux
of energy scattered or absorbed by non-spherical particles (integrals of the Poynt-
ing vector over all directions) is given by the sum of principal mode contributions
plus interference terms between modes, which are absent for spherical particles by
symmetry. The interference terms are absent in spheres because both surface fields
and power fluxes of Mie modes are orthogonal. Hence for non-spherical particles,
interference effects can lead to strong efficiency peaks or to sharp asymmetric fea-
tures resulting, for example, from Fano-like interference between broad and narrow
resonances. Examples of these phenomena are given in the following.

In terms of numerical calculations this approach is a surface method that relies
on the convergence of

N N
{Zaflln, Zaf,Sn} (1.16)
n=1 n=1

to the exact electromagnetic fields at any point inside and outside the particle [12, 18]
as N — oo. Equation (1.14) gives the numerical error in the evaluation of the surface
fields; in practice the scattered power is calculated both at infinity and on the surface
of the particle to estimate the error in the field propagation, i.e. in the evaluation of
the special functions used for expanding the Maxwell solutions. The Stratton-Chu
relations [32] can also be used to test both the propagation of the scattered light and
also the reliability of the internal [22] field.

‘We have compared our calculations with Mie theory [33] for metallic spheres [34]
and demonstrated that this method is numerically very accurate for particles with radii
between 1072 and 4 x 10° times the wavelength of light.
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1.3 Optical Resonances of Single Particles

As the size of the particle becomes comparable to, or smaller than, the wavelength
of light, the geometric description of resonances as closed orbits of light rays [35]
becomes less and less effective, eventually requiring the solution of Maxwell’s equa-
tions. Analytical solutions [36, 37], based on symmetry and separation of coordi-
nates, provide exact results for a few specific shapes of particle. For spheres, electric
and magnetic multipoles are used to expand internal and scattered fields and each
multipole in one field is correlated only to the corresponding multipole in the other
field. Resonances depend on the size of the particle and on the dielectric permittivity
and magnetic permeability of the internal and external media and occur when the
correlation of one pair of modes reaches a maximum. However, it is important to
realise that a resonance can be observed only if the incident light has the appropriate
frequency and spatial structure on the surface of the particle, otherwise the incident
field does not couple to the resonant modes of the internal and scattered fields.

For particles of arbitrary shape, resonances are often defined empirically by the
appearance of maxima in properties such as the far field extinction or scattering
efficiency spectra. While there are several methods that can find spectra and their
maxima [38], this approach to resonances is unsatisfying because it fails to disen-
tangle the intrinsic properties of the resonance from those of the incident field. It
also depends on an arbitrary choice of the property which is monitored to determine
the resonance. For instance, a resonance of a surface mode that does not efficiently
transport energy to infinity, would not be distinguishable in any far field measure;
these resonances, however, can be extremely important in near field applications or
through interference with radiative modes able to transport energy into the far field.
We use the principal modes of Sect. 1.2 to define field expansions and resonances
for any smooth particle, where Mie’s treatment of the sphere is a special case of this
more general theory.

For all particles presented in this section we use a fitted dielectric function
[39, 40] for gold.

1.3.1 Gold Nanorods

We examine here light interaction with a type of particle that is extensively used in
experiments, gold nanorods. For simplicity, we consider these particles in vacuum
without considering any supporting substrates.

As aconsequence of the axial symmetry of these particles, all fields in the problem
can be decomposed into components demonstrating a well defined azimuthal angular
dependence, expim¢, where m is an integer. In the case of axially incident plane
wave light, functions transforming as m = %1 fully describe the incident light and
the optical response of the particle (other channels being ‘dark’ to this excitation).
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Fig. 1.2 a The scattering, absorption and extinction efficiencies of a small gold rod, showing a
205 nm mode and a weaker absorption peak at 486 nm. Other resonances can be excited for different
angles of incidence (since the incident light should couple with the structure of the mode to excite
it). b The DSCS, showing that this particle has strong forward scattering for plane wave exciting
light

Figure 1.2a, b show the calculated optical efficiencies and differential scattering
cross section (DSCS) of a 480nm long rod with diameter 40 nm, which is illumi-
nated with plane-wave light incident along its axis. There is a strong resonance at a
wavelength of 205 nm with a weaker absorption peak at ~515 nm. The DSCS shows
that the incident light is strongly scattered forward, particularly at short wavelengths.

We see from Fig. 1.3a, d that most mode pairs are either strongly radiative or
absorbing, with the exception of one weakly aligned pair that is able to be both
absorbing and radiating. The peak at 205 nm results from the constructive interfer-
ence of several weakly aligned principal mode pairs as shown by Fig. 1.3c. Most
of these mode pairs are weakly radiating into the far field and collectively they can
very efficiently extract energy from the incident field. Interference between scat-
tering modes leads to enhanced sensitivity to perturbations near to the scattering
surface, therefore these multi-mode resonances can be very advantageous in sensing
applications. Additionally, the effects of entropy associated with these multiple mode
features [41] can be significant.

A few modes cause the absorption feature at ~515 nm. Two of these modes
are weakly aligned and absorb comparable amounts of energy; they become more
strongly aligned at around this resonance. The scattering mode of the pair with the
weakest alignment is instead dominant, as shown in Fig. 1.3c, where the resonance
at ~515 nm is enhanced, but in absolute terms this resonance is barely observable
in the far field scattering efficiency of Fig. 1.2a at that wavelength.

Figure 1.4 shows the same particle, now illuminated equatorially with an incident
light polarisation of 45° with respect to its long axis, where now modes with m = 0
character dominate the response of the system. The broad feature at around 200-
450 nm, containing structures similar to the composite modes of Fig. 1.2, is insensitive
to the particle length, as shown by examining particles with varying length and the
same diameter. No clear hot or cold spots can be observed on the particle surface,
see Fig. 1.5a. The sharp resonance at 676 nm shifts with rod length, and its surface
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Fig. 1.3 The principal angle landscapes of a rounded nanorod: mode pairs are plotted according
to their principal cosines (mode index), the wavelength of the incident light, with the height of the
landscape as sin~! (§), the largest possible values of |a£,/ *| for | f 0 =1. Landscapes are overlaid
with traces that are colour coded according to: a the intrinsic mode fluxes, @;, normalised at each
wavelength to the range [0, 1], b the amplitudes |a; | of the scattered field, ¢ the mode fluxes |a;, |2¢2;
again normalised to [0, 1]. d—f as a—c but for internal modes. Discontinuities in the traces are due to
crossings between different modes which occur when the values of their principal cosines become
degenerate, leading to a change in ordering of the mode indices. b and ¢ show that a multi-mode
resonance produces the peak at 205 nm, with several principal modes contributing similarly to the
scattered power. A group of internal modes, which become more aligned at 515 nm, determine the
weak absorption peak around this wavelength. In these pairs internal and scattering modes couple
differently to the incident field and the radiative mode with the weakest alignment dominates the

far field, as shown in ¢
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Fig. 1.4 The particle from Fig. 1.2, but now illuminated from the side with an incident light
polarisation of 45° with respect to its long axis. a The spectra show the presence of both a broad
feature similar to Fig. 1.2 at around 200450 nm and also a sharp resonance at 676 nm. Note the
strongly asymmetric Fano-like resonance (sharper than the resonance in the extinction spectrum)
in the scattering efficiency at this wavelength. b The DSCS for equatorial illumination
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Fig. 1.5 Near field intensity for the 480 nm length rod, shown at the a broad feature (207 nm) and
at the b “waveguide” Mie-like mode at 676 nm of Fig. 1.4a
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Fig. 1.6 Principal angle landscapes for the rounded nanorod for modes able to couple to illumi-
nation from the side of the rod, with resulting spectral properties shown in Fig. 1.4. The feature at
676 nm is due to a single well aligned pair of modes. The landscapes are colour coded and have the
same axes as Fig. 1.3. ¢ Shows that the energy is transported into the far field by the resonant mode
and by a weakly aligned, non-resonant, scattering mode. These modes also interfere to give the
total scattering cross section and produce the characteristic asymmetric and sharpened Fano-like
resonance shown in the scattering efficiencies of Fig. 1.4a

field as shown in Fig. 1.5b, has the strong nodal local structure of a “waveguide”
mode on the long axis, remarkably similar to the experimental results of [42].
Figure 1.6 shows only mode pairs that cannot be excited by axially incident
light, primarily being in the m = 0 channels; multi-mode resonances similar to the
one discussed for axial incidence originate the broad features at short wavelength;
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most of the corresponding modes are not shown. Figure 1.6 show that for most
principal mode pairs of this particle, excitation occurs only for either the absorbing
(internal) or radiating (scattering) member of the pair, and all the three resonances
at around 550-700 nm are absorbing. The excitation paths in Fig. 1.4b, e show that
only the best aligned of the three resonant pairs is excited for this particular field.
This resonance is undetectable for incident light propogating along the axis, but it is
observable as the angle of incidence is rotated towards the equator at 90°, Fig. 1.4; at
~600 nm the more weakly aligned mode pair becomes excited for incident angles of
~50°. Near the sharp resonance at 676 nm, the resonant mode and a weakly aligned,
non-resonant, scattering mode transport the energy into the far field, see Fig. 1.4d.
Interference between these two modes gives a Fano-like asymmetric feature in the
total scattering cross-section that is sharper and more asymmetric than the single
pair resonance. On the contrary, only the resonant mode determines the absorption,
producing a symmetric feature in the absorption cross-section, with its maximum
coinciding with only the largest alignment of the mode pair.

1.3.2  Supershapes

We can also use the principal modes approach to examine particles with more com-
plex shapes. For example “peanut” shaped gold particles with a length of 80 nm.
These are an extreme case of a family of geometries from a spheroidal particle, via
cylinder to composites of two spheroids connected together. To describe this range
of geometries a “superformula” [43],

r(¢) = [|a" cosup/4|” + b7 cosm¢>/4|v3]7v1 , (1.17)

can be used to produce all the cross sections in Fig. 1.7. Equation (1.3) is used to give
an error measure for the internal and scattered field solutions. Normalised optical
cross-sections are shown in Fig. 1.8 for different incident angles of plane wave light

>mNOMTAOI——
Particle

1 |
40 30 20 10 O 10 20 30 40
nm

Fig. 1.7 Generatrices of 10 axially symmetric particles, labelled A-J, ordered by depth of the
indentation and being between spherical (J), through a rounded cylinder (F) to two merged spheres
(A). The superformula with parameters © = 2,a = b = l and vi = 0.1, vp = 0.1v3 [43] is used to
describe all of these shapes
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Fig. 1.8 The calculated cross sections for particles A-J. The light is polarised parallel to the long
axis and its incident directions are chosen along (a) and across (b) the symmetry axis. Particularly in
the case of axial light, there is a rapid decrease in extinction and absorption by the surface plasmon
on distorting away from a spherical symmetry. The plasmon feature also shows a strong red-shift
for equatorial incident light and is lost at the “peanut” shaped limit

(at 0 and 7 /2 rad. with respect to the particle axis). In all cases absorption is stronger
than optical scattering for these particles and is seen to dominate their extinction;
for both angles of incidence that have been considered, the smoother shaped ellip-
soid show pronounced resonances, but these become almost indistinguishable when
moving to particles with a deeper indentation. For axial incident light, a broad res-
onance near 510nm is apparent: this resonance becomes weaker if the indentation
is increased, but its wavelength location remains the same. For light with an equato-
rial incidence direction another resonance becomes apparent, that for the ellipsoidal
particles, is present at ~530 nm. Here, on indenting the shape, this feature moves to
lower energy, again becoming weaker and finally is lost for the deepest indentations.
A simple explanation for this behaviour would be that shape change perturbs the
surface field, moving the resonance to longer wavelengths where the geometrical
distortion is less significant and is averaged out, but finally the indentation is suf-
ficiently strong as a perturbation and the feature disappears from the investigated
spectral range.

To confirm this simple picture, the principal modes [44] of the system demonstrate
that the 510 nm feature is due to a weak resonance of one mode pair, while the 530 nm
feature is due to another more strongly aligned mode pair. In the case of the most
indented particles, the mode landscapes show that while there are several modes of
the particles which can strongly couple with the incident light, these are not efficient
at absorbing or scattering being generally poor at transporting energy (low mode
fluxes). However these modes may be apparent, for example to methods such as
surface enhanced spectroscopies, since they are strongly excited but could easily be
overlooked by measurements in the far field.
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1.3.3 Scanning Near-Field Optical Microscopy of Gold
Nanodiscs

Principal modes have also been applied to explain Scanning Near-Field Optical
Microscopy (SNOM) measurements performed on gold nanodiscs [45]. Here the
experiments were performed in collection mode, scanning the tip of an optical fibre
in close proximity to the particle, and collecting light via a large numerical aperture
in the far field.

Measured and simulated images of an 800nm diameter, 30 nm thick disc, are
shown in Fig. 1.9 at two wavelengths. The theoretical model neglects back-coupling
from the disc onto the tip, but yields good qualitative agreement with the measured
images. The change in the images of Fig. 1.9 is mainly due to which principal modes
of the disc are dominant at the two wavelengths. At 705 nm, anm = 1 character mode
is near to its resonance, while at 765 nm instead it is an m = 0 mode responsible for
the image. The excitability of these two modes is shown in Fig. 1.10, these are the
two relevant modes from the the full landscape, for example in Fig. 1.11 we show
the rest of the m = 1 character modes.

(b)
Fig. 1.9 a Experimental (left) and theoretical (right, with the particle shape marked with a fine
white dotted line) images of near-field transmission with incident light at 705 nm. b The same disc

illuminated instead at 765 nm. The exciting beam is unpolarised, while the far field collection is
linearly polarised in the vertical page direction

(a)

Fig.1.10 The m = 1 and 70
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experimental SNOM images 50|
shown in Fig. 1.9 -
W o40
L=
[
= 30
207
101 L 1 |
650 700 750 800 850

Wavelength (nm)



1 Principal Modes of Maxwell’s Equations 17
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We note that the effect of multiple scattering of light between the particle and
the tip may have to be included for more complex particles. In that case, we should
consider the principal supermodes of the whole system, as discussed in Sect. 1.5,
consisting of both the SNOM tip and the particle.

1.4 Coherent Control

Several approaches for nonlinear [46] and linear control of light have been suggested
based on pulse shaping [47, 48], application of learning algorithms [49], coherent
absorption mechanisms [50] and time reversal of an outgoing field [51]. In quan-
tum optics the interference between fields has been proposed as a way to remove
beam splitter losses [52] and for control of light by light in graphene [53] or inside
plasmonic metamaterials in the linear regime [54].

Using the principal modes decomposition [30], general analytical control of both
internal and scattered fields can be achieved, either enhancing or suppressing the
internal and/or the scattered fields for general structures at arbitrary wavelengths.
It is also, for example, possible to induce narrow features in the spectral responses
of systems by, for example, converting phase control into amplitude modulation. In
order to control N modes of the system, this approach requires control of the relative
phases and amplitudes of N + 1 independent exciting light fields. Depending on the
modes being controlled, the flow of energy out from a particle (or structure) can be
adjusted in the near and/or in the far field, similarly absorption can be changed by
controlling the internal fields of the particle in a similar manner.
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1.4.1 Elastic Scattering

A constraint on the control approach should be that the fields required are of types
that are commonly available. Fortunately it is possible to apply both monochromatic
or broad band light sources, provided there is a reasonable degree of coherence. This
should be on a length scale of at least the order of the particle size, so can even be
from conventional lamps in some case, as long as the differences in optical paths are
within the coherence length.

To be practical, simple control of the relative phase of the incident optical sources
would be preferred since this then requires only one source of light and can be
achieved with standard optical bench technology (splitters, phase modulators, etc.).
Alternatively, more complex approaches including mixtures of internal and external
sources, such as embedded impurities or quantum dots can be used (see Sect. 1.4.2
for how to apply non-linear effects in a similar role). Figure 1.12 shows some ide-
alised conditions to achieve this type of source control. We have previously demon-
strated [30] that simple scanning of parameters can be used to locate conditions that
control scattering responses. This can be achieved without detailed information on
the optical modes of the system, making it practical to be experimentally applied.

The correlation between the internal and scattered modes in the nth pair (i.e. the
non-orthogonal basis of vectors [25]) gives a simple geometry which can be used to
determine exciting surface fields which project onto s, but not i,, (or i, and not s,,).
Similarly, fields that produce a maximum amplitude for modes s, or i,, see Fig. 1.1.

To construct a field which couples in these specific ways, we note that incident
fields can generally be decomposed as f = f,, + f,’, i.e. the components co-planar
with the nth mode pair (f,,) and that lies outside of the plane (f,").

A, (b

Fig. 1.12 Some potential set ups to control optical channels of nanostructures. a Using monochro-
matic light fields, the relative amplitudes A; and A; and phase difference A@® specified. b More
generally, a spatial-light modulator is deployed to modify both phase and/or the amplitude over a
range of frequencies from a coherent broad-band or pulsed source of light. By splitting the light pulse
(P) along two paths, reference (R) and modified (M) pulses are recombined at the nanostructure
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fi=si—a =1,a =0, (1.18)
1 ; cos (&,)

a, = —
sin (§,)" " sin (§,)

fo=s,—>a, = . (1.19)

Equation (1.18) then gives conditions for fields that excite only the scattering mode of
the pair (independent of the f,” component), i.e. does not couple to the paired internal
mode. Equivalently, the largest conversion factor into scattered intensity, |a)/f,l,
occurs for the field given in (1.19). Both types of incident field and the resulting
induced scattered mode amplitude are shown in Fig. 1.1. The corresponding fields
to induce equivalent amplitudes for the internal mode i, is obtained by exchanging
sand i in (1.18), (1.19).

These are exact conditions, valid for any frequency. Possible applications are to the
control of one or more modes over a range of frequencies, or to introduction narrow
band features in the spectral response. It is noteworthy that the largest excitation of
a mode is not caused by a single mode, parallel in the sense of Fig. 1.1, excitation.
Instead optimal amplitude is obtained by producing amplitude in the two principal
modes of the pair.

Physical fields with tangent components according to (1.18), or (1.19) can be
produced by several methods. The mode parallel f = s, case could be produced via
a time reversal for a lasing mode from a similar shaped particle having gain opposite
to the target particles’ loss [50] but only at the resonant frequency. This can be chal-
lenging to achieve experimentally, requiring convergence from all directions for the
radiation. Instead interference can be used to construct such surface fields. A field
F (x) having tangent components of f =i, or f = s, cannot in general be realised
by common external radiation sources or by purely internal sources (for example
fluorescence). The reason being that sources purely in one region do not simulta-
neously contain components that are both outgoing radiating waves (as required to
couple to the scattered modes) and standing internal waves (required to couple to the
internal mode). Instead, linear combinations of two or more sources having appro-
priate amplitudes and phases provide a simple way to construct exciting fields for (a
few) dominant interaction channels of general particles. The necessary fields which
realise (1.18) or (1.19) can be constructed from two linearly independent fields A; f!,
and A, f2,

Snp * f] in fl
s # T, (1.20)
sn- f in f
both with a component projecting into the nth channel. To suppress i,,
l'/ . fl
Ay = —AIW, (1.21)
while to maximise the amplitude of s,
in : fl
Ay = —A (1.22)

in'fz,
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where A and A, are complex amplitudes. Figure 1.12a presents a simple setup for
constructing these fields. Generalisation of (1.22) to larger numbers of modes and
for control of internal modes is discussed in [30].

Using Stratton-Chu representations [32] it can be shown [30] that for particles
such as spheres and infinite cylinders, (1.20) is always violated for exciting sources
all located on the same side of the particle boundary. This is due to the common
dependence of the components of i,, s, and f, with respect to surface components.
The ratios given in (1.20) then depend on the flux of incident energy into the particle.
For the example of spherical particles, any external source can be expanded as a set
of regular multipoles, while any internal source is representable by radiating multi-
poles [30]. Hence internal and scattering modes cannot be independently addressed
by purely internal—or external—sources and (1.22), (1.21) become equivalent. For
mixed internal and external sources, maximal excitation (1.22) or mode suppression
(1.21) can be fulfilled.

For non-spherical particles, for example a rounded gold disc, sharp spectral fea-
tures can be induced, as shown in Fig. 1.13, using simple interference. A setup similar
to Fig. 1.12b might be the basis of producing the necessary phase changes over a
narrow wavelength range.

Resonance widths

Extinction
15 — Scattering

""" Controlled Extinction
10 } i
Controlled S cattering

Cross section

670 680 690 700 710
Wavelength / nm

Fig. 1.13 A rounded gold disc (20 nm thick and r = 60 nm) and axial plane wave light, with a
broad feature in extinction (red) and scattering (blue) cross sections. Mixing independent plane
waves from three directions (axial, 45 and 90°) with specified relative phases (but not amplitudes)
causes constructive interference only at a chosen wavelength. By rotating the phase to become
destructive between the sources, specified line width features within the original feature envelope
can be induced
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1.4.2 Inelastic Scattering: Multiphoton Processes

Numerical examples of control of coherent second-harmonic generation have recently
been described using an extra pump beam in cylindrical symmetry [55]. In the case
of spherical particles the emission direction when combining two pump beams is
controlled by selection rules depending on particles size and the specific order of the
process [56]. Instead, by using the same pump beam to drive two copies of the same
type of non-linear process, we can use the ideas of Sect. 1.4.1 to control both internal
and external multipolar waves at the driven frequency. This is possible provided the
strength of the non-linearity is insufficient to deplete the pump beam [57]. Since
one non-linear process is inside the particle while the other is outside, this can be
applied to nanospheres since (1.20) holds. Schematically this process is depicted in
Fig. 1.14.

This control is also extremely sensitive to phase variations, since these reduce
absorption and/or change the scattered energy by several orders of magnitude. This
can enable detection of strongly subwavelength scale changes in the position of the
particle or sensitivity to changes in surrounding electric permittivity, €, or magnetic
permeability [57].

The nonlinear response can be described by introducing bulk and surface ten-
sors [58, 59], or alternatively the polarisation modelled using a hydrodynamical
description [60—65]. In the latter case, transverse and longitudinal waves in a metal
are described as occurring in a fluid with a pressure term of quantum origin and
proportional to the Fermi velocity. The hydrodynamical model displays non-local
response, hence a third type of mode is present—irrotational solutions which fulfil
the condition V x E = 0. These purely electric modes are non-radiative but have
associated charge density fluctuations which penetrate into the metal. This leads to

4

" e

Fig. 1.14 Schematic, not to scale, that shows an implementations of the control scheme of
Sect. 1.4.2. The pump beam is divided (BS) to drive equivalent nonlinear processes, converting
light at frequency w), to w. This is then collected (C) and directed to the particle (S) along the
direction where the controlled multipole is at a maximum. The output is then received at detector D
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revised boundary conditions where the normal components of the electric fields are
considered, leading to new types of responses to light [60-65].

Internal media Maxwell solutions which include a nonlinear bulk polarisation,
P28 then can written in the form

EB(x) = / Gg(w; x,x") - PE(x")dx/, (1.23)
|4

where G is the electric dyadic Green’s function and for the hydrodynamical model
include longitudinal terms [66].

For many common particles, non-locality is relevant only in the surface region [67],
hence EZ(x) can be approximated by a Green’s function lacking the longitudinal
terms. Such a function can also be relevant when P2 is due to the products of tensors
and the electric field (and its derivatives) such that linear response is local [68]. In
these cases, surface nonlinearities are confined to a thin layer, and P* is well rep-
resented by an infinitesimal polarisation sheet outside the particle (if the external
medium supports interface charges). Surface [69, 70] and also volume nonlinearities
then are contained in the boundary conditions:

e"E| —e“E| = —e"E] +¢“E{ =V - P’ (1.24)
Ej —E} = —E} + Ef — (*)"'V| P%_, (1.25)
Hj — H} = —H} + Hf +io@ x P, (1.26)

with i, s, ¢ being labels for internal, scattered and external control fields. The internal
and external regions are labelled as the subscripts in and ex. The electric fields at the
boundary are then defined as E; = n(n - E), Ej = —n x (i x E) and similarly for
other fields. Unlike in Sect. 1.2, the additional boundary condition for E; becomes
necessary due to the presence of longitudinal electric waves. Amplitudes of the modes
depend upon the left of (1.24) and (1.26). This enables us, for any EZ, H® and PS
fields, to obtain E¢ and H€ to control the interaction of light with the particle via
amplitudes of the internal and scattering modes, and this control is independent of
the nature of the underlining nonlinear processes.

Again, to focus on experimentally realisable situations, we now describe control of
two modes of a sphere. These are labelled by the index of angular momentum, / (total
angular momentum) and m (angular momentum projected onto z). By symmetry,
only modes with the same /, m values can be spatially correlated on a spherical
surface. In our notation the control field and the nonlinear sources in (1.24)—(1.26)
are:

fc :(EEXE17EﬁaH|T)5 (1.27)
N == (E"E}+ V- PSEP + ()P H —iwi x P%). (1.28)

The component ¢ £ in the surface field is included due to the required longitudinal
wave boundary condition. The amplitude and phase of f¢ are given by the complex
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Fig. 1.15 Here and in Fig. 1.16, the pump amplitude, a” = 1. This drives the nonlinearity of
a 50 nm radius gold sphere, with dielectric response from the Lorentz-Drude model [71]. The
internal and scattered / = 1, m = 0 modes are controlled to give perfect absorption of incident light
of intensity |a| = 1.47 x 10~!2 (arbitrary units) and phase of 7 /2 compared to the pump beam at
® = 563.52 THz. The scattered intensity, | E*|, is measured in a direction orthogonal to both the
pump and control beams. The use of the secondary axis is indicated by arrows in the key
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Fig. 1.16 The relative phase and intensity of the pump and control beams are optimised to suppress
a 519 electric dipole mode at Ag®* = 0, as with Fig. 1.15. The directed scattered intensity is very
sensitive to small dielectric changes in the external medium (blue-dashed curve). This enables a
sensitive measurement of the surrounding environment. When |a¢| changes by £20%, since control
is no longer optimised for Ae®* = 0, the scattered intensity curve moves (black-solid/red-dotted
curves) but sharp features are still observed

amplitude a“. Amplitudes of the internal and scattered pair, alim and a;,, are, in this
notation,
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Figure 1.15 shows control of the relative amplitudes of the i;y and s;¢ electric
dipole modes. The control is chosen so that amplitudes of these modes can vanish
for an appropriate phase ([57] demonstrates absorption control in this way). The
phase sensitivity of this control, Fig. 1.15, shows that changes in the position of the
particle onthe scale AL /A = A®/2m, where X is the wavelength of the control beam,
can be resolved. Similarly Fig. 1.16 shows how small variations in the surrounding
permittivity can be monitored again due to the phase sensitivity.

1.5 Supermodes of Multiple Particles

We now consider a collection of r particles at arbitrary positions. The full Hilbert
space of this aggregate is the direct sum of the Hilbert spaces of each particle; we
again have two distinct subspaces of solutions of Maxwell’s equations, the internal
solutions and the external solutions. For each particle we can either use sets of elec-
tric and magnetic multipoles, as in Sect. 1.2, or the resulting internal and scattering
principal modes of the single particles to expand the solutions of the system. The
internal fields of each particle are identically null on the surfaces of the other particles
in the system, while scattering fields have singularities only inside the originating
particle itself but are non null on all other particles’ surfaces. Using the single particle
principal modes of each of the particles as a basis, the resulting multi-particle Gram
operator is structurally the same as the single particle case, i.e.

1 I7S
[STI STS:|’ (1.30)

so we can again define principal modes and resonances. Labelled by particle, the
sub-matrices of (1.30) become

0 ...1I'S,
I'S =diag{Cy,....C}+ | = . 1 |, (1.31)
I'S; ... 0
and

SIS, ... shs,
SS=1+| : .. |, (1.32)

sts, ... 8IS,
and analogously for the other blocks. The subscript identifies the particle from which
the fields arise, the caret on a matrix indicates integrals are calculated on the surfaces

of the system’s other particles and C, is a diagonal block of the particles’ principal
cosines. In order to implement the principal mode theory, the first step is to transform



1 Principal Modes of Maxwell’s Equations 25

the matrix in (1.32) into an identity matrix. This can be done using the block structure
of the matrix, in analogue to the single particle case of Sect. 1.2. This results in a set
of supermodes for the composite system, which are again pairwise coupled at the
interface between the external medium and the internal space of all of the particles.

Analogous to the problem [72, 73] of treating a sub-region of electronic states of
a crystal, one can also define an embedding operator, X', for the multiple scattering
effects to all orders from the other particles on the ith particle of the system, leading
to a matrix problem in the form of (1.9),

_ Ai ; Tt (fO _ 2]?0)
[(c-lzs,-)* o } [—aas] S (r-zf) | (1.33)

where again the matrix C — ¥ S; is diagonal, and the incident field at the particle
surface is augmented by the light scattered from the other particles in the system.
Similarly, an optical analogue of the Dyson equation for the surface Green function
of the composite system can be derived, G, = G° + G°X’'G,. Equivalently, using
functions to expand the scattered space of the single particle which are themselves
exact solutions of Maxwell’s equations for an external region which includes all of
the other particles in the system, can be applied. Embedding the particle next to a
layered material, [74] or a more complex geometry such as a photonic crystal, results
in equivalent expressions.

As the distances among the particles increase, the particles become independent
from one another. This means that the off diagonal terms in (1.30) and the terms
with the hats in (1.31) will vanish, so perturbative schemes for resolvent operators,
(1 4+ A)~!, could be used to provide approximate solutions. These are based on the
binomial expansion and are convergent if the eigenvalues of A are

1>A(A) = ... A(A), = —1.

Metallic dimers are particularly interesting from the point of view of sensing
applications, as a strong enhancement of the electromagnetic field can be achieved in
the gap region between particles. However, a metallic dimer will always be only one of
the elements to be considered in a sensing configuration, the other being the molecules
to be detected, a point often overlooked. As a matter of fact, any type of sensing
in which one uses metallic nanoparticles will detect a signal that results from the
optical interaction, induced by the incident field, between the nanoparticle(s) and the
molecule, assuming that these are not adsorbed by the particles. For instance, the basic
model of an aperture-less SNOM used to study the near field of complex molecules of
biological interest near metallic nanoparticles, consists of a dimer of metallic spheres
with a nearby dielectric particle. The detected SNOM signal is due to the collective
response of all the particles interacting through light. In this section we are interested
in studying theoretically how the linear response of the complex system formed by
the molecules and the metallic nanoparticles emerges from the optical interaction
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Fig. 1.17 Geometry of the z
three nanoparticle system,
for two gold spheres of y=0° :
radius ry and separation d| 4 !
with a smaller dielectric
particle dp away from the e{d .
second sphere. The incident

5]

orientation and polarisation
directions (6 and y) of the
exciting light is also shown

d;

of its constituent parts and depends on their geometrical and material properties.
We analyse the simplest configuration relevant for experiments, which consists of
a homogeneous medium containing two gold nanospheres and a smaller dielectric
sphere representing a simplified small globular protein. The metallic spheres have a
radius of 50 nm; the variations of the fields over spheres of this size, also known as
retardation effects, are too large for the quasi-static approximation, but for this case
could be taken into account exactly using the electromagnetic modes for the spheres,
the Mie modes. For a given incident field and configuration of the spheres, internal
and scattered fields can then be found using the Generalised Mie Theory [75], with
each configuration of the spheres and each incident field requiring a new calculation.

We study instead how the collective response and resonances of this system of
particles depends on the frequency of the incident field and the relative positions of
the particles by forming, out of the modes of each particle, internal and scattered
modes of the whole system that are coupled pairwise over all the surfaces of the
particles using the multi-particle Gram matrix defined in (1.30).

The geometry of the system is shown in Fig. 1.17. The extinction and scattering
cross sections of the metallic dimer as a function of the frequency for various values
of the gap and for both local and non-local permittivity are shown in Fig. 1.18 for
light with an incident electric field parallel to the dimer axis (the perpendicular case
closely resembles the isolated sphere, since modes associated with the inter-particle
gap cannot be strongly excited in this case). With the incident electric field parallel to
the axis, extinction and scattering cross sections show a collective dipolar resonance
atlong wavelengths that moves towards longer wavelengths as the gap increases until
it disappears, similar to that seen for the supershapes of Sect. 1.3.2; while the gap
has no significant effect for incident electric field perpendicular to the dimer axis.
A comparison of the scattering and extinction cross-sections for local and non-local
responses is shown in Fig. 1.18b. As already noted by other authors [76, 77], the
non-local permittivity affects the behaviour of the dimer most strongly for (very)
small gaps when the incident electric field is parallel to the axis. We then add a small
(10 nm radius) dielectric sphere of similar size and dielectric properties (¢, = 3.0)
to a globular protein [78], close to the outside of the dimer at a distance of d, ~
1-4 nm. The isolated dielectric particle does not exhibit any resonances in the range
of 400-800 nm, and its addition does not visibly change the optical cross sections
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Fig. 1.18 50 nm radius gold sphere dimer in vacuum a Optical Spectra of metallic particles for a
range of di gaps, and the isolated sphere. b Effect of non-locality (dotted lines) on resonant features
in the spectra compared to a local dielectric model (solid lines) for a range of inter-particle gaps, d;

of the resulting three particle system from those of Fig. 1.18b for either local or
non-local response models of the gold particles.

Figure 1.19a shows the mode landscape for the principal supermodes of the dimer
with incident field consisting of a linearly polarised plane wave with electric field
parallel the axis of symmetry and incident at 90° to the axis. From these two figures
one can see how the presence of the small dielectric particle modifies the structure
of the supermodes, even if the extinction cross section of the dielectric particle on
its own is much smaller than the extinction cross section of the metallic dimer: the
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Fig. 1.19 a Principle modes (a)
of the metallic dimer. b 700
Anti-crossing induced by the 500 S
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dominant supermode of the metallic dimers is replaced by a combination of three
supermodes for the three-particle system, two of these modes showing an avoided
crossing.

1.6 Conclusion

In this chapter we have reviewed the theory of principal modes that can be derived for
any smooth particle starting from a set of distributed electric and magnetic multipoles.
We have shown how this theory can be used to identify resonances in nanoparticles
and to explain the metamorphosis of SNOM images when the frequency of the
incident field is changed. The theory can also be extended to collective principal
modes, or supermodes, of several nanoparticles interacting through light. This has
shown that supermodes that efficiently transport energy in the far field can emerge
from combination of principal modes of different particles that do not transport much
energy into the far field individually. This is relevant for all types of microscopy that
require the interaction of the object investigated with nearby metallic particles of tips,
such as, for instance, SNOM and aperture less SNOM. We have also used principal
modes to find how to control the internal and scattered fields on a particle, including
those arising from inelastic multiphoton transition when the energy transferred from
the pump frequency to the other frequencies by the non linear process is negligible.
We are currently extending the numerical codes which implement this theory to deal
with particles with lower or no symmetry.
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1.7 Appendix

In this appendix we compare the validity of the numerical solutions to the scattering
problem calculated via three different methods: the discrete source method using QR
decomposition to solve (1.4) in a least squares sense (hereafter referred to as QR);
construction of the principal modes by

1. Using QR decompositions to find orthonormal bases corresponding to (1.5), (1.6),

2. Forming the scalar product between the unitary matrices, U’ and U*,

3. Finding the paired sets of principal modes via a singular value decomposition
corresponding to (1.7),

4. Analytically solving for the a’ and a* coefficients,

(this approach being referred to as the QR+SVD method); and finally, purely using
singular value decompositions to find the orthonormal bases and then the principal
modes (referred to as SVD+SVD). In all cases, standard linear algebra routines were
used to perform the decompositions and matrix products [79].

To provide a fair comparison between the algorithms we limit the rank of the
output spaces for each method, via regularisation, to be the same for all methods and
then study the effect of incrementing this limit. Simulations were run for two distinct
particle types, a nanodisc of radius 400 nm and depth 35 nm and a nanorod of length
400nm and diameter 35 nm, both with rounded edges. Other than their geometries,
the two particles differ in the type of sources used to represent the fields. For the rod,
multipole sources are distributed along the symmetry axis in the real space, whereas
for the disc the sources are located in the complex space—effectively making these

|

L)
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Fig. 1.20 Sampling points of near field excitation for a rounded gold nanodisc and nanorod. The
red points indicate the approximate location of the near field source as it was scanned above the
gold nanoparticles at a height of 50nm, for a rod with dimensions (/ = 400 nm, d = 35 nm) and a
disc (d = 800 nm, z = 35 nm). The blue circles indicate the location of the near field source used
for the DSCS calculations. There are 15 sampling points for each particle (the centre of the disc
was sampled with 3 different polarisations.) All of the following simulations were performed using
these particles
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Fig. 1.21 Convergence of the DSCS along the generatrix line with increasing rank. The DSCS, in
arbitrary units, for the three different algorithms plotted against the far field angle 6, varied incre-
mentally between 0 and 7 between the poles of the particle’s symmetry axis showing convergence
with increasing rank of the solution matrices for a (a) disc and (b) rod

ring sources distributed concentrically along the particle radius. The particles were
illuminated by a near field source of wavelength 720 nm comprised of a combination
of electric and magnetic point dipoles located 50 nm above the particle surface. The
approximate locations of the near field source, which is moved to obtain average
values for some tests by using different locations and polarisations of the source, are
highlighted in Fig. 1.20.

Firstly, we compare the convergence of the solutions by plotting the DSCS, i.e.
the angular variation of the electric field intensity in the far field, for each of the
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Table 1.1 Average total computational time for a full solution of the scattering problem at unre-
stricted rank for a single wavelength near-field excitation of the disc shaped particle using an AMD
Opteron 6344 processor with a 2.6 GHz clock speed. Timings are averaged over 5 runs. For the
QR+SVD and purely SVD methods we highlight the time taken for the initial calculation and also
the subsequent calculations for the same particle where the principal modes are read back in from
disc storage

Algorithm Time (s)
QR 102
SVD+SVD 260
QR+SVD 194
Using stored modes 36

three methods by increasing the rank from an effective minimum. These results were
obtained by calculating the light scattered by the excited particles into the far field
along the generatrix line, ¢ = 0, and sampling 6 at equal intervals between the poles
of the symmetry axis for the two particles at O and 7, as shown in Fig. 1.21. We
observe that for minimal rank there is an obvious advantage to the principal mode
methods, which while not fully converged show the main features of the spectrum
at the correct angles. The QR solution however, for both the rod and disc particles,
fails to even approximately produce these features of the solution when the rank
is minimal. As the rank is increased both Principal Mode methods converge more
rapidly than the pure QR solution, which requires the maximum rank considered to
show full convergence for the disc, and only an approximate convergence for the
rod. Note that with these particular source configurations, the upper bound on the
rank obtainable for SVD+SVD and QR+SVD when no limit is imposed is almost
half that observed for the QR algorithm.

‘We have observed that for low rank solutions there is a clear advantage to using a
method which splits the space into two subspaces, not only for the extra information
about the system which this gives, but also for the accuracy of the calculations.
There is also another advantage to using the principal mode methods, due to the
sequential way in which the surface fields are calculated using SVD+SVD they can
be stored to be used again for a different excitation of the same particle. While, for
the initial calculation QR proves to be slightly quicker, as shown in Table 1.1, for
multiple calculations the SVD+SVD and QR+SVD methods need only calculate the
principal mode fields once and the subsequent calculations are then significantly
faster by factors of ~5 for QR+SVD and ~7 for SVD+SVD.
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Chapter 2 ®)
The Invariant Imbedding T Matrix oo
Approach

Adrian Doicu and Thomas Wriedt

Abstract The theoretical foundation of the invariant imbedding T-matrix method
is revised. We present a consistent analysis of the method, show the connection
with the superposition T-matrix method, and derive new recurrence relations for
T-matrix calculation. The first recurrence is a numerical method for integrating the
Riccati equations by using the Pade approximation to the matrix exponential, while
the second one relies on an integral-matrix approach.

2.1 Introduction

At the present time, the invariant imbedding T-matrix method seems to be the most
efficient tool for analyzing the electromagnetic scattering by large and highly asphe-
rical particles. The method initially proposed by Johnson [4], is based on an electro-
magnetic volume integral equation in spherical coordinates and iteratively computes
the T matrix along the radial coordinate. To initialize the iterative procedure, the
separation of variables method [1] or the null-field method [2] are used. In the first
case, the initial T matrix corresponds to a sphere enclosed in the particle, while
in the second case, the initial T matrix corresponds to a partial volume of the par-
ticle generated by the intersection between a sphere and the particle. Because the
size parameter of the partial volume of the particle is larger than the size param-
eter of the sphere enclosed in the particle, the second combined approach is more
efficient than the first one. As the volume integral equation is a Fredholm integral
equation of the second kind, the method does not suffer from ill-posedness, and its
performances are really remarkable. Excellent numerical results have been obtained

A. Doicu

Remote Sensing Technology Institute German Aerospace Centre (DLR), 82234
Oberpfaffenhofen, Germany

e-mail: adrian.doicu@dlr.de

T. Wriedt ()
Leibniz-Institut fiir Werkstofforientierte Technologien—IWT, Bremen, Germany
e-mail: thw @iwt.uni-bremen.de

© Springer International Publishing AG 2018 35
T. Wriedt and Y. Eremin (eds.), The Generalized Multipole Technique for Light

Scattering, Springer Series on Atomic, Optical, and Plasma Physics 99,
https://doi.org/10.1007/978-3-319-74890-0_2


http://crossmark.crossref.org/dialog/?doi=10.1007/978-3-319-74890-0_2&domain=pdf

36 A. Doicu and T. Wriedt

for large spheroids and cylinders (size parameters up to 300), cylinders with large
aspect ratios (20:1), inhomogeneous particles, and two-particle systems [1]. The in-
variant imbedding T-matrix method is not very efficient because a fine discretization
along the radial coordinate has to be considered. To increase the numerical efficiency
of the method and to reduce the computational burden, (I) the symmetry relations
of the T matrix, such as, mirror and point-group symmetries have been exploited,
and (II) parallelizations of the code based on the Message Passing Interface (MPI)
technology and OPENMP have been used [1, 2].

This chapter which is merely of theoretical nature revised the fundamentals of the
invariant imbedding T-matrix method. Our goal is to present a consistent analysis of
the method, and to derive new recurrence relations for T-matrix calculation.

2.2 Mathematical Foundations

Consider a particle which is entirely contained within a sphere of radius R and
interior D. Assume that for r € D, the particle is completely described through the
relative refractive index m . (r), while for r ¢ D, we have m,(r) = 1. The invariant
imbedding T matrix approach involves the following steps:

1. Derive an ordinary Fredholm integral equation for the radial amplitude vector by
making use on a volume integral equation for the electric field and a spherical
wave expansion of the free-space dyadic Green’s function.

2. Derive a two-terms recurrence relation for the T matrix by discretizing the Fred-
holm integral equation with respect to the radial coordinate and by applying the
invariant imbedding procedure to the discretized equation.

3. Derive a matrix Riccati equation for the T matrix by passing to the limit AR — 0
in the T-matrix recurrence relation, where AR is the radial grid spacing.

In the following we will derive the matrix Riccati equation for the T matrix by
applying the invariant imbedding procedure on the continuous form of the Fredholm
integral equation rather than on its discrete form. We will then derive two new
recurrence relations for the T matrix, by using a numerical scheme for integrating
the matrix Riccati equation and an integral-matrix approach.

2.2.1 The Volume Integral Equation in Spherical
Coordinates

For the assumed geometry, the total field electric field E solves the volume integral
equation

E(r) = Eo(r) + / x(@)G(r,r)-E@)dV’, 2.1)
D
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where K is the incident field, G(r, r’_) is the free-space dyadic Green’s function and
x(r) = kg (m%(r) — 1). The dyadic G can be expressed as [3]

_ — 1
G(r,r') = Gy(r, 1) — E(S(r -1e, e, (2.2)

where
M (ksr) @ ML (ksr')
. ik —}—Ng(ksr) ® Né(ksr’), r>r
Go(r,r)===%" : (2.3)
T ML (ker) © M (ko)
+NL (ksr) @ N2 (kot'), 7 <7/

Here, « is amultiindex incorporating the azimuthal-mode index m and the expansion-
order index n, i.e., « = (m, n), while @ = (—m, n). In the following it is conve-
nient to represent the vector X = X, e, + Xypeg + X,e, by the column vector 2~ =
[X,, Xy, X W]T. In this context, the column vector representation of the electric field
expansion E(r) = )" auML3(kr) + boNL3(kr) is &(r) =Y, Yo (2)XL3(r)e,,
where 2 = (0, ¢), Y, is a 3 x 3 matrix depending on the angular functions, Xgﬁ
are 3 x 2 matrices depending on the spherical Bessel and Hankel functions, and
¢y = [aq, by]T is a2 x 1 matrix depending on the expansion coefficients of the elec-
tric field. For regular and radiating spherical vector wave functions, we will write
Xé (r) =Ju(r) and X; (r) = H,(r), respectively, where the expressions of J,, Hy
and Y, can be found in [4]. Inserting (2.2) into (2.1) yields the matrix form repre-
sentation of the volume integral equation

E(r) = &(r)
+Y Ya(®) f X (g (r, YL (2)VZ()EX) dV/, 2.4)
« \%4
where & is defined by &(r) = Z(r)& (r) with Z(r) = diag[1/m2(r), 1, 1], & and &

are the column vector representation of Ey and E, respectively, and g, is the 3 x 3
radial Green’s function matrix given by [4]

ik Ha(r)Jg(r/), r>r
g (r,r) == : (2.5)

T I HLE), <

The column vector representation of the scattered field

Es(r) =/ x(@)Go(r, ') - E(r) dV’ (2.6)
D
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reads as
Es(r) = Z Y. (£2)H, (r)Csqs 2.7

where, for &y(r) = ), Yo (2)Jo (r)coq, the expansion coefficients of the scattered
field "
Cow = J?S / xILAYL(2)Z(r)&E (x) dV (2.8)
D

are related to the expansion coefficients of the incident field by the T-matrix equation

Csqy = ZTQﬂCO/g. (29)
B

2.2.2 An Ordinary Integral Equation

The volume integral equation (2.4) can be transformed into an ordinary integral
equation for the radial amplitude vector

F,(r)=r> / x@YL(@)Z(r)E(r)ds2, (2.10)
2

which is the analog of the scalar amplitude density function in the quantum mechan-
ical scattering theory [4]. Inserting (2.4) into (2.10) gives the desired equation

Fo(r) =Y Uap(rJp(r)cos
B
R
4 / S Uas ()5 (75 () @.11)
0
B

where the 3 x 3 matrix U,g is defined by

Uys(r) = 12 / x(OYL(R)Z(r)Ys(2)dS2. (2.12)
2

The scattered field coefficients (2.8) can be also expressed in terms of F,,, and the
result is

jks %7
Coy = _/ JL(Fy(r)dr. (2.13)
T Jo

Now, let the 3 x 2 matrix Fqg be the solution of the integral equation



2 The Invariant Imbedding T Matrix Approach 39
Fop(r) = Uap(r)Jp(r)

R
+ / > Uay (18, (r r)Fyp () dr'. (2.14)
0 Y

Obviously, F, and F,g solve a Fredholm integral equation with the same kernel but
with different forcing (matrix) functions. The forcing function of (2.14) is Ay =
U,pJ s, while the forcing function of (2.11) is Ay = ) 8 A pcop. Consequently, we
have F, (r) = Zﬂ Fop(r)cog, and from (2.13) we obtain

. R
e = > [/ JL (") Fap(r) dr} Cop- (2.15)
T 5 0

Finally, in view of (2.9) and (2.15), we infer that

.ks R
Tos = % /0 3L (r)Fas (r) dr. (2.16)

Thus, the computation of the 2 x 2 block matrix elements of the transition matrix
requires first, the solution of the Fredholm integral equation (2.14) for F,g, and
second, the integration of F,g by using (2.16).

Defining the global matrices (or supermatrices) U = [Uygl, F = [Fygl, J =
[Jodupl, H = [Hyd0p], 8 = [8a04p], and T = [Typ], we express (2.14), (2.16) and
(2.5) as

R
F(r, R) =UNJF) + / Ur)g(r, rF@')dr', 2.17)
0
Jks /R T
T(R) =— J' (r)F(r, R)dr, (2.18)
T Jo
and T (.1 /
ke H#®J ), r>r

gr,r)y=— , (2.19)
T IOH e, r <y

respectively, where the transposed matrices J7 and H” should be understood as
JT = [JI8,5] and HT = [HL 8,41, respectively.
2.2.3 The Matrix Riccati Equation

In (2.17) and (2.18) we indicated the dependency of F and T on the length of the
integration interval R. The reason is that the Fredholm integral equation (2.17) will
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be solved by using the invariant imbedding procedure, in which the interval length
is parametrized.

Taking the derivative of (2.17) with respect to R, and using g(r, R) = (jks/m)
J(HT (R) gives

oF ks T
— (@ R) =—UmJ@H (RF(R, R)
oR T
R A aF i !
+ Ur)g(r,r')— ', R)dr'. (2.20)
0 oR

Because the Fredholm integral equations (2.17) and (2.20) have the same kernel but
different forcing functions, we deduce that

oF jks T
—(r, R) = —F@, R)H' (R)F(R, R). (2.21)
oR b4
Taking the derivative of (2.18) with respect to R, and using (2.21) yields
dT jks r jks T
d—R(R) = ?J (R)F(R, R) + ?T(R)H (R)F(R, R). (2.22)

To find a representation for F(R, R) we set r = R in (2.17) and use g(R, ")
= (jks/m)H(R)J” (r'); the result is

F(R, R) = U(R)J(R) + U(R)H(R)T(R). (2.23)

Combining (2.22) and (2.23) we are led to the following matrix Riccati equation for
the T matrix

dT
ﬁ(R) = Qi (R) +Q2(R)T(R)
+ T(R)Q21(R) + T(R)Q21 (R)T(R). (2.24)

where

"

Qu(R) = J?JT(R)U(R)J(R),
.

Qu(R) = J;JT(R)U(R)H(R),

-
Qu(R) = J7HT<R>U(R)J(R), (2.25)

-
Qu(R) = J7HT<R>U(R>H(R).

Substantial attention has been paid in the literature to the numerical integration of
Riccati equations. Most of the numerical methods are based on the transformation of
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the matrix quadratic equation into a system of linear first-order differential equations
by using Bernoulli substitution [5—7]. A stable numerical algorithm for this linear
differential system is the modified Davison-Maki method of Kenney and Leipnik
[6] also known as the Mobius scheme [8]. The algorithm is based on the following
two-term recurrence relation with the radial step AR:

T(R) = [+ ARQ2)T(R — AR) + ARQ]
x [I = ARQy) — ARQ»T(R — AR) ', (2.26)

where the matrices Q1, Q12, Q> and Qy, are evaluated at R — AR.

2.2.4 A Recurrence Relation for the T matrix

A two-term recurrence relation for the T matrix, which can be regarded as an efficient
algorithm for generating numerical solutions to the matrix Riccati equation (2.24),
has been proposed by Johnson [4]. In this section we establish this recurrence relation
by employing slightly different arguments as in [4]. We choose AR sufficiently
small and approximate the integral of a function f over the interval [R — AR, R] by
the right-endpoint quadrature formula fngR f(r)dr = ARf(R). For F(R, R), we
have

F(R, R) = U(R)J(R)
R—AR

+ j%U(R)H(R)/ JT("HF(@r, R)dr
0

+ ARU(R)g(R, R)F(R, R), (2.27)

and further |
F(R,R) = EQ(R) [J(R) + H(R)q(R)], (2.28)

where the matrices Q and q are given by

Q(R) = AR[I— ARU(R)g(R, R)] ' U(R) (2.29)
and
jks R—-AR
a(R) === / JT(F(, R) dr, (2.30)
0

respectively. For T(R), we proceed similarly and obtain

T(R) = Q;(R) + [I+ Q,1(R)] a(R), (2.31)
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where here and in the following, the matrices Q,;, Q;,, Q,; and Q,, are given by

(2.25) but with Q in place of U.
Let us define the matrix p by the relation

Jks T
P(R) = FARH (R)F(R, R),

which in view of (2.28), can be expressed as

P(R) = Q,1(R) + Qu(R)q(R).

(2.32)

(2.33)

As F(r, R) and F(r, R — AR) solve the same Fredholm integral equation but with

different forcing functions, i.e.,
jks T
F(r,R)=U@)J(r) | I+ —ARH (R)F(R, R)
T
R—AR
+ / U(r)g(r, r)F@E', R)dr’
0
and
F(r,R— AR) =UW)J(r)
R—AR
+ / Ur)g(r, rF(r' — AR)dr’
0
respectively, we infer that
F(r,R) =F(, R — AR) [1+ p(R)].
Multiplying the equation for T(R — AR),

_]k R—AR
T(R — AR) = 7f J'(")F(r, R — AR)dr
0

from the right by I + p(R), and using (2.30) and (2.36) yield
T(R — AR) [I+p(R)] = q(R).
Solving (2.33) and (2.38) with respect to q gives

q(R) = [I=T(R — AR)Qu(R)] "
x T(R — AR) [1+Qy(R)],

(2.34)

(2.35)

(2.36)

(2.37)

(2.38)

(2.39)
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whence from (2.31), the desired recurrence relation

T(R)=Q + (I+ Q) [I-T(R - AR)622]71
x T(R — AR) (1+ Qy)) (2.40)

readily follows. It should be pointed out that in contrast to (2.26), the matrices Q1.
Q,, Q,; and Q,, are evaluated at R.

2.2.5 An Integral-Matrix Approach

In this section we describe a combined integral and matrix approach to analyze the
scattering by two concentric inhomogeneous spheres. This method, which is similar
to the superposition T-matrix method, will enable us to derive a recurrence relation
for the T matrix, without invoking the invariant imbedding procedure. Let us con-
sider two concentric spheres of radii R; and R, > Rj, enclosing an inhomogeneous
region. The interior of the sphere of radius R; is denoted by D;, while the domain
corresponding to the spherical shell is denoted by D,. For D = D U D,, the matrix
form representation of the volume integral equation read as

E(r) = &(r)

+) Y. (@) / X (g, Y (R)Z()E ) AV’
o Dy
+ Z Y, (82) / X (r)gy (r, r’)Yg(SZ/)Z(r/)g(r/) dav’. (2.41)
o Dy
The field scattered by the inhomogeneous spherical shell in D, is given by (r € D;)

Ea(®) =) Yo(R) | x()g(r, rHYL(RHZE)EX) AV’
o Dy

= E Yo (2)Jo(r)eoze, (2.42)
where
ks [ p
Cog = — H, (r)Fq(r) dr, (2.43)
T R,

while, the field scattered by the inhomogeneous sphere of radius R; in D, is given
by (r € D)
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£a) = L Vol®) | 100 WVE@)ZE)E W) AV
o D,

= Yo (2)H,(r)esta (2.44)
where
jks (B
Csla = —/ J, (N)Fy(r)dr. (2.45)
T Jo

By virtue of (2.44), the integral equation (2.41) inside the spherical shell can be
written as (r € D)

E) =) Ya(2) [Ja(r)eo + Ha(r)ez1al
+Y Ya(@) | x()ga(r. r)YL(RHZENEX) AV, (2.46)
o D,

It is easy to see that the scattering problem requires the solution of the following
integral and matrix equations:

Fo(r) =Y Uap(r) [Jp(r)eop + Hp(r)es14]
B

Ry
T / S Ung (Mg (r, 7F ()
R, ]

oo = »_ Thy (Cop + €2p) - (2.47)
B
jks [T
Co2a = " H] (r)F, (r) dr,
T R,

where Téﬁ is the transition matrix of the inhomogeneous sphere of radius R,;. The
field scattered by the inhomogeneous sphere of radius R; is given by

Ea(t) =Y Yo(2)H, (r)eata

jk_s ke T /.7 / ’
+= ;Yam)Ha(r) JT R, (') dr

Ry
= Yo (2)H, (r)een, (2.48)
with
jks [* g
Csq = Cslq + - J, (r)Fq(r)dr. (2.49)
Ry
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The integral equation in (2.47) describes the scattering by the inhomogeneous spheri-
cal shell, while the T-matrix equation describes the scattering by the inhomogeneous
sphere of radius R;. The third equation in (2.47) gives the expansion coefficients of
the field scattered by the inhomogeneous spherical shell and exciting the inhomoge-
neous sphere of radius R;. Finally, the scattered field (2.48) is a superposition of the
fields that are scattered from the individual particles (the inhomogeneous sphere of
radius R; and the spherical shell).
In terms of global matrices, (2.47) and (2.49) read as

F(r) =U@®J(r)eog + Ur)H(T)ces;

Ry
+ / Ur)g(r, rHF(@) dr,
Ry

cs1 =Ty (co + ), (2.50)
k R,
cor == [ HT()F(r)dr,
T R,
and
ks [* 4
Cs =Cs1 +— J(HF(r)dr (2.51)
T R,

respectively, while the T-matrix equation takes the form ¢g = Tcy.

In(2.50) wechoose Ry = R — ARand R, = R,setr = RandT; = T(R — AR),
and apply the right-endpoint quadrature formula to compute the integrals
/ 15— Ag - dr. Solving the resulting matrix equations yields the following represen-
tation for the T matrix of the inhomogeneous sphere of radius R:

T(R) = T(R — AR)
+ s AR [T(R — ARH" +]7]
T

b4
x U[J+HT(R — AR)]. (2.52)

ik 1
x [I — ARUg — "8 ARUHT(R — AR)HT}

In terms of the matrix Q defined in (2.29), the recurrence relation (2.52) becomes
_ jks T qT
T(R) =T(R — AR) + — [T(R — ARH" +]"]
b4

. —1
X |:I - J%QHT(R - AR)HT}

x Q[J+HT(R — AR)]. (2.53)
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In the following we will show that the recurrences (2.40) and (2.53) are identical,
which in turn implies, that the recurrences (2.40) and (2.52) are identical. Setting
T=T(R), Ty =T(R — AR), and

(I-TQp)  =T1+A, (2.54)

where o o
A=TQu(I-TQyn) . (2.55)

and performing the matrix multiplications in (2.40) we obtain

T=T +Q;; +TiQy + QpnTi + Q;,T1Qy
+ AT, + AT Q,; + Q,,AT; + Q,,AT;Q,,. (2.56)

Similarly, setting « = jkg /7, and
(I—«QHTH')" =1+B, (2.57)

where |
B =oQHT H" (I - «QHTH") , (2.58)

we express the recurrence relation (2.53) as

T=T +Q; +TiQy + QpTi + TiQxT,
+aTH'BQJ + «T;H'BQHT,
+aJ'BQJ + «J"BQHT,. (2.59)

Using the matrix identity
XI-YX) '=d-XY)'X, (2.60)

where X and Y are rectangular matrices, but XY and YX are square matrices, and
taking into account the definition of the matrices Q,;, Q1,, Q,; and Q,,, we find the
following identities:

oTH'BQJ = AT, Q,,,
oTH'BQHT, = AT, — TQxT},
aJ"BQJ = Q,T1Qy + QAT Q.
aJ'BQHT, = Q,,AT;. (2.61)

Substituting (2.61) into (2.59) yields (2.56), and the proof is finished.
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From a practical point of view, the main results of our analysis are the recurrence
relations (2.26), (2.40) and (2.52) for computing the T matrix. The recurrences (2.26)
and (2.40) have been established by using an integral approach in conjunction with
the invariant imbedding procedure, while the recurrence (2.52) has been derived
by using an integral-matrix approach. The recurrence (2.40) requires two matrix
inversions because the computation of the matrix Q demands an additional inversion
step, while the recurrences (2.26) and (2.52) requires only one matrix inversion.
Thus, (2.52) is more efficient than (2.40) in terms of the computational speed.

2.3 Conclusions

In this chapter, we revised the theoretical foundation of the invariant imbedding
T-matrix method and established the connection with the superposition T-matrix
method. Moreover, we derived two new recurrence relations for the T matrix: re-
currence (2.26) which is essentially the modified Davison-Maki method with Pade
approximation to the matrix exponential for solving Riccati differential equations,
and recurrence (2.52) which has been obtained by using an integral-matrix approach.
Although recurrence (2.52) will not dramatically increase the computation speed (as
compared to Johnson’s recurrence (2.40)), it appears to be of beneficial use for par-
ticles with very large size parameters. As a matter of fact, any numerical method
for solving Riccati differential equations can be used to design new recurrence re-
lations. Here we think about methods which transform Riccati differential equation
into two coupled nonlinear equations (Chandrasekhar system), methods based on the
superposition property of the Riccati solutions, and matrix versions of the ordinary
differential equations methods.
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Chapter 3 ®)
Methods for Electromagnetic Scattering oo
by Large Axisymmetric Particles

with Extreme Geometries

Adrian Doicu, Yuri Eremin, Dmitry S. Efremenko and Thomas Trautmann

Abstract Several methods for electromagnetic scattering by large axisymmetric
particles with extreme geometries are analyzed. These include the discrete sources
method and the null-field method with distributed and multiple spherical vector wave
functions, as well as, a single spherical coordinate-based null-field method equipped
with an analytical approach for computing the elements of the transition matrix.
The numerical performances of the methods with distributed and multiple spherical
vector wave functions are illustrated through simulations for spheroids and cylinders.

3.1 Introduction

Accurate computation of electromagnetic scattering by large axisymmetric parti-
cles with extreme geometries is needed in atmospheric radiative transfer and remote
sensing to analyze the parameters of radiation scattered by aerosols, clouds, and pre-
cipitations. In the last years, the discrete sources method and the null-field method
have become efficient and powerful tools for rigorously computing the electromag-
netic scattering by such kind of scatterers.

1. Inthe discrete sources method, the approximate solution to the scattering problem
is written as a superposition of fields of elementary (discrete) sources. The discrete
sources, consisting of localized, distributed and multiple spherical vector wave
functions, magnetic and electric dipoles, and systems of vector Mie potentials,
are placed on a certain support, while the unknown amplitudes of the discrete
sources are determined from the boundary conditions [1-4].
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2. In the null-field method (originally proposed by Watermann [5, 6] and later
developed by Barber and Hill [7], and Mishchenko et al. [8]), the transition matrix
relating the expansion coefficients of the scattered and incident field is comput-
ed. A number of modifications to the conventional null-field method have been
proposed, especially to improve the numerical stability in computations for large
particles with extreme geometries. These techniques include methods (I) deal-
ing with the numerical stability of the inversion process [6, 9-12], (I) based on
accurate computations of the T-matrix elements [13-20], (III) relying on formal
modifications of the single spherical coordinate-based null-field method [21-
24], and (IV) using discrete sources [1, 25]. The fundamentals of the null-field
method with discrete sources have been presented in [1], while convergent results
for prolate axisymmetric particles with a size parameter of about 100, and oblate
axisymmetric particles with a size parameter of about 30 have been reported in
[25].

In the first step of our analysis we focus on the discrete sources method and the
null-field method with distributed and multiple spherical vector wave functions, and
discuss the numerical and theoretical improvements, which are required to handle
large and highly aspherical axisymmetric particles. In a second step we present an
analytical method for computing the T-matrix elements, which may presumably
improve the numerical stability of the null-field method with localized spherical
vector wave functions.

3.2 Discrete Sources

We consider the scattering by a homogeneous and isotropic particle embedded in a
homogeneous, isotropic and nonabsorbing medium. Let D; be the domain occupied
by the particle, Dy the exterior of D;, S the boundary of D; (the particle surface),
and n the unit normal vector to S directed into Dg. The wave number in the free space
is ko, while the wave number in domain D¢, t = s, 1,is k¢ = ko./ectc. Here, e and
W are the relative permittivity and permeability of the domain Dy, respectively. The
particle is illuminated by an incident field Ey and Hy, representing an entire solution
to the Maxwell equations. The transmission boundary-value problem to be solved
consists in the computation of the vector fields Eg, Hg and E;, H; satisfying the
Maxwell equations

V x E¢ = jkoucHe, V x He = —jkoecEe, 3.1
in D¢, t = s, i, the two transmission conditions

nxE; —nxE;=nxE,
nx Hi —n x H, =n x Hy, (3.2)
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on S, and the Silver-Miller radiation condition for the scattered field

1
L JieH, + JEE. =0 (—) , a7 — 00, (3.3)
r r

uniformly for all directions r/r.

As discrete sources, denoted by®{ (kr) and ¥ (kr), with ¢ = 1, 3, we consider
different types of spherical vector wave functions (SVWF). In particular, @4 and
¥, having the properties:

1. Vx @9 =kW¥iand V x ¥ = kdl,
2. @! and ¥/ are finite at the origin,
3. @2 and ¥ satisfy the radiation condition,

stand for

1. the localized SVWF (localized multipoles) @4 (kr) = M}, (kr) and WY (kr) =
N, (kr), where « = (m, n) for m € Z and n > max(l1, [m|),

2. thedistributed SVWF (lowest-order multipoles) @ (kr) =an,‘m‘ 41 (k(r — z,€2))
and ¥ (kr) = Ngn,|m|+l (k(r — z,e;)), where {z, | n > 1} is a dense set of points
situated on the z-axis, e, is the unit vector in the direction of the z-axis, [ = 1 if
m=0and!/=0ifm #0,and @ = (m,n) form € Zandn > 1,

3. the multiple SVWF (multiple multipoles) @ (kr) = My, (k(r — z p€z)) and
W (kr) = N}, (k(r — zpe,)), where {z, | p=1,2,..., Ny} is a finite set of
points (poles) situated on the z-axis, Ny, is the number of poles, and « = (m, n)
form € Z and n > max(1, |m|).

The explicit expressions of the spherical vector wave functions with an orgin at 7

along the z-axis read as [25]

M3 (k(r —Ze,)) = ¢,z 3 (kR) [jm ™ (0) (sin(@ — B)e,

mn

+cos(d — B)eg) — 7" @)e, | " (3.4)
and
1,3
N (k(r —Ze,)) = ¢, {n(n + l)Z"IC(#P,lm‘(cosé\)
1,3 /
% (cos(d — B)e, — sin(@ — H)eg) + w
x [¢"(@)(sin(6 — H)e, + cos(6 — H)ey)
+ima" @)e,]} &, (3.5)

where ¢, = 1//2n(n + 1), z,lZ and zfl are the spherical Bessel functions j, and
the spherical Hankel functions of the first kind £, respectively, P!"!(cos®) the
normalized associated Legendre functions, 7)"! (9) = dP!"l(cos 0)/d0, 7\ (0) =
P,l’”' (cos8)/sinb, (e,, ey, €,) the unit vectors in spherical coordinates, (r, 8, ¢) and
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(p, ¢, z) the spherical and the cylindrical coordinates of the field point r, respectively,
and

o~

Z—2

R = p2+(z =22, sinf = % cosh =

The localized SVWE correspond to Z = 0 in (3.4) and (3.5), in which case, R = r
and 0 = 6.

3.2.1 Discrete Sources Method for the Transmission
Boundary-Value Problem

The discrete sources method uses the completeness of the systems of tangential
vector functions

n x @7 (k.r) n x ¥ (kcr)
—j %n X Wi (ker) |7\ —j %n x @I (ker)

on the surface S, i.e., for any tangential field (ep, hy) and any & > 0, there exists
Ny = Ny(6), such that for all N > N,

||eo+elsv_ejiv||2s+ ||h0+h1sv_h1iVH2s =34, 3.6)

where eg = n x Eg, hg = n x Hy, and
N qt
eV (r) _ Za ' n x @7 (ker)
h¥ (r) — te | — son x Wi (ker)
n x W (kr)
+ bta 3 %n X ¢gt (ktl') ’ (37)

withe, =n x E.,he =n xH,t=5,1,gs =3 and ¢; = 1. In view of (3.6), the
amplitudes of the discrete sources, encapsulated in the 4 N-dimensional vector x =
[@iqs bia, dsas bsa]” s can be computed by solving the minimization problem

x = argmin ([eg + € — e |5+ [y +h — b [5). (3.8)

However, this procedure leads to a normal system of equations which is fundamen-
tally unstable for amplitudes determination. To deal with this problem, the point
matching method is used instead. Essentially, for a set of P matching points on
the particle surface {rp}[le, with P > N, we compute the least squares solution
X = argmin, |Ay — b||?, where A is a 4P x 4N overdetermined matrix, and b is a
4 P-dimensional vector specified by the values of the incident field at the matching

points.



3 Methods for Electromagnetic Scattering ... 53

3.2.2 Null-Field Method with Discrete Sources
Jor the Transmission Boundary-Value Problem

In the null-field method with discrete sources, the internal surface fields e; and h; are
approximated by (3.7), while the expansion coefficients a;, and b;, are computed
from the null-field equations

jkZ v
= [(eiN (r)—eo(r>)~( q,sg’,jg)
N

N ITH «b%(ksr))]
+j./— () (r) —hy(r)) - ¢ dS(r) =0, 39
iy o B ) = o) (,I,;(ksr) () (39)
for @ = (—m,n) and @ = 1,2, ..., N. Making use on the vector spherical wave

expansion of the incident field,
N
Eo(r) = Y aoaM, (ksr) + boaN} (ksr). (3.10)
a=1
yields
a;i a
Q“(lcs,ki)[bf} =—QSl(ks,ks>[b°"] (3.11)
iB 08

where the entries of the matrix Q3! (kg, k),

(3.12)

. [(Q“)L,‘s (Q”)}jg]

(@Y (N5

are given by

212
(@ ep = Y f [(n x @} (ksr)) - W] (ksr)
T Js
+jme(n x Wy(k;r)) - @) (ksr)] dS(r),
21,2
(@5 = Jﬁ/ [(n x W) (ksr)) - W3 (ker)
T Js

+jmem x @p(k;r)) - & (k)] dS(r),
(3.13)
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2
Q== / [ x @} (k;ir)) - &) (ksr)
+jmo(n x Wpk;r) - ¥ (ker)] dS(r),

.k2
Qg === / [0 x ¥p(k;r) - D (ker)
+jme(m x @p(kir)) - ¥ (ker)] dS(r), (3.14)
with my = /€1 /€< being the relative refractive index of the particle. The matrix
has the same structure as the matrix Q3!, but it contains as columns the vectors

M1 (ksr) and N/3 (ksr) in place of the vectors 'y (klr) and ¥! (klr) respectively.
The expansion coefficients of the scattered field

N
Ec(r) =) asaMj (ker) + booNJ (ker), (3.15)

a=l1

are computed from Huygens principle in conjunction with the surface fields approx-
imation (3.7). The result is

Aso | _ 11 . aipg
[bsa} _Q (kS’kl) [blﬂjl’ (316)

where the matrix Q!! has the same structure as the matrix Q3', but it contains as
rows the vectors Mé (ksr) and Né (ksr) in place of the vectors dﬁg (ksr) and lIIZ (ksr),
respectively. Combining (3.11) and (3.16) we find that the transition matrix T, relating
the scattered field coefficients to the incident field coefficients, is given by

T = —Q" (ks, ks)(Q (ks, k3)) ™' Qp' (ke ko). (3.17)

For localized SVWE, Qo is the identity matrix, and (3.17) gives the standard form
representation of the transition matrix.

3.2.3 Algorithm Details

For axisymmetric particles, the scattering problem is solved independently for each
azimuthal modes m. The system of SVWF {@ (kr), ¥ (kr)} is truncated at an
appropriate expansion order Ny, with the following meaning:

1. for the localized SVWF

{Mq (kl‘) N (kr)|n—max(l |m|) ’ rank}v

mn

Nrank is the order of the localized pole,
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Fig. 3.1 The complex plane
(Rez, Imz), the generatrix X
of an oblate spheroid, and
the image Y of X in the
complex plane. The dotted
circles represent the areas of
influence of the poles O,
03, and O3 situated on the
imaginary axis

........

............

Im(%)
2. for the distributed SVWF

{Mi,|m|+l(k(r — Z1€2)), an,|m|+,(k(l‘ — Zn€z))
|l’l = 11~~-7Nrank}v

Nranx is number of lowest-order multipoles (discrete sources),
3. for the multiple SVWF

{Mzm(k(r - Zpez))v Ngm(k(l' - Zpez)) lp=1,..., Nps

n= maX(l’ |m|)7 LR ] Nrankp}’

Nyank = Y » Nrankp, Where Neany, is the order of the pole p.

The poles are distributed in the complex plane (Rez, Imz), which is the dual of the
azimuthal plane ¢ = const, i.e., (o, z) with p > Oand z € R (Fig.3.1). In the discrete
sources method, only lowest-order multipoles are used. For oblate particles, the poles
for internal field representation are distributed on the imaginary axis in the interior
and exterior of ¥ (the image of the generatrix X' in the complex plane), while the
poles for scattered field representation are distributed on both the real and imaginary
axis in the interior of £ In the null-field method, all types of spherical vector wave
functions are considered, and the same poles are used for representing the radiating
and the regular system of vector functions in (3.14). For oblate particles, the pole
with the largest order is placed at the origin and is called the dominant pole, while
the rest of the poles are distributed on the imaginary axis in the interior of Y. Inboth
methods, a uniform distribution of the poles along the real axis is used for prolate
particles.
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In the discrete sources method, the least squares problem x = argmin, [|Ay — b||?
is solved by means of Tikhonov regularization using (I) the Q R factorization, (II) the
identity matrix as regularization matrix, and (III) an a priori regularization parameter
choice method based on the size parameter and particle eccentricity. In the null-field
method, the matrix inversion is performed by the Gauss elimination method with
back-substitution [10], or alternatively, by the block matrix inversion method [11].
To increase the accuracy and efficiency of the Gauss elimination method, the routine
has been modified to work in multiple-precision arithmetic with the Multiprecision
System (MPFUNO90) package [26], and parallelized with OpenMP API.

3.2.4 Convergence Analysis

In the null-field method we choose the incident direction along the axis of symmetry
of the particle and perform a convergence test over the expansion order Nyank.
Essentially, we solve the scattering problem for a reference and a lower-order system
of SVWE, and check the convergence of the differential scattering cross-sections at
a number of scattering angles [7]. The lower-order system of SVWF is chosen as
follows: (I) for localized SVWF, the lower-order system is the reference system in
which the order of the localized pole is reduced from Nygnx t0 Nyanx — 1, (I) for
distributed SVWE, the lower-order system is the reference system in which the pole
placed at the origin is omitted, and finally, (IIT) for multiple SVWF, the lower-order
system is the reference system in which the order of the dominant pole is reduced
from Nyanki t0 Nrank1 — 1. In the discrete sources method we estimate the residual
field at the particle surface for a given configuration of poles. This test which does
not require the solution of two scattering problems can be regarded an “internal
convergence criterion”.

In our analysis we consider spheroids and cylinders, and in order to reduce the nu-
merical instability, we perform the computations using extended- instead of double-
precision floating-point variables. For spheroids, we denote by a and b the polar
radius and the equatorial radius, respectively, while for cylinders a and b stand for
the half-length and the cylinder radius, respectively.

In the first test case we consider a prolate spheroid and a prolate cylinder with a size
parameter of ksa = 80 and an aspect ratio of a/b = 8. The normalized differential
scattering cross-sections are illustrated in Fig.3.2. In the null-field method with
multiple SVWE, the parameters of calculation are N, = 31, Nyank = 101, Nyank1 =
11 and Nyanxp, = 3 for p # linthe case of the spheroid, and N, = 31, Nyanx = 131,
Nranxi = 11 and Nyany, = 4 for p # 1in the case of the cylinder, while in the null-
field method with distributed SVWE, the parameters of calculation are Ny nx = 101
for the spheroid, and Ny, = 131 for the cylinder. As it can be seen from Fig. 3.2,
the agreement between the discrete sources method and the null-field method with
discrete sources is excellent.

In a second test case we consider an oblate spheroid and an oblate cylinder
with a size parameter of k;b = 50 and an aspect ratio of a/b = 1/5. Because the
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Fig. 3.2 Normalized differential scattering cross-sections computed with the discrete sources
method (DSM), and the null-field method with multiple (MSVWEF), and distributed (DSVWF)
spherical vector wave functions. The results correspond to a prolate spheroid (top panels) and a
prolate cylinder (bottom panels) with m, = 1.5 4+ 0.02j, ksa = 80 and ksb = 10



58 A. Doicu et al.

extended-precision versions of null-field method with localized and distributed
SVWEF fail to converge for kb > 30, the results reported here correspond to the
discrete sources method, the null-field method with multiple SVWEF, and a multiple-
precision version of the null-field method with localized SVWE. In the latter case, the
calculation of the Q-matrix elements and the inversion are performed with multiple-
precision arithmetic. The normalized differential scattering cross-sections are illus-
trated in Fig.3.3. In the null-field method with multiple SVWE, the parameters of
calculation are Ny = 3, Nyank = 96, Nyanki = 60, Nranka3 = 18, ksImz; = 0.0,
and ksImz; 3 = +42 for the spheroid, and Ny = 3, Neank = 130, Nyanki = 90,
Nryanx23 = 20, ksImz; = 0.0, and ksImz, 3 = £45 for the cylinder. From Fig. 3.3
we may conclude that the agreement between the different methods is quite good.
Coming to the computational efficiency, we mention that for the oblate cylinder,
(I) the computational time of the discrete sources method is 7:51 (min:s), (II) the
computational times of the null-field method with multiple SVWF are 3:42 (min:s)
for the Gauss elimination routine working in extended precision, 3:16 (min:s) for
the block matrix inversion routine working in extended precision, and 5:24 (min:s)
for the Gauss elimination routine working in multiple precision, and finally, (III)
the computational time of the multiple-precision version of the null-field method
with localized SVWEF is 58:33 (min:sec). Thus, the use of the multiple-precision
Gauss elimination routine increases the computational time by a factor of 2, while
the multiple-precision version of the null-field method with localized SVWF is
extremely inefficient.

In the final test case we consider an oblate spheroid with a size parameter of
ksb = 80 and an aspect ratio of a/b = 1/8, as well as an oblate cylinder with
a size parameter of ksb = 70 and an aspect ratio of a/b = 1/7. The results in
Fig.3.4 correspond to the null-field method with multiple SVWF working with
a multiple-precision version of the Gauss elimination routine. It should be point-
ed out that for this test case only this method converges. The parameters of cal-
culation are Ny = 7, Nyank = 264, Nyanki = 112, Nyanx2,3 = 40, Nyanxas = 20,
Nrank6,7 = 16, kSImzl = 0.0, kSII’IlZZ,3 = :|:55, kSImz4,5 = :|:65, and kSImzm =
£75 for the spheroid, and Ny =7, Nyanx = 268, Nyanki = 108, Nyanko 3 = 40,
Nrank4,5 = 20, Nrankéj = 20, kslmzl = 00, kSImz2,3 = :|:45, kSImz4,5 = :|:55,
and ksImze 7 = 65 for the cylinder. The use of the multiple-precision version of
the Gauss elimination routine leads to a relatively high computational times: 86 min
for the spheroid and 93 min for the cylinder.

The conclusion of our numerical analysis is that the null-field method with mul-
tiple SVWF is superior to the null-field method with distributed SVWF considered
in [25]. Another method for improving the numerical stability of the conventional
null-field method relies on an analytic computation of the Q-matrix elements. This
method, which is rather technical, is described in the next section.
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Fig. 3.3 Normalized differential scattering cross-sections computed with the discrete sources
method (DSM), and the null-field method with multiple (MSVWF) and localized (LSVWF) spher-
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3.3 An Analytical Method for Computing the Q-Matrix
Elements

In this section we sketch the main ideas of an analytical method for computing the
Q-matrix elements in the framework of the null-field method with localized SVWF.

For axisymmetric particles, Somerville et al. [27] have shown that the Q-matrix
elements can be expressed in terms of six types of integrals. The integrands depend
on the regular Riccati-Bessel functions ¥, = ¥, (myx) = myxj,(m,x) and their
derivatives ,, the Riccati-Hankel functions of the first kind &, = &,(x) = xh,(x)
and their derivatives &/, the unnormalized associated Legendre functions P! =
P\l (cos ), satisfying

b

/ P!l (cos 0) P (cos 6) sin 6 dO
0

2 !
_ (n+ |ml) S, (3.18)

2n+1 (n — |ml)!

and the angular functions ¢/l = /™! (9). The argument of the Riccati functions is
x = x(0) = kgsr(0), wherer(0) describes the generatrix in polar coordinates. Assum-
ing that x can be written as x = x(z(0)), where z = cos 6, using the decomposition
&, = V¥, + jxa, Where x, (x) = xy,(x) are the irregular Riccati-Bessel functions, and
the representations

\m\zn(n_|m|+1)

sinft, 1 P,l’fl
S +21,)1(1T "0 gl (3.19)
and _— .
X, = T 1Xn71 - mxnﬂs (3.20)

where X, stands for ¥, and y,, it can be shown that the computation of the six
integrals simplifies to the computation of the generic integrals

1

Alnkn'k =/ anl/fk/P,lmlP,!mlxé dz, (3.21)
—1
1

Bininwx = / Ilfnflﬁk'P,lmlP,lm‘xi dz, (3.22)
—1

where x; = dx/dz. The indices n’ and k" are defined by n' =n +n > 0 and k' =
k + k > 0, respectively,and wehave (1) =0, 1,2)n, k € {—2,—1,0,1,2},n + k
is odd, and (3) n, k = max(1, |m|), ..., Nyank + 2.
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A dramatic loss of precision may occur during the computation of the integral
Ak by anumerical scheme [13]. For large size parameters and large values of n —
k, the integrand oscillates around zero and its magnitude varies significantly across
the range of integration. Consequently, severe cancellations can occur during the
summation step of a Gauss—Legendre quadrature method. To overcome this problem

1. we may perform the computation with increased precision, or we may use the
algorithm for summation of floating point numbers as in K -fold working precision
developed by Ogita et al. [28],

2. we may remove analytically the terms causing the source of cancellation [14], or
finally,

3. we may compute analytically the integral A,k -

In the following we will be concerned with an analytical computation of the integral
Ak by using the Gaunt formula for the integral of triple products of associated
Legendre functions as suggested in [13]. Other techniques for computing the Q-
matrix elements can be found in [16-19].

Assuming the representation x = Xx, where X is the size parameter, and making
use on the power series representations of the Riccati-Bessel functions

00 1 | s ‘
wn (x) = Z ; <_§> amx2s+n+l (323)
s=0 " °
and
Xn(x) = — Z ; (_5) ﬁmx s—n’ (324)
s=0 "
where 1
Fon = S e F DI (3.25)
2n 4+ 2s + !
and
[ (=1)r@n—2s— D! fors<n
Pon = {<—1>"/<2s —2n— D fors>n " (3.26)
we obtain
_ K+1
Alnkn'r = —my Z Yan'k' (mr)a (—§>
q=0
1
x qu+k/7n,+l+1 f P;lm‘P]lm‘fzq+k/7”,+lfi dz. 3.27)
-1
with ,
q! ~
Vonk (=) = 2; m%q,kﬂmm?" ), (3.28)
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An efficient method for computing the coefficients y,,; without loss of precision
has been described in [14]. The method uses a recursion scheme and avoids severe
cancellations which may occur when the relative refractive index m, is close to 1.
Setting s = 2g + k' — n’ + 1 in (3.27) yields

oo
/ 1 1\?
k s+
Alnkn’k’ = _mr_H Z an’k/(mr)a <_§) XH— Ilsnk’ (329)
s=k'—n'+1;2
with ¢ = ¢(s) and
1
Dot = / P pE 7 dz. (3.30)
-1
In (3.29), the notation ) ' ., means that the index s increases from sy to s in steps

of 2. To compute A We split the infinite series into a finite series involving
negative powers of X, and an infinite series involving positive powers of X, i.e.,

]

Y = Z + Y. (3.31)

s=k'—n"+1;2 s=k'—n'+1;2  s=sp+2

where so = —1if kK’ — n’ is even, and s = —2 if k' — n’ is odd.

The integrals I, depend only on the particle shape, and therefore, they need to
be computed only once for a class of particles of similar shapes, but having different
sizes and refractive indices. The connection to the shape matrix approach, which is
based on power series representations of the spherical Bessel and Neumann functions,

and the multiplication theorem

o —DAx2 =Dk /x k
jnoxm = xry CEE D (g) ik (),
k=0 :
_ 1 o (x2— Dk (f)k _
Wa(XT) = — 2) i, (3.32)
X+l ; k! 2

is apparent. Although, from a theoretical point of view, the design of the shape
matrix approach by using the multiplication theorem is elegant and ingenious, the
final computational relations for the Q-matrix elements are identical.

The key point in computing [, is the integral of triple products of associated
Legendre functions

1
/ PP P,dz = (—1)" aom,n, k, p), (3.33)
-1

2p+1

where the coefficients a(m, n, k, p) are proportional to the Gaunt coefficients
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aim,n,m’, k, p)

2p+1(p—m—m) [! , ,
— p + (p m m ) / P’;nPI:rL Pm+m dZ (334)
2 (ptm+m) J_ b
in the particular case m’ = —m and m > 0, i.e.,
k !
am,n.k, p) = <™ 4, n, —m. k, p). (3.35)
(k —m)!

The coefficients a(m, n, k, p) are nonzero for p = |n — k|, [n — k| +2,..., n +k,
and can be computed by using the downward recurrence relation

Spr1a(, p) — (4m* + Gpio + Sp3) AC, p+2) + gpaa(, p+4) =0, (3.36)

with the starting values

omapy o GrmDICk=DY @b
n+2k— DI (11— m)lk —m)!
_ _ 2n + 2k —3)
atntk=2) = 5 o D+ B
x [nk —m*@2n + 2k — D]a(, n +k), (3.37)

where a(-, p) stands for a(m, n, k, p) and

4P =+ k+ D] [p? = (n = 0)?]
Sp = Py : (3.38)

The three-term recurrence formula (3.36) is due to Bruning and Lo [29], and it
provides accurate numerical results for all low- and high-degree coefficients.

Let us assume that X can be expressed as a finite Legendre series, which approxi-
mates areal shape function X, with a truncation error €,1.e., X, & X = Zgio aopip Py,

where
2p+1

aolp =

1
/ X (2) Pp(2) dz, (3.39)
-1

and

1 1
6= f (®(2) — F2(2))2dz/ / T.(2)%dz. (3.40)
—1 —1

In other words, we replace the real shape X, by a pseudo-shape X, which we then
use to compute the Q-matrix elements. The same technique has been employed by
Petrov etal. in [19]. In Table 3.1 we list the number of terms Ny, in the finite Legendre
series for the superellipse
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Table 3.1 The number of e
terms Np; in the finite
Legendre series for a n 0.5 0.25 0.125
superellipse of eccentricity e 2 10 20 42
and exponent n. The results 4 14 24 48
correspond to jge truncation 6 16 %) 64
errors € = 10

) 96 166 306

X (0) = (cos" 6 + " sin" §)~'/"

and the truncation error ¢ = 1075, The case n = 2 corresponds to an ellipse, the
cases n = 4 and n = 6 correspond to a rectangle with rounded corners, and the case
n — oo corresponds to a rectangle. From this table we see that Ny, increases with
increasing the eccentricity e and the exponent n, and that the method is especially
efficient for particles with smooth surfaces.

The computation of I, depends on the sign of s, and we distinguish two cases:

A. Case s < 0. As any continuous function defined in the interval [—1, 1] can
be expanded in a Legendre series, we set, for any negative s in the finite range
K —n' +1,k —n+3,...,5,

o0
XX = a Py (3.41)
p=0
where |
2p+1 o
aisp = p2 /_lxx(Z)xlz(Z)Pp(z)dz, (3.42)

and x, = Z,’:’io ao1p P, We then obtain

n+k
2
Isn = -1 Im djs a(jm J’lyk, . 3.43
Isnk p:gk'z( ) 1 1sp@ (Im| p) (3.43)

From (3.43) we see that the vanishing property of Gaunt coefficients implies that
only the first n 4+ k terms in expansion (3.41) are required for computing Zj,.

B. Case s > 0. Setting f; = X, and making use on the representation of x, it is
apparent that the product f;; = x* Eé can be expressed as a finite Legendre expansion

of the form
Nl:

fis =Y _any Py, (3.44)
p=0

yielding
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min(Nyg,n+k) 2
Lisnk = —1)lm! aispa(lm|,n, k, p). 3.45
sk F%.Z( ) T 1% (Im| 2 (3.45)

The process of computing the expansion coefficients of fj; is based on the following
results:

1. The derivative of the finite Legendre series
N
X(2) =) a,P,(2)
p=0

is given by x.(z) = Zg;ol b, P,(z), where in view of the recurrence rela-

tion P,’,Jrl - PI’F1 = (2p + 1) P,, the coefficients b, are computed as by,_; =
4p — I)Zf:paZk,p: I,...,KforN=2Kand N = 2K + 1, and as b, =
@p+ DY, ausr, p=0,....,K —1 for N=2K, and by, = (4p + 1)
Yo, @urt, p=0..... K for N =2K + 1.

2. The product of the finite Legendre series x = 2;11\;0 a, P, and y = Zf:o by Py,
is given by xy = ZIOK ¢, Pp, where in view of (3.33) and the orthogonality
relation of the Legendre polynomials, the coefficients ¢, are computed as ¢, =

N + -
D00 2he | @nbx@(0, 1, k, p).
The computational process is then organized as follows:

1. compute the expansion coefficients of X, = fjo = dfy/dz = gi)o aop Pp,
with Njg = No; — 1, by applying the derivative rule to fo;,

2. compute the expansion coefficients of fy,, s > 2, by using the product rule and
the recurrence fo; = fo.5—1fo1, and the expansion coefficients of fi;, s > 1, by
using the product rule and the recurrence fi, = fi -1 foi-

Note that in the case s = 0 and [ = O (the case fyo = 1), we have, Nyyp = 0 and
agoo = 1. The numbers of terms in the finite series are No; = sNp; and Nz = (s +
DNo — 1.

In the proposed method, the set of expansion coefficients defined by (3.39), i.e.,
{aoip,lp =0, ..., Noi}, and the set of expansion coefficients defined by (3.42), i.e.,

{alsp|l = O, 1; s = _(Nrank +3)7 ey _1; P = O, ce 72Nrank +4}5

describe the particle geometry. They can be computed in the preprocessing step with
a desired accuracy, or they can be stored in a database and used as input parameters
of the algorithm.

In summary, the analytical method for computing the Q-matrix elements involves
the following steps:
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1. Express the Q-matrix elements as integrals of products of Riccati-Bessel func-
tions, and use the power series representations of these functions to obtain a
Laurent series representation of the integrands.

2. Approximate the real shape function X, by a finite Legendre series representing
a pseudo-shape function x.

3. Fornegative s, expand the product x* )_clz in an infinite series of Legendre functions,
while for non-negative s, linearize x* fé by using the product and derivative rule
for finite Legendre series.

4. Integrate the linearized terms by using the Gaunt formula for the integral of triple
products of associated Legendre functions.

Other techniques for computing I/, are summarized below:

1. Assuming that a Taylor expansion of the product X* (z))_clz (z) around z =0 is

available, we may compute the integrals of the form [’ 11 Pl (z) P"(2)z" dz,s = 0,
by applying the recurrence relation

—m+1
nomt i pm MM b (3.46)

ZPl"ln(z) = 2n + 1 n+l1 2” +1 n—1

and the orthogonality relation of the associated Legendre functions, or alterna-
tively, by using the representation

s _ 2p + 1)s!
© = Z 2(s—=p)/2 ((s — p) /2)'(5‘ +p+ 1)”Pp(Z) (3.47)

p=s,5—2,...

and the integral of triple products of associated Legendre functions.
2. If r(0) has a simple representation in terms of trigonometric functions, we may
use the relation

n—m

| !
P (cos ) = Z(_l)k nl(n + m)!
= kin—k)!n—m—k)'(m+k)!
0 2n—2k—m 0 2k+m
X (cos E) (sin 5) , m=>0, (3.48)

to reduce the computation of I, to the computation of trigonometric integrals.
It seems that this technique has been used by Petrov et al. in [16, 17].

The same approach can be used to compute the Q-matrix elements of a non-
axisymmetric particle. In this case, the Gaunt coefficients of any degree and order
can be computed by using, for example, the recursion scheme developed by Xu [30].
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3.4 Conclusions

In the first part of this chapter we proved through a numerical analysis that the
discrete sources method and the null-field method with distributed and multiple
SVWEF can be applied to electromagnetic scattering by large axisymmetric particles
with extreme geometries. By an appropriate distribution of the poles in the complex
plane, the condition number of the matrix to be inverted is decreased, and so, the
stability of the computational scheme is increased. In particular, the null-field method
with multiple SVWF enabled us to compute the scattering characteristics of oblate
particles with a size parameter of 80 and an aspect ratio of 1/8. A drawback of
the method is its reduced efficiency; the multiple-precision version of the Gauss
elimination routine increases the computational time by a factor of 2 as compared to
an extended-precision version. In this regard, we plan to analyze the applicability of
an inversion algorithm using floating-point format and a multiplicative correction as
described in [31].

In the second part of this chapter we sketched the main ideas of an analytical
method for computing the Q-matrix elements in the framework of the null-field
method with localized SVWE. In summary, the Q-matrix elements are expressed as
integrals of products of Riccati-Bessel functions, the power series representations of
these functions are used to obtain a Laurent series representation of the integrands,
and finally, the integrals are computed by using the Gaunt formula for the integral of
triple products of associated Legendre functions. Although not yet proved, we expect
that this method will avoid the dramatic loss of precision when the integrals in the
expressions of the Q-matrix elements are computed by a Gauss-Legendre quadrature
method.
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Chapter 4 )
Fictitious Particle Approach for Light oo
Scattering Investigation from the Line

Features of a Substrate Based on the

Discrete Sources Method

Yuri Eremin and Thomas Wriedt

Abstract Computer simulation of light scattering from features on plane inter-
faces is of interest in the semiconductor and nanoelectronic industry. Submicrometer
defects on silicon substrates are detected and characterized by in-line laser scan-
ning surface inspection systems. A reliable computer model for predicting this light
scattering would provide a flexible and efficient tool for efficient surface features
detection and discrimination. Based on the Discrete Sources Method (DSM) a new
fictitious particle concept has been elaborated and realized. Based on this concep-
tion an updated DSM computer model enables to analyze light scattering from line
defects of a plane silicon substrate such as a line bump and a pit. Computer simu-
lation results corresponding to the Scattering Cross-Section (SCS) for P/S polarized
excitation are presented. It was found that the Total Scattering Cross-Section (TSC)
can be change by an order of magnitude depending on the orientation of the linear
feature with respect to the plane wave incident direction.

4.1 Introduction

Many practical applications in nanotechnology require considering a particle embed-
ded in an infinite stratified medium. Biosensors, optical antennas, solar cells, UV
lithography and silicon wafer purification are examples of the topics of interest
[1-6]. In the semiconductor industry, submicrometer particle contaminants and
defects on silicon wafers are detected and characterized by optical inspection sys-
tems. These systems use a focused laser beam striking a surface and thus creating a
field of scattered light which is registrated by a photodetector. The resulting scattered
field is sampled and quantified with the use of a system of photodetectors, which
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enables to detect the defects and the contaminants. As design sizes of structures on
silicon wafers continue to decrease, the importance of proper detection and charac-
terization of such detects grows. The design of more sensitive inspection systems
require a fundamental predictive capability for light scattering from nanosized struc-
tures [6]. A reliable computer model for predicting this light scattering would provide
a flexible and efficient way to understand scattering processes and would increase
the resolution ability of the inspection tools. So the importance in a sophisticated
computer model which is based on rigorous mathematical statement of the scattering
problem and which enables to predict light scattering from nanofeatures of silicon
substrate seems to be highly required.

Various technique have been used so far for light scattering simulation. Direct
methods solve Maxwell’s equations in their differential form. They rely on a volume
discretization in a finite computational domain. A first approach consists of directly
discretizing Maxwell’s equations in time and space using finite differences: this is the
core of the so called Finite Difference Time Domain (FDTD) method [7] The FDTD
method is one of the most popular methods in nanooptics because of its ability to
handle a large variety of the scattering problems. FDTD is a simple technique, which
can be effectively implemented on a computer or a graphics processing unit (GPU).
Unfortunately, these models might not be accurate enough in some interesting cases
[8]. Besides, the conventional FDTD numerical scheme does not incorporate an
infinite interface in its theoretical model and it is required to apply special near to
far field transformation to take into account it [9].

The Finite Element Method (FEM) [10] consists of expanding the electromagnetic
fields as local functions in elements, which results in higher accuracy in the frequency
domain. Their advantage as compared to FDTD is their higher accuracy, which comes
at the price of a more challenging implementation and generally higher computational
cost. Application of the FEM to surface features of a plane interface can create
problems related to a truncation of the simulation domain [11]. Besides, FDTD
and FEM have the disadvantage that they require both the local feature and the
surrounding space to be discretized, leading to higher volume of the simulation
domain.

For our particular case the most suitable and fast numerical approach seems to be
a semi-analytical method. Such a method applies the Green’s theorem to the system
of Maxwell equations [12] to reduce the scattering problem formulated in the whole
of 3D space to the impurity domain. Incorporation of the Green Tensor of the half-
space enables to account for multiple scattering interactions between impurity and
the plane interface [13]. Let us mainly focus on the methods that enable to treat an
inhomogeneity located near an infinite plane interface.

There are volume-based methods, similar to the Discrete Dipole Approximation
(DDA) [14, 15] and the Volume Integral Equation (VIE) [16, 17], which are suitable
for modeling of light scattering by arbitrary impurities. Additionally the surface
based methods, such as the T-matrix method [18], the Surface Integral Equation
(SIE) [19], the Multiple MultiPole Technique (MMP) [20] and the Discrete Sources
Method (DSM) [21] are applicable. While VIE and DDA can handle any kind of
inhomogeneity, they are pretty time consuming, especially if it is required to account
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for strong scattering interaction between cells of mesh attaching the interface and the
infinite interface itself. Besides, the volume-based methods might require different
discretization for different parts of an embedded particle because of the essential
difference in the refractive indexes of the upper and lower half spaces. This results
into switching from a propagating plane wave in the upper half space to a damped
wave inside the substrate. So surface-based methods seem to be more appropriate
for the treatment of a homogeneous particle partially embedded into a plane infinite
substrate. A detail description of the current status of the main numerical methods
can be found in reviews [22, 23] as well.

Among the other surface-based methods mentioned above, the MMP and the
DSM have several advantages. First of all they are semi-analytical meshless methods
that do not require any mesh generation or integration procedure over the impurity
domain. They enables to obtain the far field directly for multiple external excitations
and will account for the interaction between the impurity and the plane interface
in an analytical way. Besides, MMP and DSM provide the unique opportunity for a
reliable validation of the numerical results obtained because the errors of the solution
obtained can be evaluated explicitly by computation of the surface residual over the
surface of the impurity [24, 25]. While in MMP models, dipoles and multipoles are
placed on an auxiliary surface inside a scatterer [24] DSM can use complex valued
discrete sources (DS) for each DS coordinate [25]. Employing complex DS allows
to get a compromise between a resultant matrix condition number and the accuracy
of the results in accordance with the so called “uncertainty principle” [26]. The
uncertainty principle can be formulated in a brief way as “the worse the condition
number the better the results”.

In this paper we present a new scheme of the DSM [27, 28] that enables inves-
tigation of polarized light scattering from a penetrable particle partially embedded
into a plane substrate. In contrast to the axial-symmetric case examined in [7], the
new DSM scheme allows to consider particles, which together with the substrate,
does not form an axial-symmetric structure. The DSM developed is a semi-analytical
surface based meshless method, which requires neither mesh generation, nor an inte-
gration procedure over the particle surface. In the present realization of the DSM the
scattered field everywhere outside a particle is represented as a finite linear com-
bination of electromagnetic fields originated by electric dipoles distributed over an
auxiliary surface deposited inside the particle. The field of each dipole is constructed
incorporating the Green’s Tensor of half-space. Thus, the DSM solution analyti-
cally satisfies Maxwell’s equations, the radiation or attenuation conditions in the
far zone and the transmission conditions established at the infinite plane interface.
The unknown amplitudes of the DS are to be determined from the boundary con-
ditions enforced at the particle surface only. For the examination of scattering by
nano-dimensional line pit and line bump we employ the “fictitious particle” concept
which already has successfully been used for the investigation of axial-symmetrical
features on a plane substrate [7]. A fictitious particle means a virtual particle that is
partially embedded into a substrate that has a refractive index which coincides with
the air in case of a scratch or with the substrate index in case of a bump.
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The paper is organized as follows. In the next section we consider the statement
of the scattering problem and then describe the new mathematical formalism of the
DSM. In the following section a detailed description of the corresponding numerical
scheme of the DSM is provided. In the final section of the paper some numerical
results are presented and discussed.

4.2 Discrete Sources Method for Non-axial Symmetric Case

Let us consider the case of a penetrable particle partially embedded into an infinite
plane substrate. Choose a Cartesian coordinate system with its origin O at the plane
interface - = (z = 0) assuming that the Oz axis is perpendicular to & and directed into
the upper half-space. Consider the substrate domain being D; (half-space z < 0), and
the rest of R? space corresponds to air Dy (z > 0). We denote the particle’s internal
domain as D; and will refer to its surface as 3 D;. The external excitation {E°?, H®}
is the electromagnetic field of linearly polarized plane wave propagating at an angle
of m — 6y with respect to the Oz axis and the plane of wave incidence is determined
by the azimuth angle ¢y. Then the mathematical statement of the scattering problem
can be written in the form including the time harmonic Maxwell equations
V x Hy = jketEr; Vx E;=—jkuH, inD., ¢=0,1,i,
the transmission conditions enforced at the particle surface and plane interface

np x (Ei(p) — Eo,1(p)) =0,
np x (Hi(p) — Ho,1(p)) =0,

e; x (Eo(p) — E1(p)) =0,

e oD, e
P98 o x (Hy(p) — Hy(p)) =0, P

4.1)

the Silver—Muller radiation conditions for all radial directions defined by the e, vector

lim r-(«/s_ongez—«/uoHS)zQ r=|M|— oo, z>0,

r—o0

attenuation conditions inside the substrate

)

(|21

Hi|) = o (exp{—|Im(k)|r}), z<O.

Let{E;, H.}stand for the total field in the domains D, ¢ =0, 1,and {E}, Hg} -
for the scattered field, k = w/c,n » is the outward unit normal to the surface d D;, e, is
the unit vector directed along the Oz axis, k; = k,/g;1i;. |[M| is denoted as a distance
from the origin O to M point. Let the particle surface d D; belong to the Holder
space d D; C C*V), the relative permittivity and permeability are chosen such, that
the following conditions are valid: Im(gp), Im(p) = 0, Im(e;), Im(u;) < 0. Time
dependence is expected to be exp { jwt}. Then, the boundary scattering problem (4.1)
has a unique solution.

Following the basic DSM scheme described in [7] we construct the external
excitation field {E?, H{0 } in each domain D;, ¢ = 0, 1 solving the reflecting and
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transmiting problem for the exciting plane wave {E?, H°} at the plane interface
& [29]. The constructed field should satisfy the transmission conditions have been

1nstalled at the plane interface =Z. Let us introduce the following notations

¥ = exp {—jk¢ (xsin6; cos gy + y sin 6, sin g & z cos 6, ) }

e?t i (:Fex €cos 0, cos @o F ey cos O, sin ¢ + e sin 9{)

h?’P = (e)C sin ¢y — ey, cos goo) ¢=0,1. 42
egt S = (—ex singy + ey cos @)

h5 = (Fex cos b, cos g F ey cos O sin gy + e sin ;)

wheree,, e,, e, are Cartesian basis, 0; is the angle at which the transmitted plane wave
penetrates into the substrate, according to Snell’s law. For P-polarized excitation the
incoming, outgoing and transmitting plane waves are

P(¥) _ £ P 4. pPE _ ,£P 4
E; 7 =e Yy He W =hetong -y

and similar to for S-polarization
S _ 4S8 4. pgSE _ S+
E7" =" Yy H 7 =h" ng -y,

Here n; = , /g 1i is the refractive index in the corresponding half-space Dy . Then
the fields of the external excitation can be written as

EO(P ,8) Eé’,S(—) + RP,S . E(;’,S(-‘r); H(())(P,S) — HP ,S(=) + R HP S(+)’ z7>0
0(P P,S(— P, P,S(—
EYY =Tp s EPSC HYPY = Tp s B 2 <0 (4.3)

and the corresponding Fresnel coefficients Rp g; Tp s [29], are given by

R ny cos by — ngycos 2nq cos 6y
P = ; P =
nycosby 4+ ngcos b, ny cos By + ngcos
ng cos Gy — ny cos b, 2n cos 6y
_ . G =
nocos By + nycoso;’ no cos By + ny cos 6,

while E{” = E% H{” = H" coincide with the original exciting plane wave
(E°, H 0}. Thus, we have obtained the field of external excitation in entire space
(4.3) which satisfies the transmission conditions at the plane interface.

Let us now specify the definition of the scattered field. We define in each
domainD;, ¢ =0, 1 the scattered field as E} = E; — E{, H; = H; — H{. The
scattered field should satisfy the infinity conditions and the transmission conditions
enforced at the plane interface =Z. Thus, the transmission conditions imposed at the
particle surface accept the following form
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np, x (Ei — Ey ) =n, x EQ; n, x (Hj— H§,) =n, x Hy, (4.4)

We construct an approximate solution of problem (4.1) based on the DSM concept
[30]. The main idea of the DSM is to represent the scattered field as a finite linear
combination of elementary DS, which in this particular case are electric dipoles
distributed over an auxiliary surface, located inside the particle. To construct the
dipoles field satisfying the transmission conditions at the infinite plane interface we
incorporate the Green Tensor (GT) of the half-space. Such a representation should
satisfy Maxwell equations, the infinity conditions and transmission conditions at
interface Z. In this case, the solution to the scattering problem (4.1) is reduced to
the problem of approximating the fields of external excitation (4.3) on the surface
of the embedded particle d D;. Thus, the unknown amplitudes of the dipoles will
be determined from the matching transmission conditions imposed on the particle
surface 0 D; (4.4).

To construct the fields of DS, which fit the transmission conditions at the plane =
we incorporate the GT. This enables to analytically fulfill the transmission conditions
enforced at the plane (z = 0). The electric GT can be written in the following form
(31]

e G%, 0 0
G (M, M) = 0 1 0
3G31/oxy 0G31 [oyy G,

The components of the tensor can be represented in the form of Sommerfeld integrals:

o0 o
Gl M. o) = / JoGr) v (h, 2. 20)Ad A, G31 (M, M) = / JoOr) v31 (A, 2, Z0)Ad.

0 0
(4.5)

Here R}, = r? 4 (z — 20)%, 7% = p* + p§ — 2ppo cos(¢ — @o), Jo(.) is the Bessel
function of zero order, and (py, o, zo) are the cylindrical coordinates of a DS located
at My. The corresponding spectral functions vf’lh, v31 ensure the satisfaction of the
transmission conditions at the plane interface z = 0. For this case, they are written
as

exp{—nolz—zol} + Ai’lh (A) - exp{—1no(z+z0)}
o o
e.h . exp{miz—nozo}
Bl] ()\') 1o ’
e.h . exp{—noz+mzo}
G ) Ul

eXP{*??’;JZ*ZOI} + Dfih()‘) . _e"P{mn(lZJrZO)}’ 20 <0, <0,

,20>0, z>0,

20>0, z<0,

Vil O, 2, 20) = (4.6)

,20<0, z>0,

Let us emphasize that the first term in the first and last lines of (4.6) are associated
with singular part of the GT corresponding to DS location inside Dy ;.
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Az1(A) -exp{—no(z +z0)}, 20 >0, 2> 0,
B31(A) - exp{mz —nozo}, z0>0, z<0,
C31(X) - exp{—noz + nmzo}, 20 <0, 2>0,
D31 (M) -exp {ni(z +z0)}, 20 <0, 2 <0,

v31(A, z,20) = 4.7)

here 17? =12 — k? The spectral coefficients A, B, C, and D are determined from
the following jump conditions enforced at z = 0

1 ov§ 1 1 9v§ 1
- (18] -ofp)-o [ [3)
uw 9z 7 en 0z =y

1 av} 1 1 ovt 1
i = ety 0; ‘Vgl =0; =G| = v
e 0z £ en 9z el
Using these conditions leads to the following expressions for the corresponding
coefficients A, B, C, D

Xe,h Xe,h 2Xe,h
Jh 0 — A1 . peh 0 .
AT] ()\) = e.h eh’ Bfl ()\) = eh eh’
Yo X oo t X
Jh Jh Jh
Ce,h()\) _ 2Xf . De,h()\‘) _ Xle B Xg .
11 — _eh eh’ 11 — _eh eh ’
X0 T X1 X0 T X1

28
(x5 + xt) (xg + 1)
C31 () = %Am()»); D31 () = A3y (3).
1

Az (W) =

w
DBy (h) = A3 (00);
Mo

where y¢ = 2 yh =1 s§=_L _ 1
¢ pe’ 28 &’ oMo el .

We start to construct the approximate solution for the scattered field in Dy ; based
on the system of electric dipoles localized on the set of points {M,};2,. Let the
points M,, belong to an auxiliary surface Sy € C"**), located inside the particle D;.
Assume that in each point M, there are three orthogonal dipoles {e,,}?,_, and they
are directed along the basic vectors of the cylindrical coordinate system (p, ¢, z).

Then the vector potential of the DS system can be written as

Ay ={G{ (M, M) cos(p — ¢,);  — G sin(g — ¢,);

0G31 (M, M) 1 9G3;
————cos(p — ¢,) — —
ap p d¢

sin(p — %)}
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={G$,(M, M,) sin(p — ¢,); G, cos(p — ¢,);

0G31(M, M,) 9G31
—_— — @n 4.8
o o0 cos(¢ — ¢, )} (4.8)

1
sin(p — @) + —
0

={0; 0; G, (M, M,)}

Here A}, corresponds to dipoles located in M, with coordinates (p,, ¢, 2,)
directed along the basis vector e,, A2 — e, and A} — e,. Thus, for the scattered
field in the domains Dy ; satisfying the transmission conditions at = the following

representation holds

No 3

EY (M) =Zngm V XV x A™(M),
n=1 m=1
HY (M) = V x EY(M), ¢=0,1; M e Dy, 4.9

We would like to emphasize that the electromagnetic fields both in Dy and in D,

3
are defined by the unified set of amplitudes {{ an} } . This is a consequence
1

of incorporating the GT for the scattered field represent’atlon The main difference
between the representation (4.9) and the field representation for axial symmetric
structures [7] consists in that (4.9) is valid for non-axial symmetric geometries and
for any kind of excitation regardless of its polarization.

Let us construct the representation for the field inside the penetrable particle D;.
Choose an auxiliary surface S; € C'Y), enclosing the scattering surface 3 D; and
consider the following vector potential system

A" (M) = h (ki Rym)en; M) €Sy . (4.10)

Here héz) is spherical Hankel function and e,, - are basic vectors of the cylindri-
cal coordinate system. Then the representation for the total field inside the particle
accepts the following form

Ny 3
ENM)= """ phn VXV x AlL(M), HN(M)= . V><EN(M) M € D;

n=1m=1 i

4.11)
The approximate solutions (4.9)—(4.11) satisfy all conditions of the scattering prob-
lem (4.1) except the transmission conditions enforced at the particle surface (4.4).
Therefore by matching these conditions one can determine the set of DS amplitudes

Ny :
0,13 0
{ {pnm }W':l }nzl ’
The completeness of the system of the distributed electric multipoles used in (4.8),
(4.10) distributed over the auxiliary surfaces Sy guarantees the convergence of the
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approximate solutions (4.9) and (4.11) to the exact ones [30]. Thus, the following
result can be formulated:

Theorem Let the penetrable particle D; with smooth surface d D; C C?V) be embed-
ded into a plane substrate and the DS origins {Mn, M} }:O: | form dense sets at o1,
then for any external excitation { E(()),l’ HY} € L2(3D;)andany§ > O there exist

3
m=1

. No,i
such numbers Ny ; and the sets of amplitudes { { pli } } 01 that the following

result holds

p < 4.

{E{;—E%—Egbl }
Hi _He _HO,I

L2(3D;)

The latter result means convergence of the approximate solution to the exact one in
any closed subset in Dy, that is

lim {E(Z)V, Hév} = {E(S), HS} , in D().

No,i— 00

4.3 Numerical Scheme of the DSM

In this section the numerical scheme of the DSM will be described in detail. As
outlined above the representations (4.9), (4.11) satisfy all conditions of the scatter-
ing problem (4.1) except the transmission conditions (4.4) at the particle’s surface

aD;. These last conditions (4.4) are used to determine the unknown amplitudes of

. No.i
the DS {{ pli }31=1 } ' g The computational algorithm is based on the Generalized

Point Matching Techn?que (GPMT) [32]. Choose a set of matching points (MPs)
distributed over the whole particle surface {Q;}~ , € dD;, then the DS amplitudes
can be evaluated as

pg;fl := arg min (4.12)

b [ BB - B
’ HiN - HeN - HO,I

L2(3Dy)

Application of GPMT is followed by the pseudo solution of the corresponding over-
determined system of linear algebraic equations [33]. Tikhonov’s regularization in
the [, sense is applied [34]. Adjusting the regularization parameter to the computa-
tional errors of the Sommerfeld integrals ensures stable and convergent results with
increasing number of MPs and DS. As mentioned above, calculation of the surface
residual of the boundary conditions (4.4) at intermediate points with respect to the
MPs, we obtain a posteriori error estimate for the approximate solution (4.9), (4.11).

3 Mo . .
} of dimension 3(Ny + N;)

m=1
n=
can be computed as a pseudo solution of the following over-determined system of
linear equation

The unknown vector of amplitudes {{pffni }

op=f 4.13)
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Here @ is a rectangular matrix having a dimension of 4L x 3(Ny + N;), 4L >
3(No + N;) and the vector f: (4.13) can be represented as the following 4L vector:
f= (E? -l E? .72, H? ) HCO . r2)T, where L is the number of the MPs and
712 are orthogonal vectors tangential to the surface d D; corresponding to each MP
Q1 €0D; and {E), H)}, ¢ =0, 1.

Let MPs and tangential vectors, which are defined by their Cartesian coordinates
as Q1 = (o cos gy, pisingy, 21); 70 = (@)%, 8%, y?). Then

w{ (P;) = exp{ ]k; (pz sin 6, cos(¢ — <p0) + z,cos60;)}

ezt‘P Fa? cos 0, cos @y F ﬂl 2 cos 0, sin gy + J/ll’z sin 0;)

WEP g = (a sin ¢y — :31 2 cos goo)

62”'/ =< o Sln(ﬂo-i-ﬁzl’zcoswo)

Fa % c0s 6, cos o F B2 cos 0, sin gy + yll’z sin 9{)

+,P,S, h:I:PS

here {e c - notations introduced in (4.2), Following the notations above

the components of vector f relevant to P/S polarization accept the following form

(™% ) v @0+ Re - (5% 1) w00, 220
Tp - (ef(P'S) . 111,2) vy (Qn), z<0

oP,S) _12 _
Eg T =

—(P.S) . 1 2 +(P.S) 1 2\, +
h Vo (Q1) + Rp - (h Vo (O, z22>0
P9 .rll,2 _ {( 0 ) ( )

Tp - (h;(P,S) 12) Y. 2<0
(4.14)

The solution of the linear system (4.13) is performed for P and S polarized excita-
tion and all incident planes ¢, and incident angles 6, at once. First we make a QR
factorization of the @ matrix and then calculate pseudo solutions for the whole set
of the right hand parts [32].

Three columns of the @ matrix (4.13) relating to the scattered field representation

(4.9) can be written as
. T
6””:{W’” ym  L_ym —U’"} m=1,2,3 (4.15)

;‘ ;‘ ’ ;‘ ’ k/)l/;, ( ’ kﬂé_ ’ £ ’

The rows associate to the following sequence of the field’s components E - !, E -

72, H-t', H -2 So for the field the matrix elements can be evaluated as W =

1.V x Vx,Y = 12.V x Vx, and for H field as follows V = t! . Vx, U =
2

T°-VX.
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In each MP there are three electric dipoles oriented in accordance with cylindrical
coordinate system. Specific expressions for the matrix elements corresponding to the

scattered fields are:

[W;"(Ql)] = ocll (W’pr cos g — w’gw singy) + /311 (w?fp sin ¢y + W?,(p cos¢y) + yllw:!fz;

[Y;"(Ql)] = alz(wz’fp cos gy — wg’f(p sin ¢y) + ﬂlz(w:!fp sin ¢ + w?w cos¢y) + ylzwz'fz;

[V"(Q)] = o/ )", cos g — V', sing) + B O], sing + V', cos @) + ¥, v]';
(4 16)
[U(QD)] = o] 0], cos g — Vi, sing) + BEO, singy + V', cos @) + v vy

where the following notations have been introduced

wi = kZcos (g —gn) [5° Jo () v§ A — =) [0 ) (/\r)k[ T "”‘]Adl—

_ bu=pr CO:(WI—%:) £L=Pn CO:(WI—(ﬂn) fooo [ZJl(r)»r))» — Jo () )Lz] [v“ n avzl ] AdA:

w;’(p = —k? sin (g7 — ) fé’o Jo () v§ Adh + sm((plr;(p") fooo J1(Ar) A [vfl + av“ ] Ad)
_ Pn—p1 Cors(‘ﬂl_‘/’n) £n SIN(Q1—@n) /000 |:2Jl(r)t”))L — Jo (Ar) )"2] I:Vil + ()V31 ] AdA;

r

o0
— pcos (¢ — v
i PO = P COS (1 — pn) /Jl () A [% +V31,\2} AdA;
- . :

w2, = K2 sin (g — gn) J§° Jo (k) v§ Ada — SN [0 1y Gy 5 [v‘fl n 3V31]Adx
+ Ll Sm(f[*‘/)n) Pl—Pn Cors((/)l*(ﬂn) f()oo |:2-,1(r}\”))L _ JO (Ar) }Lz] [ v, 4 3V?1 ] AdA;

= K205 (g1 — ¢u) [§° Jo (hr) V6 2 — SSW=0n) [0y Gy, [v“ n 3V3‘]Adk—

+ LS =0n) py i1 =gn) 00 [M Gk _ Jo (ar) Az] [V?l + avsl] Ad:

r r

4.17)

oo
— o
w2, = 2@ =g )/Jl (Ar)k|: ul :|Adk
' r 0z

o0
— py cos (¢ — vl

W o= _pl Pn (o1 — @n) Ty ) & 11 Adn
&P r 0z
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o0
— p, sin — vl
W;(p _ _PL—Pn (o1 — @n) / T O A V11)\d)L’
’ r 9z
o0
w,. = / Jo () Vi A% Ad
0

and

vl =sin (g — @a) [y Jo (r) Biadn + S [ 5, () A Adh—

n =Py Si ) Po S n 2J1 ()M
_ Pon—puSin(@—gu) p, Sm(;ﬂl On) ) I: l(rr) _JO()‘-r))‘-ZiIVSI)‘-d)‘-

r

vl = cos (@ — @) [y Jo Gur) SLadA + =2 [ J () Avsyhd At
4 La=pLCOS@I=¢n) p1=pu COS(PI—s) 5 [M(rkr)k — Jo ) Az] Vi AdA

r r

[o¢]
sin (¢ —
V;,z = le / Ji (Ar) i AdA

v, = —cos (@1 — @a) [y Jo (Ar) Bhtadn — =) [ 1, (hr) AvsAdA+
+ oS —p) pusin—g) [2Jl<rxr)x — Jo ) Az] v AdA

r r

(4.18)
v, = sin (g — @u) [o° Jo (Ar) f’Vll,\der Sn@ga) (99 1 (hr) AvsiAdA—
_ pSin(@ —@n) p1—pn COS(Q1—¢n) 5 [ZJl(rkr)A — Jo (Ar) A ]V31)»dk

r r

oo
2 Pn— p1Cos (¢ — @)
r

Ji (Ar) Av§ AdA,

(o]
sin (¢ —
s _Pusin(e = en) / Ji () ! AdA
.

o0
P — Po€os (¢ — @)
Vi, =— - - / Ty () 2 ada, vy =0

We emphasize that we removed the singular part from the first and last lines of the
spectral functions vf’lh representation (4.6). Next we would like to consider the eval-
uation of the GT components (4.5). There are two possible singularities associated
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with the first line in (4.6)

exXpi—1olz — 2 e expi—no(z +z
p{—no| O|}+A1’1h()»)- p {—n0o( O)},Zo>0,ZZO,

Mo No

under A = kg. The first singularity corresponds to the GT of the ambient space and it
can be represented in clear analytic form. The other one is associated with the second
term, which can be evaluated in the following way:

1. extract the vicinity of the singularity A = ko and consider the integral 7(§) =

ko+
f £ (*)d’\ . The latter integral can be estimated as 1 (§) & / F (kg), 6§ — 0.
ko—s VA

2. for the re51dual of the Sommerfeld integral in the infinite domain we compute
using double-exponential code [35] that enables to evaluate the integral with
any desired accuracy degree. When this accuracy has been assigned as € one can
estimate the § value so that 7 (§) < e. We prefer not use the integral path transition
to a complex plane because DS coordinates M,, can be complex valued. DSM can
also be applied to analyze light scattering by a particle located at a stratified
medium (see for example [36]).

The matrix elements related to the internal field representation (4.11) look similar to
(4.16) where

ke cos (@1 — ¢n)

wy , = ki cos (¢ — pu) X{ — X}
_ Pn = P1COS(P1 = ¢n) P1— PnCOS(P1 = ¢n) 4o,
7 r &
1 _ —k2 . _ XO +k sin (901 - §0n)X1
W§,¢ - ¢ sin (‘Pl (pn) ¢ s - e
e Pn — 108 (91 — @) SN (@1 — ¢n) X2
r r
1 2P0 — PICOS (Y1 — @n) 21 — Zn 0
w, . = —k X5
£,z ¢ r r ¢
2 k2 . XO k sin ((ﬂl - (pn)Xl
Wp— ;Sln((pl_‘pn) I ;‘f e
— 0, COS — sin —
n k? P — Pn 08 (91 — @) sin (¢, wn)pl X?;

r

cos (91 — ¢n) sin (¢ — @)\
W?w = k? cos (¢ — @n) X? — kng; + k? (f p;,onX?;
(4.19)
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2Sin (@ — @) 2 — 2

2 n 2
Wez = k{ o X7
r
3 2Pl_PnCOS((Pl_§0n)Z/—Zn 2
w, =k X7;
&.p ¢ r r ¢
sin (‘Pl - (pn) 2l — Zn
3 _ 12 2.
W =k Pn X

r

1 2 —zn\°
3 _ 12v0 1 2 n 2.
wm—ng{—k;;XC%—k;( ) X

r &
and
2l —3n .
i, =—k - “sin(p — @) X[
—Z
Vi =~k = cos(gr — pa) X5
sin (¢; — ¢,)
v;’z = k;—"plX;;
r
] —Z
V?,p = k¢ % cos(@r — %)X;;
l — Zn .
Vi, = —k; “sin(g — @) X[ (4.20)
> Pn — P1COS (@1 — @n) 1.
V;.,z = k{ . XC’
sin (¢; — ¢,)
V;p = —k; —r . ,0,1X§;
3 PIL— Pn COS (@1 — @)
V{’w = k{ X{,

r

where ¢ = i, M,: = (Pu> Pns Zn) € Si-
The singular part of the matrix elements related to the scattered field representation
(4.9) can written in the same manner as (4.19) and (4.20) assuming that XZ” =

];—?hff)(k;RQan), ¢=0,1, M, € S are used.

The main differences between the present numerical scheme and the one used for
the axial-symmetric case [7] consist in following:
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1. The approximate solution (4.9), (4.11) does not depend on the polarization of the
external excitation and can be directly applied for all available polarizations at
once.

2. The numerical scheme enables rotation of the incident plane by varying ¢y.

3. Therepresentation for the scattered field (4.9) contains dipoles DS only in contrast
to the axial-symmetric scheme which involves multipoles as well. This circum-
stance makes the computation of Sommerfeld integrals (4.5) much easier, less
time consuming and more accurate.

To compute the scattered field intensity, we need the corresponding far field pattern
F (0, ) [12]. In the case under consideration, the far field pattern is determined only
in the upper half space Dy as

E(r)/|E%z=0)| FO,9)+01/r?), r=|M|— oo, z>0.
(4.21)
The far field pattern in the frame of the DSM is obtained using the asymptotic

representations of the Sommerfeld integrals as described in [27, 37]. Then, the (6, ¢)-
components of the scattering diagram, can be written in the following form

_expl—jkor)
- r

N,

Fy (00, 05 ¢, 90) = jk Y _{pdy for + Pyl for — P fo3)
n=1
N,
Fy(60. 0 9. 90) = jk Y (=P for + P fr2} (4.22)

n=1

where
for = {¥80; + [P11(8) + ¥31(0) sin® 0] - ™ } cos 0 cos(p — ¢y)
for = {¥*80; + [911(8) + 731 (0) sin® 0] - ¥~ } cos 8 sin(y — @,,);
fos = {¥80c +33(0) - ¥~} sind (4.23)
for = {¥T80; +711(0) - ¥} sinlp — a);
for = {¥F 80 +V11(0) - ¥~} cos(p — @)

Here (o, ¢, 2,) are cylindrical coordinates of M, € Sp, do; - Kronecker delta ¢ =
0, 1, ¥* and spectral functions accept the following expressions

Y = expliko(p, sin 6 cos(g — @,) + z, cos6)};
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v = exp{jko(o, sinf cos(¢p — @,) — z,cos)}, z, =0
| exp{jko(pn sin6€ cos(p — @) + 2,k (0))}, 2, <O

M cos 8 —pok (6) &1 cos 0 —epk (0)
T11(0) = | #rcosttuor®)’ =0 _ 9) = | &1cosb+eox® 220 404
vin(0) = 20 cos § V33(0) = 2¢( cos f ., (424
In < —_—

i cos O+pok (6) ercosOtegk(@)® < 0

2 —
731(0) = (e = Hoco) L k(O) = e —sin? 6.
(1 cos 6 + ok (0)) - (&1 cos O + gok (0))

Thus, the components of far field pattern do not contain any integrals. After determin-

3
ing of the unknown DS amplitudes {{ po N } the scattering characteristics are
m

obtained by computing finite linear combinations of elementary functions (4.23)—
(4.24). As aresult, we can analyze all scattering characteristics in detail, such as the
Differential Scattering Cross-Section (DSC)

2
DSC (60, 0; ¢, 90) = | Fs (6o, 05 ¢, 90)|* + | F, (60, 6; ¢, 90)| (4.25)

where Fg{) (’pS (6o, 0, @) are the corresponding components of the scattering diagram
(4.22), or the Total Scattering Cross-Section (TSC), i.e., the intensity of the scattered
field integrated over a given solid angle £2 (response):

0(90;§0o)=/DSC (60, 0; ¢, 90) do, (4.26)
2

Via the definition of far field pattern (4.21), the unit of DSC and TSC is pm?.
In our case we will use £2 = {89° > 0 > 0°; 360° > ¢ > 0°} which belongs to the
upper unit hemi-sphere.

Summarising, the computation scheme of the non-axial symmetric version of the
DSM can be described as consisting of the following steps:

1. Estimation of the numbers of matching points L distributed over the whole scat-
tering surface d D; accounting for the value of the exciting wavelength A, corre-
sponding to the surface area of the particle and the particle refractive index;

2. The number of DS needed for the internal N; and external fields Ny depends on
the refractive indices of the particle and the substrate, their numbers should follow
the rule 3(Ng + N;) <4L;

3. Complete matrix @: (4.13) computation and extension of the matrix by applying
regularization in the /sense and adding an associating regularization parameter
adjusted to the errors of Sommerfeld integrals evaluation;

4. Extended matrix factorization using the QR algorithm;

5. Computing the corresponding right hand parts according to (4.14) and evaluation
of the pseudo solution for all the incident planes 0 = ¢, incident angles 0 =
6y and both polarizations P/S simultaneously after the matrix QR resolution was
determined;
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6. Determination of the DS amplitudes for the all incident planes, angles and both
polarizations.

7. For some particular incidence, checking the relative surface residual at the testing
points distributed over the whole particle surface 9 D; employing transmission
conditions (4.4).

8. Computation of the scattering characteristics required: DSC (4.25) and TSC
(4.26).

4.4 Simulation Results

The verification of the non-axial symmetric version of the DSM computer model
has been performed in [38]. In all our computations the relative surface residual
corresponding to (4.4) did not exceed 0.6% in mean square norm with respect to the
incident field and the convergence test showed that this is enough to guarantee two
valid digits of the computed DSC.

Similar to [38] we consider a P/S-polarized plane wave of wavelength A = 196 nm
as an external excitation. For this wavelength, the corresponding refractive index of
Si substrate was chosen equal to n; = 1.004 — 2.14j [39]. For simulation of the line
bump and line pit we choose a prolate spheroid as a fictitious particle which has larger
axis a = 120nm parallel to the Ox axis and its aspect ratio is a/b = 4. This fictitious
spheroid was embedded into the substrate with a depth of 15 nm. So the length of the
feature was 120 nm, width 30nm and height 15 nm. To simulate scattering different
kinds of the line features we vary the corresponding selecting refractive index of the
substrate for the bump and air refractive index for the pit.

The behavior of P/S-polarized TSC: (4.26) - o”5(8y, @o) versus the incident
angle 6 in two incident planes ¢y = 90°; 180° are depicted in Fig.4.1 for the line
bump and in Fig. 4.2 for the line pit. At the same figure the TSC corresponding to a

Fig. 4.1 TSC: - Line bump, Si (1.004, -2.14), A=196nm.
oS8y, go): (4.26) for the 1

line bump versus incident i
angle 6y in two incident \
planes ¢o = 90°; 180°. 10% |
Results for PSL sphere D = N ] \
35nm, P-polarized excitation =
are shown as well - ‘
® —¢=180° P
—¢=180° S
105 4] ——0=90° P A
$=90°, S
PSL, P
\
0 2I0 40 60 8IO

Incident angle, deg.
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Fig. 4.2 Similar results: Line pit, Si (1.004, -2.14), A=196nm.
aPS(8y, @o) versus 6y for 1 ‘
the line pit ] L —\
N |
€
3
£ 40°
G 01 | —¢=180°P
(6] _ o
) ——¢=180° S \
—— ¢=90°, P
$=90°, S
PSL, P \
10° )
0 20 40 60 80
Incident angle, deg.
Fig. 4.3 o5, po) versus Line bump, 0,=50°, Si (1.004, -2.14),

incident plane g for the line
bump under oblique

incidence 6y = 50°. o ¥ for ] |

PSL D = 35nm is depicted
as a level of defects visibility

—— P-pol
—— S-pol
PSL

SCS, in pmz

T T T T T 1
90 120 150 180
Incident ¢—plane, deg.

Polystyrene Latex (PSL) sphere (n; = 1.62) of diameter D = 35nm is shown. This
PSL sphere diameter corresponds to the limit of resolution ability of some surface
scanners was are used for substrate examination [40]. We remind that the larger
axis of the spheroid belongs to the plane ¢y = 180° and that the ¢y = 90° plane is
perpendicular to the larger axis. The behavior of the curves in Fig.4.1 demonstrates
that almost all TSCs decrease versus the incident angle except o © (6, 180°) for a
line bump which increases. Nevertheless the TSCs for the line bump exceed the PSL
TSC in the whole range of incident angles. Similar style of the TSCs corresponding
to the line pit can be observed in Fig.4.2. But in contrast to Fig.4.1 all curves drop
down versus the incident angle. Besides some TSCs for the line pit exceed the TSC
for PSL only at the incidence behind 30°.

Figure 4.3 demonstrates TSCs for the line bump under the incident angle 8y = 50°
versus the incident plane ¢y variation from 90° to 180°. As it is clear that the integral
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Fig. 4.4 Similar results: Line pit, 90=50°, Si (1.004, -2.14),
aPS(8y, @o) versus g for
the line pit
\ /—
I~ /
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€
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£ I ——
%)
3 \\
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Fig. 4.5 o569, o) versus Line bump, 0,=10°, Si (1.004, -2.14),
incident plane ¢ for a line 2x10™ 5
bump under small angle of
.. o D —— |l —
incidence 6y = 10°. o for 1.5%10* —
PSL D = 35nm is depicted L — I ——
as a level of defects visibility o
< 10°
i
2 ——P-pol
—— S-pol
PSL
5x10°
l l 1
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Incident ¢—plane, deg.

responses both for P and S-polarized light surpass the response for the PSL sphere in
the whole range of the incident planes. Similar results are depicted in Fig. 4.4 for the
line pit. In contrast to the line bump for line pit P-polarized response decreases versus
the incident plane while S-polarized increases. Besides the most parts of the integral
responses for P/S polarized excitation corresponding to the incident directions are
less then the responses for the PSL particle. The latter means that it is possible to miss
a line pit defect during the substrate examination via the optical scanner employing
[40].

In Figs.4.5 and 4.6 one can see the results for o©5(6y, @) versus the incident
plane corresponding to an incident angle 6y = 10°. If for the line bump the TSCs
exceed the integral response for PSL in the whole range of incidences for the line
pit the situation it is just the opposite. The PSL response is much higher than the
response for the line pit.
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Fig. 4.6 Similar results: Line pit, 0,=10°, Si (1.004, -2.14),
o5 (60, go) versus g for 5x10° 7
the line pit
4,5x10°
~N
% —— P-pol
£ 4x10° ——S-pol
8’ PSL
1)
I ——
3,5x10°
3x10° )
90 120 150 180

Incident ¢—plane, deg.

4.5 Conclusion

A new fictitious particle concept has been realized based on the Discrete Sources
Method (DSM) to analyze polarized light scattering by line features on a plane
substrate. We demonstrated that this extension enables to calculate light scattering
by nano-dimensional line defects. This approach makes it possible to perform a
comparative analysis of the scattering properties of a line bump, a line pit and standard
PSL particles. The Total Scattering Cross-Section versus incident angle and incidence
plane of exciting field have been examined and discussed. It was found that the total
scattering intensity can be changed by an order of magnitude depending on the
orientation of the linear defects with respect to the plane of external excitation.
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Chapter 5 ®)
Convergent Fields Generated by oo
Divergent Currents in the Method of

Auxiliary Sources

George Fikioris and Nikolaos L. Tsitsas

Abstract A very simple scattering problem is considered, together with its solution
obtained via the Method of Auxiliary Sources (MAS). We show that it is possible to
concurrently have divergence of the auxiliary currents together with convergence of
the scattered field generated by these divergent currents. The divergence manifests
itself as rapid, unphysical oscillations in the auxiliary currents. It is stressed that the
oscillations are not due to effects such as roundoff, matrix ill-conditioning, or to
the well-studied phenomenon of internal resonances. We arrive at our conclusions
using a number of means including asymptotic methods and a thorough discussion
of the singularities of the analytic continuation of the scattered field. We also make a
detailed comparison to corresponding discretizations of the Extended Integral Equa-
tion (EIE), in which similar phenomena do not occur. Analogies to superdirectivity
and extensions to more complicated geometries are pointed out.

5.1 Introduction

Dealing theoretically with an electromagnetic or light-scattering problem is today
often a routine task. With an abundance of numerical techniques to choose from,
solving a problem frequently reduces simply to a choice between numerical methods,
or between computer codes that implement the methods. As a consequence, it is usual
to forget or ignore fundamental aspects of the numerical technique we use.

This chapter is an overview of the recent works [1-9]. It discusses a certain
difficulty—which we consider fundamental and often overlooked or misunderstood—
within certain types of Generalized Multipole Techniques (GMT). While intrinsic
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to these techniques, the difficulty is nonetheless subtle because, even when it does
occur, we can frequently obtain correct final results.

For definiteness, we discuss the difficulty within the Method of Auxiliary Sources
(MAS). MAS is, in its simplest version, a particular implementation of GMT where
we first seek electric currents that lie on a closed auxiliary surface within an impene-
trable scatterer. These currents (we will call them “MAS currents”) are such that the
proper boundary conditions are satisfied. The MAS currents are intermediate results:
after we find them (typically as the solution of an N x N linear algebraic system,
where N is the number of MAS currents), we subsequently determine the field they
generate. This field (“MAS field”) is the MAS approximation to the true scattered
field, and is usually the quantity we finally desire.

The difficulty to be discussed is easily visualized through example: Figs.5.1 and
5.2 show the MAS currents and MAS field obtained for a certain two-dimensional
scattering problem. The N = 60 MAS currents are numbered consecutively as
we move around the auxiliary surface, and the abscissa in Fig.5.1 is the index ¢
€=0,1,..., N —1)of the MAS current I, (the real and imaginary part of this cur-
rent appears as the ordinate of the figure). In Fig. 5.2, the abscissa is the azimuthal
observation angle ¢,,;. More details (a description of the particular scattering prob-
lem and of the specific way we implemented the MAS, problem dimensions, oper-
ating frequency, etc.) will be given later (in Sects.5.2 and 5.3).

The MAS field shown in Fig. 5.2 is smooth and, one might suspect, free of serious
difficulties. In fact, a comparison with the true scattered field shows excellent agree-
ment: at least at the scale of the figure, the two fields coincide. Thus, the results in
Fig.5.2 are correct. In stark contrast, the MAS currents in Fig.5.1 (more precisely,
their real parts in the top Fig.5.1) are certainly problematic, as they exhibit rapid
and abnormal oscillations. Amplitudes vary rapidly across the figure; larger ampli-
tudes occur at the figure’s leftmost and rightmost parts; and there, adjacent currents
alternate in sign.

How can such oscillating currents generate a field pattern as smooth as the one
in Fig.5.2? One might be reminded of antenna superdirectivity (whether in the
microwave [10] or optical [11] frequency domain)—is this analogy useful? If yes,
how do the well-known pitfalls of superdirectivity carry over to the MAS? More
generally, under what conditions do MAS currents exhibit oscillations like those in
Fig.5.1? Larger values of N are generally associated with solution convergence'; the
field values in Fig. 5.2 have already converged, but what happens to the top Fig.5.1
if we increase N? Do we get less rapid oscillations? What happens if we use better
software and hardware? In particular, what is the effect of using longer computer
wordlength? The phenomenon of internal resonances has been well-studied in the
literature (see, e.g., [12])—are the oscillations in Fig. 5.1 an effect due to an internal
resonance? Are the oscillations related to the usual difficulties that arise when we
discretize Fredholm integral equations of the first kind (see e.g. [13, 14] and Chap. 15
of [15])? Finally, why is the difficulty (i.e., the oscillations in Fig.5.1) important in

IThe value N = 60 in Figs. 5.1 and 5.2 roughly amounts to 46 points per wavelength on the auxiliary
surface.
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the first place?—after all, the final results (i.e., the field values in Fig. 5.2) are correct
despite the oscillations of their generating currents.

These are the main questions investigated in this chapter. For the most part, we
address the questions using tools of asymptotic analysis. Specifically, we pick an
exactly solvable scattering problem that is simple enough for us to develop an asymp-
totic formula ((5.33) below) for the oscillating currents. The mere existence of such a
formula already answers one of the questions we posed: Since the oscillations can be
predicted by asymptotic methods, they cannot be due to short computer wordlength
nor, in particular, to roundoff error.

Our scattering problem’s simplicity further enables us to analytically demonstrate
that the large-N limit of the MAS field is the true scattered field. Therefore, the
aforementioned correctness of the MAS field of Fig. 5.2 cannot be coincidental. And
(at least for our simple scattering problem) the MAS field will remain correct even in
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Fig. 5.2 Real (a) and
imaginary (b) parts of the
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cases where the oscillations are stronger and more rapid. As we will elaborate below
(and as already suggested by the analogy with superdirectivity), obtaining MAS
fields from yet-more-rapidly-oscillating MAS currents is a process that becomes
increasingly susceptible to roundoff; this underscores the importance of showing
convergence analytically.

The scattering problem we consider is simple, and this does present disadvantages;
one might prefer to understand the oscillations and their consequences in the context
of a real-life problem he or she is actually trying to solve. However, our main goal is
to pinpoint and comprehend a difficulty. Choosing a simple problem as a means of
doing so is advantageous for at least three reasons: First, a difficulty occurring in a
simple problem—especially one that is not perplexed by shape-elongation effects—
must also occur in more complicated ones. Second, a thorough study of a simple
case can always help us understand more complicated ones—this is especially true
here, where the difficulty we are interested in is clouded by the undesired effect of
roundoff. Third, our simple problem enables an analytical comparison of MAS to
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certain discretizations of the Extended Integral Equation (EIE): as we will see, these
discretizations do not present the aforementioned difficulties. This marked difference
helps us better understand both MAS and the EIE.

A pioneering work, in Russian, that noted an analogy between MAS and superdi-
rectivity appeared in 1981 [16]. Relations between [16] and our own work [6] have
been recently discussed in [17]. Another work, also in Russian, that recently came
to our attention is [18]; this important 1995 work discusses some relevant topics
within the context of acoustics, with emphasis on the acoustic analogue of what we
call the “continuous version of MAS” (Sect.5.3.3). Apart from [16, 18], the first
detailed discussions of the phenomena examined in this chapter are, to the best of
our knowledge, the 2006 and 2007 works [1, 2], which are the first of the papers [1-9]
overviewed in this chapter. Certain independent discussions can also be found in the
2008 work [19]. In this overview, we especially stress that the oscillations described
herein are not related to roundoff, nor to internal resonances—and we do so using a
number of different viewpoints, the comparison with the EIE being one. That is to
say, oscillations, roundoff, and internal resonances are three separate effects, and it
is easy to confuse them. Furthermore, it is also natural to try to avoid oscillations
and to focus on cases where oscillations do not occur. These are, perhaps, the main
reasons why such oscillations and their consequences are frequently not mentioned
in the MAS-related literature.

5.2 Description of the Scattering Problem and Exact
Solution

Our simple scattering problem is depicted in Fig. 5.3. An infinitely long (along the z-
axis), perfect electric conducting (PEC) circular cylinder of radius pcy; is illuminated
by an external electric current filament / that lies on the x-axis. Let (ocy1, ¢cy1) and
(Pobs> Pobs) denote the polar coordinates of a point on the PEC surface and of the
observation point, respectively. The polar coordinates of the source are (g1, 0) with
pi1 > peyi. The PEC cylinder is located in free-space, characterized by dielectric
permittivity g9 and magnetic permeability .

In the sequel, we will use the notation R4 p to denote the distance from the point
(pa, ¢a) to the point (pp, ¢p); for example

Rfieyt = \/ P+ P31 = 261 eyt €OS Py

The electric field is z-directed, E = ZE, and the exact solution outside the PEC
cylinder is (assuming an e~ time dependence, with w being the angular frequency)
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Fig. 5.3 Geometrical configuration of the three regions of the scattering problem

Jn (kpcyl) H, (kpsr)

o0
E, = Hy(kRops.fi1) — Z H, (kpey1)
n cy!

n=—0o0

H,, (kpobs) em%bsa Pobs > Peyls

(5.1)

where J, and H, = H" denote, respectively, the cylindrical Bessel and first kind
Hankel functions of (integer) order n, while k = w/c = w./gopio is the free-space
wavenumber. In the right-hand side of (5.1), we have omitted the overall factor — 4’i E’ s
which is unimportant for our purposes; we do this to be consistent with [1]. In the
RHS of (5.1), the first term is the incident field. The second term is the scattered field
and is expressed as a Fourier series whose terms satisfy the wave equation (in the
cylindrical coordinate system (0obs, Pobss 2)), as well as the outgoing-wave condition.
By using the addition theorem

o0
H, <\/x12 + x% — 2X1X2 cos@) = Z J, (min{xy, x»}) H, (max{x, x»}) el

n=—00

5.2)

(where x; > 0, x, > 0, 6 real), (5.1) takes the form

o0
Jn (kpobs)Hn(kpcyl) - Jn (kpcyl)Hn (kpobs) i
E, = Hn k m%bsv obs s
2 n;oo (kpg) H, (Kpeyr) e Pobs < Pfil

(5.3)

from which it is readily verified that the total field £, vanishes on the PEC surface,
i.e. for pobs = Pcyl-
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The derivative of E, with respect to pops 1S

JdE, ad = Jn(klocyl)Hn(kpﬁl) il

= Hy(kRobs 1) —
0( " ’ﬁl) Z Hn (kpcyl) a;Oobs

= Hn (kpobs) ein%bs
a/Oobs a;Oobs

n=—00

5.4)
and, by Faraday’s law, is proportional to Hg, the ¢-component of the magnetic field.
By differentiating (5.3) and using the familiar Wronskian relation (see e.g. (10.5.2)
of [20]), we get, for (0obs, Pobs) = (Oeyls Pey1),

IE, 2 o~ Ha(kpg)
= " CYI’ ’ = ’ k] 5.5
T = p 2 Fathpm © 0 (o 00) = et B, (5

which is proportional to the z-directed surface current density on the exterior surface
of the PEC cylinder.

Convergence of the exact scattered field series in (5.1) can be examined by using
the well-known, large-|n| asymptotic approximations of J, and H, [20]

5 = (M) ~ = ()" o o, 5.6)
2mn \2n

H) = (D o0 ~ —in o (2) " ns e )
n \2n

For large |n|, it follows that the nth term of this series behaves like

N
! (&) eilnldos.
1\ Pobs

with the distance p.;; defined by

2
0,
peri = —2. (5.8)
Pfil

This critical radius p.; is smaller than the radius py; of the PEC cylinder.

The nth term of the series in the RHS of (5.1) thus behaves like the nth term of
the Taylor series for In(1 + x) (see e.g. (4.6.1) of [20]), a series which converges
for |x| < 1 and diverges for |x| > 1. Therefore, the series in (5.1) converges for all
Pobs > Peri> and diverges for all pops < peri; this is a well-known result found e.g. in
[21-23].

By using (5.6) and (5.7), as well as the corresponding large-|n| asymptotic approx-
imations of the derivatives of the Bessel and Hankel functions, we conclude that the
nth term of the scattered electric field’s derivative series in (5.4) behaves like
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i.e. like a geometric series. Therefore, this series also converges when pgps > Ocri,
and diverges when pops < Ocri-

The series solution (5.1), originally found for points pobs > pcy1 (Region 3 of
Fig.5.3), is thus also convergent and meaningful inside the PEC surface, until the
critical radius (pops > pcri). We have thus extended our solution (5.1) to Region 2 of
Fig.5.3. Since we found that the derivative (5.4) of (5.1) is also well-defined until the
critical radius, the extended solution is in fact the analytic continuation (with respect
to the single complex variable pops) of the original solution.

5.3 Application of the MAS to the Scattering Problem

5.3.1 MAS Currents and Their Large-N Limit

In this section, we apply the MAS to the scattering problem of Sect.5.2. Our N
auxiliary sources are discrete electric current filaments that lie on a fictitious auxil-
iary surface of radius p,ux in the interior of the PEC cylinder (i.e. 0 < paux < Peyl)-
Filament #¢ is located at (0,ux, %); thus, the N sources are equispaced, see Fig. 5.4.
The symbol I, will denote the current on filament #¢ (¢ =0, ..., N — 1). The quan-
tities Iy, Iy, ..., Iy—1 will be referred to as MAS currents and will be determined by

approximately satisfying the PEC boundary condition as described below.
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The distance between the £th MAS current and the observation point is denoted by

) ) 2l
RZ,obs =/ Pax T Pobs — Zpauxpobs cos | Pobs — —— |, ¢£=0,1,...,N —1,

N
(5.9)
while the total electric field (adopting the same normalization as in the previous

section) is
N-1

EY = Hy(kRavons) + Y _ It Ho(k Ry obs). (5.10)
=0

where the summation in the RHS is the scattered field that has been written as a sum
over the N MAS currents. The superscript on EY emphasizes the N-dependence of
the quantity in (5.10), which is the MAS field.

Next, we take N equispaced collocation points on the PEC cylinder, with collo-
cation point #p located at (ocy1, 2”T”); see Fig.5.4. By enforcing the PEC boundary

condition EY = 0 for (pobs: Pobs) = (Pecyls ZHTP), (5.10) gives

N—-1
Ho(kb, )1, = —Ho(kd,), p=0.1,....N —1, (5.11)
=0
where
27 (p — 1)
bp,é = bé,p = \/pfux + pgyl - 2loauxlocyl Cos pT (5.12)

is the distance between auxiliary filament £ and collocation point p, and

2 p
d, = \/p?ﬂ + 041 — 261 Peyl €OS ~ (5.13)

is the distance between primary filament / and collocation point p.

Equation (5.11) constitutes a N x N system of linear algebraic equations with
unknowns the MAS currents I,. These currents can be directly determined via stan-
dard linear-equation solvers. Still, we proceed to give a second method for the solution
of (5.11); this will enable us to investigate MAS currents and fields analytically and,
also, to have an independent method of solution that can help detect effects due to
roundoff.

Specifically, the matrix in (5.11) is circulant due to b, ¢ = by ¢—), and by ¢1qn =
bo.¢, g € Z and hence the system (5.11) can be solved in closed form using the
Discrete Fourier Transform (DFT). The relevant procedure and formulas are given
in detail in Appendix B of [1] (see also [24-26]), where the solution is found to be

N—1
1K=21<m)e"2”‘f'"/’v, £=0,1,...,N—1, (5.14)

m=0
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where the DFT 1™ of I, is given by

(m) 1 D(m)
1 :NW’ I’I’l:O,l,...,N—l, (515)
with
(m) ! — —i2wtm/N
B = > Ho(kbo,c)e , (5.16)
£=0
and
(m) 1 P —i2mpm/N
D" = —— > Ho(kd))e , (5.17)
p=0

being the DFT’s of the first row of the system’s matrix and the RHS vector, respec-
tively.

By substituting (5.12) and (5.13) into (5.16) and (5.17), applying the addition
theorem (5.2) to the Hankel functions, and interchanging the order of summation,
we obtain

00
B(m) = Z JqN+m(kpaux)HqN+m(kpcyl)’ (5.18)
q=—00
00
D™ == 3" Jynim(kpeyt) Hyn o (kosa)- (5.19)
gq=—00

It follows that D™ = DW= and B"™ = BN=™) o that (5.15) implies

1 D™
N Bm”

I(m) — JWN-m) _ (5.20)

In the sequel we assume for simplicity that N is odd, so that (5.14) takes the form

WDy 2 lm
I =19 4+2 7o , £=0,1,...,N—1. 5.21
) + Z cos | — (5.21)

m=1

Equations (5.14) and (5.21) are exact. Now, we determine the asymptotic behavior
of I, given by (5.21), in the limit N — oo; in this limit, the discrete MAS currents
become a surface current density J; i (@aux)- FOr aux = 20/ N, J; i (daux) €quals
the limit of the ratio of the MAS current /, to the arc-length distance between adjacent
currents, i.e.

JI?mit((baUX) = 1\}1_{1'1 (5.22)
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The quantities 52— (£ =0, 1,..., N — 1) will be referred to as normalized MAS
currents.

By using (5.6) and (5.7) and taking into account the factthat0 <m < (N — 1)/2
in the RHS of (5.21), in the limit N — oo, only the ¢ = 0 term in each sum (5.18)
and (5.19) needs to be retained, and hence (5.20) gives the asymptotic relation

1 7,y (kpeo) Hy (k N—1
o o L In ko) Bnkon) - N g (503
N Jm(kpaux)Hm(kpcyl) 2

By combining (5.21) and (5.23), we find that the limit of (5.22) is the following
series,

oo

s 1 Jo(kpey) Ho (kpsir) I (kpeyt) Hin (kpsir)
Jlimit (¢aux) =

- — Cos(m¢aux)i|-
27 paux | Jo (kpaux) Ho (kpcyl) =1 I (kpaux) Hm (kpcyl)
(5.24)

Using (5.6) and (5.7), it is easy to see that J;i . (aux)

Case 1 exists when the discrete sources lie within Region 2 of Fig.5.3 (oui <

Paux < pcyl)
Case 2 diverges when the discrete sources lie within Region 1 (puux < Ocri)-

The aforementioned convergence/divergence is consistent with Theorem 2.4
(p- 79) of [27], which holds for general geometries.

Besides being divergent in Case 2, the series in (5.24) is also meaningless in
another case, when J,,, (kp,x) = O for some integer m. These discrete values of kp,,x
correspond to the internal resonances of the auxiliary surfaces, and we will return to
them shortly.

5.3.2 Large-N Limit of MAS Field

We now determine the large- N behavior of the MAS field that we defined in (5.10).
For this purpose, we use the DFT relation [1]

N-1

1 .

1 = — N peizrtn/V (5.25)
N &

which is the inverse of (5.21). Applying (5.2) to the second Hankel function in (5.10),
interchanging the order of summation, and introducing 7" through (5.25) we obtain

]
E?/ = HO(kRﬁl.obs) +N Z I(n) Jn (kpaux)Hn (kpobs)ein%bs (pobs > :Oaux)~
n=-—00

(5.26)
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Equation (5.26) is exact. We now determine its asymptotic behavior as N — oo,
irrespective of whether p,ux < peri Or not. For this purpose, we replace all the 1™ in
(5.26) by their large-N forms in (5.23). Then, the factor J, (kp,ux) cancels out, and
the result is

[e ]

EY ~ Ho(kRgiobs) =

n=—oo

Jn (kpcyl)Hn (kpsir) H, (k,()obs)ein%m (N — 00),
H, (kpcyl)
5.27)
which is precisely (5.1).
As discussed in Sect.5.2, the series in (5.27) converges when pobs > Pcri, and
diverges when pops < peri- Our findings in this section can be conveniently summa-

rized as follows:

Case 1 (i < Paux < Pey1):  We have found the expected result that the limit as
N — oo of the MAS field is the true field (5.1) outside the PEC cylinder (poops >
Peyl), and its analytic continuation between the auxiliary surface and the PEC
Cylinder (paux < Pobs < pcyl)~

Case 2 (paux < pori):  If the MAS currents are placed within Region 1 of Fig.5.3
(Paux < Peri), then the limit of the MAS field

Case 2.1  exists and is the true field, in Region 3 of Fig.5.3 (0obs > pcy1)

Case 2.2  exists and is the analytic continuation of the true field, in Region 2 of
Flg53 (pCri < Pobs < pcyl)

Case 2.3 does not exist, in the portion of Region 1 exterior to the auxil-
iary sources (Paux < Pobs < Peri)- (Only in this case does the series in (5.27)
diverge.)

For Case 2, we found in Sect. 5.3.1 that the limit of the normalized MAS currents
does not exist. Case 2.1 thus shows that it is possible, in the limit, to obtain the true
electric field without having the normalized MAS currents converge to a surface
current density. The explicit, analytical demonstration of this phenomenon is one
of the central themes of this chapter. It explains why the numerically-obtained field
values of Fig.2 are the correct ones.

It is well known that fields behave smoothly away from their sources, so it may
seem peculiar that the “field” in Case 2 behaves abruptly across the critical surface,
i.e. during the transition from Case 2.2 to Case 2.3, as pgps crosses the threshold at p =
Peri- But this “field” is not a field produced by a current; it is merely a mathematical
limit, as N — oo, of the field of N sources. There is no reason for this “field” to
obey Maxwell’s equations. For any finite N (however large), the field is a true field
satisfying Maxwell’s equations and does not behave abruptly.
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5.3.3 Continuous Version of MAS

It is not hard to see that the system of linear equations (5.11) coincides with a certain
discretization of the following Fredholm integral equation

b

HO(kRaux,cyl)Jx (¢aux)d¢aux = -

—r Paux

Ho(kRficy), —T < ey <m. (5.28)

This discretization is, specifically, Nystrom’s method with the trapezoidal rule for
quadrature (see e.g. Sect. 12.2 of [15]). In other words, (5.11) can be viewed as a
result of applying the following procedure to the integral equation (5.28): (i) choose
quadrature points ¢,,x located at integer multiples of 2 /N; (ii) approximate the
integral on the left-hand side (LHS) of (5.28) by the composite rectangular rule
[28] (which, because the integrand is periodic, coincides with the composite trape-
zoidal rule [28]); and then (iii) satisfy the resulting equation at the previously used
quadrature points (i.e., at points ¢¢y = 2wp/N, p=0,1,..., N — 1). A similar
observation is made in p. 95 of [29].

The physical meaning of (5.28) is obvious: It is an integral equation whose
unknown is an electric surface current density J*(¢,ux), located at p = p,ux, that
is required to exactly satisfy the boundary condition at p = py. In this sense, (5.28)
implements what we call the “continuous version of MAS,” and will be referred to
as the Continuous MAS Integral Equation (CMASIE).

Itis shown in [1] (see also [18]) that we can formally solve (5.28) explicitly using
Fourier series, and that the solution is

L5 InCoe) Hukpi) g,
27 Paux o o (kpaux) Hy, (kpcyl) .

m=

Js(d)aux) = -

(5.29)

This formal solution coincides with (5.24). It follows that, when pei < Paux < Pyl
the CMASIE is solvable. It also follows that, in Case 1 of Sect. 5.3.1, the large-N limit
of the currents in the discrete version of MAS is the correct one. This correctness
was to be expected, as it simply states that Nystrom’s method converges.

We can now further comprehend the exceptional case J,,, (kpaux) = O: It is natural
that J,, (kpaux) appears in the denominators of (5.29) and (5.24), because the cor-
responding continuous surface current density J*(¢aux) = €% is non-radiating
[30-32]. In other words, the field external to the density J®(¢aux) = €% is iden-
tically zero.

Viewing (5.11) as a discretization of the CMASIE (5.28) is useful for yet another
reason: (5.28) is a first-kind integral equation, and such integral equations are ill-
posed [13—15]. Therefore, any discretization of the CMASIE will be plagued by
ill-conditioning and will be highly susceptible to effects such as roundoff. This is
increasingly true as p,,x decreases, because the kernel of the CMASIE becomes
smoother.
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5.3.4 More on the Nonsolvable Case; Oscillations, Roundoff,
and Internal Resonances

In the case of magnetostatics and Laplace’s equation, it is well known that the scatter-
ing problem can be solved exactly by means of an image located at (p, ¢) = (pcri, 0),
where p.; s the critical distance given in (5.8) (for the corresponding electrostatic
problem see [33]). Therefore, the position of the image is a singularity of the analytic
continuation of the solution to the Laplace problem. It is also well-known [19, 34, 35]
that the singularities for the Laplace case coincide with those of the Helmholtz case
(but in the latter case, the singularity has no meaning as the position of an image).

The above assertions allow us to shed more light on Case 2 of Sects.5.3.1 and
5.3.2,in which p,x < pei- Exterior fields due to smooth surface current densities are
analytic functions of the space variables, so that no smooth surface current density
can produce a field that exhibits a singularity at a point exterior to this current
density, something that also holds for smooth noncircular shapes. Consequently, a
smooth current density located at p = p,ux < P cannot cause the singularity at
(P, @) = (Peri, 0). It follows that, in Case 2, no smooth current can produce the
desired field. This is why, in Case 2, there is no solution to the CMASIE (5.28); it is
also why the discrete currents of Sect.5.3.1 have no large-N limit.

Since the discrete currents cannot converge, they must behave in an unphysical
and abrupt manner when N is large. This a priori reasoning is consistent with the
oscillations shown in Fig.5.1.

The correctness of the field, demonstrated in Sect. 5.3.2, already strongly indicates
that the oscillations of Fig.5.1 are not due to roundoff. As discussed in Sect.5.3.3,
however, roundoff error is generally a very important effect. Can the oscillations in
Fig. 1 be due to roundoff and/or matrix ill-conditioning? We also solved the system
using (5.14)—(5.17), which form a completely independent method. As it turned out,
those results coincide (at least at the scale of the figure) with the ones in Fig. 1. This
provides a very strong indication that the oscillations are not due to roundoff/matrix
ill-conditioning: solving ill-conditioned systems with independent solvers generally
produces different results.

Are the oscillations in Fig.5.1 associated with internal resonances? Clearly, the
answer is no: As is well-known, and as we saw in Sects.5.3.1 and 5.3.2, the phe-
nomenon of internal resonances occurs at discrete values of p,x or, equivalently, at
discrete frequencies. This is different from the phenomenon of oscillations, which
occurs for all p,x < peri. In terms of the formal Fourier-series solution in (5.29),
internal resonances occur when a single term in the series becomes infinite. By con-
trast, oscillations occur when the series for the continuous auxiliary source diverges
because of the rapid growth of its terms (for large values of the summation index m).
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5.3.5 Asymptotic Formula for the Oscillating MAS Currents

We now provide yet further—and, in our opinion, conclusive—evidence that the
oscillations are not due to roundoff, by providing a large-N asymptotic formula for
the oscillating values. In addition to

N >>1, (5.30)
and the nonsolvability condition
Paux < Peris (5.31)
we further assume
kpeyy = O(1),  kpii = O(1),  kpaux = O(1). (5.32)

Subject to the above conditions, in Appendix D of [2], the following asymptotic
formula is derived (for even N)

t+1

I
Iy ~ — (=12 D 5.33
i N( ) D (5.33)

where Oeri
=1 (> 1), (5.34)

paux

while
(t—1)?

D, =

5.35
12 =2t cos(%) +1 (5-35)

is a correction factor in the sense that it equals 1 when ¢ = 0 and decreases mono-
tonically away from 1 when £ grows. For the validity of (5.33) it is required [2] that
t is not very close to 1, and that £ is not too large. A similar equation to (5.33) can
also be derived for odd N [2]. In the asymptotic formula (5.33), it is worth pointing
out that the various radii do not appear separately, but only through the ratio ¢.

Equation (5.33) reveals a number of properties of the oscillating values: The MAS
current Iy (which is the MAS current closest to the original filament /) is real and,
because of the factor tV/2, exponentially large in N. Because of the factor (—1)¢*!,
adjacent currents have different signs. The correction factor Dy, which is real, is the
envelope of the oscillating values. There is less tapering when ¢ grows, so that the
oscillations spread around as one moves the auxiliary source closer to the origin and
away from the critical radius p.; (for the related details see Fig.7 of [2]).

Good agreement is observed when the asymptotic formula (5.33) is compared
to results obtained by directly applying the MAS, that is by solving the N x N
system (5.11). For example, for the parameter values N = 70, kpcy1 = 2.1, kpsi = 3,
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kpaux = 1.3 (which give kpe; = 1.47 and t >~ 1.131) the error between Re{l,/1} and
(5.33) is 3.2% when ¢ = 0, and 19% when £ = 7. Also, errors generally decrease
with increasing N, e.g. the error for £ = 7 decreases to 15% when N is increased
from 70 to 100.

Such good agreement occurs in the absence of roundoff errors. A separate asymp-
totic formula, that we will not give here, has been derived for the matrix condition
number [36]; that formula shows that condition numbers also grow exponentially
with N. Therefore, roundoff error will quickly become dominant (for example, if
one increases N, leaving the other parameters fixed), and will mask the true behavior
of the MAS currents. The true behavior, by contrast, is well-predicted by the formula
(5.33). The distinction is important because effects due to roundoff are hardware and
software dependent, and can possibly be overcome by using more powerful com-
puters and algorithms, e.g., longer computer wordlengths and better system-solving
routines. By contrast, the discussed oscillations can never be avoided in this manner.

5.3.6 Analogies with Superdirectivity

In the context of antenna arrays, superdirectivity is typically accomplished by small
inter-element spacings and large oscillating currents [ 10]. Thus, there are obvious par-
allels between the oscillations discussed herein and the more familiar phenomenon of
array superdirectivity. Reference [6] (see also [17]) goes beyond this, performing an
asymptotic study that focuses on similarities between the corresponding near fields.
In both cases, this field decays rapidly within a small distance from the oscillating
sources. Furthermore, the great importance of roundoff to MAS is analogous to the
high sensitivity (e.g., to mechanical tolerances) of superdirective arrays.

When we apply MAS, we are attempting to obtain the field scattered by the perfect
conductor by using a current-carrying region (the auxiliary surface) that is smaller
in size than the actual scatterer. This, also, is true of superdirective antennas, where
one attempts to obtain a field produced by a “normal” antenna by using an antenna
that is smaller in size.

5.4 Comparisons with the Extended Integral Equation
(EIE)

Our previous discussions concern nonsolvability of the CMASIE (5.28) and the
ensuing oscillations in solutions of the system (5.11), which is a discretized version
of the CMASIE. In the present section, we perform a detailed comparison to the so-
called Extended Integral Equation (EIE) and its corresponding discretized version.
In the EIE, the unknown is the actual surface current on the PEC; this unknown
is required to cancel the incident field on an auxiliary surface inside the PEC. By



5 Convergent Fields Generated by Divergent Currents ... 109

contrast, the unknown of the CMASIE is an auxiliary surface current inside the PEC,
required to cancel the incident field on the PEC. In other words, both the EIE and
the CMASIE use two surfaces (namely, the PEC surface and an auxiliary surface),
but interchange the roles of the two.

Because of this similarity, one might surmise that the EIE gives rise to oscillations
like those in Fig.5.1. In this section, for the simple scattering problem of Sect. 5.2,
we demonstrate analytically that this is not true. In particular, we show irrespective
of the auxiliary surface’s position that the EIE is a solvable equation and that, when
normalized, the solution to the discrete version of the EIE converges, as N — 00, to
the correct solution. Therefore, any oscillations that do occur when discretizing the
EIE are likely to be caused by matrix ill-conditioning, an effect magnifying errors
that would normally be negligible.

The EIE implements the well-known Extended Boundary Condition (EBC): For
external illumination of closed and smooth PEC scatterers, the familiar boundary
condition requires a total tangential electric field that is zero on the PEC surface.
The EBC requires cancellation in this surface’s interior. The EIE (also called null-
field integral equation) amounts to satisfying the EBC in a proper closed interior
auxiliary surface [37—40]. The EIE is the first step of many techniques including (i)
the Null-Field Method (NFM) [37-42], (also known as the T-matrix method [43]
or the Extended Boundary Condition Method [44, 45]; see also the review papers
[46, 47]), (ii) the Dual-Surface Integral Equations Method (DSIEM) [48], (iii) the
Combined Helmholtz Integral Equation Formulation (CHIEF) [49], and (iv) the Null-
Field Method with Discrete Sources (NFM-DS) [29, 50].

5.4.1 Solvability of the EIE

We consider the same scattering problem with Sect.5.2. The exact surface current
Js = Ji.z on the PEC surface p = Peyl 18 given by the convergent series

! — H, (kpiin) P

Jse(@ey)) = — 5——
2 (Peyl 27 pey , “— Hy (kpey1)

(5.36)

In order to be consistent with the notations and conventions of [4] (and, also [3]),
here and throughout Sect. 5.4, we have restored the multiplicative factor omitted in
(5.5).

At an observation point (pgbs, Pobs), the total field is written as the incident plus
the scattered fields according to

kZ
Ez (:Oobs’ ¢obs) = _4605
0

bid
I HO (kRﬁl,obs) + Peyl [ HO (chyl,obs) -]sz (¢cy1)d¢cyl

-7

(5.37)
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The EIE results heuristically from (5.37) by demanding that E, = 0 for (0obs, Pobs) =
(Paux> Paux)> Where paux < Peyl- Itis

/HO(chyl.aux)Jsz(¢cyl)d¢cyl = - IIHO(kRﬁl,aux)’ - < ¢aux < T. (538)
cy

For the special case of our simple scattering problem, (5.38) is the 2-D analogue
of the integral equation due to Waterman [37], who seems to first have used the
term “extended integral equation” (see also the discussion in [39]). A more rigorous
statement and derivation of the EIE can be found in [39, 41]. Note that the EIE
(5.38) is very similar to the CMASIE (5.28); in particular, the two equations have
the same kernel Ho(k Rey1 aux ). (Recall that the missing factor 1 in the RHS of (5.28)
is due to the different notation employed in Sect.5.3.) Since Ry aux # 0, the kernel
Ho(k Reyt,aux) 1s analytic and defines a compact integral operator [15].

We can solve the EIE explicitly just as before (see Appendix A of [1]): By the
addition theorem, the Fourier series of the right-hand side (RHS) and the kernel are,
respectively,

+00
1 1 ing,
——— Ho(kRiiraw) = ——— Y Ju(kpaws) Hy (kpsn)e™®, (5.39)
Peyl Peyl |, T
~+00
HO(chyl,aux) = Z I (kpaux) Hy, (kpcyl)emwcy]_%UX)' (5.40)

The Fourier coefficients of the solution to (5.38) are proportional to the ratio of the
Fourier coefficients in (5.39) and (5.40). Thus, the factors J,,(kp.ux) cancel and the
solution is

+00

I Hn (kpﬁl) e,‘n¢cyl )

Jso(Pey) = —5——
s 2nlocyl e 00 H, (kpcyl)

(5.41)

Hence, the EIE (5.38) is solvable irrespective of the position of the auxiliary surface,
and its solution (5.41) equals the true surface current (5.36). Using oy < pf and
(5.7), it is easy to show that J(¢cy1) belongs to L*[—m, 7r]. Thus, Picard’s criterion
[15]—which is a necessary and sufficient condition for L2-solvability—must be
satisfied for the EIE (5.38), and this can indeed be verified directly (see Sect. IV of
[3D).

By contrast, the CMASIE (5.28) is nonsolvable when p,,x is smaller than the crit-
ical value p; = ,062yl / 1 because the series (5.29), corresponding to (5.41), diverges
when paux < pori (but converges otherwise). To be more precise, when pyux < Pcri
Picard’s criterion is not satisfied (see Sect. IV of [3]), meaning that there is no L?-
solution.

Another important difference between the solution (5.29) of the CMASIE and
(5.41) is that (5.41) is well defined for all values of kp,ux (as opposed to (5.41),
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(5.29), as discussed previously, is not well-defined at the eigenvalues of the interior
problem). This indicates that (5.41) is the unique solution of (5.38). A rigorous
discussion of unique solvability of the null-field equations—which stem from the
EIE—can be found in [39, 41].

5.4.2 Discretization of the EIE

We discretize the EIE (5.38) just as we discretized the CMASIE (Sect.5.3.3), by
applying Nystrom’s method with quadrature points (paux, 277p/N), and with the
composite trapezoidal rule for quadrature. In this way, we obtain the linear system

N—1
I Ho(kb, ) = —I Hy(kd,), p=0,....,N —1, (5.42)

o~

where b, , is the distance between (pocy1, 27 €/N) and (paux, 27p/N), d), is the dis-
tance between (o5, 0) and (aux, 27p/N), and Iy = 27w pey1 J. (2 €/ N)/N.Equation
(5.42) isidentical to (5.11) except for the definition of d,,. We can also arrive at (5.42)
independently of the EIE (5.38), by defining the unknowns 7, as N discrete currents
on the PEC surface that must exactly cancel the incident field at the N auxiliary
points.

In view of the solvability of (5.38), it is natural to expect Nystrom’s method to
converge. We can verify this by exploiting the fact that the matrix in (5.42) is circulant
and, as in Sect.5.3.1, solving (5.42) using the DFT. We get (for odd N)

I N/ 2 lm
7‘3=1“’>+2 > 1<m>cos( > ¢=0,...,N—1, (5.43)
m=1
where
) 1 D
1" = (5.44)

—1 oo

B(m) = Jm (kpaux)Hm (kpcyl) + ( Z + ) JnN+m (kpaux)H11N+m (kpcyl)

n=—00 n=1
(5.45)

-1 00

D™ = — I (kpaux) Hy (kpg1) — ( Z + Z) N +m (Kpaux) Hyn4m (Kosi1)

n=—o00 n=1

(5.46)
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The terms for n = 0 are independent of N and have been written separately. Using
(5.6) and (5.7) we see that the nth term in the second series in (5.45) is of the order
of (Paux/ ,ocyl)”N /(nN) for large n. Since paux < pPeyi, this behaves like the nth term
of the uniformly convergent Taylor series for In(1 + x) (Jx| < 1). We can thus find
the limit of the series as N — oo term-by-term, and the limit is zero. Similarly, the
limit of the other three series in (5.45) and (5.46) is also zero. Consequently, in the
large- N limit, we keep only the n = 0 (separate) terms in (5.45) and (5.46), and thus
(5.44) reduces to
1 Hy(kpa)

J1m ~ .
N Hy (kpey)

(N — 00), 5.47)

which is independent of pux. By (5.43) and (5.47), the limit

NI 2wl
lim L (%I _ L) (5.48)
N—o0 27T,Ocy1 N

exists irrespective of the position of the auxiliary surface and equals the J;;(¢cy1) in
(5.41). Hence, the discretization method converges. This implies that—as opposed
to MAS—there are no oscillations.

5.4.3 Analytic Continuation of the Scattered Field

For the CMASIE to be solvable and for the MAS solution to be oscillation-free, the
auxiliary surface must enclose the singularity of the analytic continuation of the scat-
tered field (i.e., (p, ®) = (pri, 0) in the cylindrical problem). A similar restriction
must also hold for more complicated scattering problems. By contrast, our discus-
sions of the EIE brought out no restrictions of this type. Thus, the singularity of the
analytic continuation, while important for MAS, is not relevant to the EIE. This is
logical, as the analytic continuation of E, (E, is the total exterior field) does not
vanish in the interior—if it did, it would vanish everywhere [39].

Nonetheless, issues of this sort have raised controversy in recent publications [51—
56]. In particular, A.G. Kyurkchan writes, “the surface where null field condition is
set has to include the set of singularities of analytical continuation of the wave field
into non-physical area” [53]. The opposite point of view can be found in works
by Yu.A. Eremin, A.G. Sveshnikov, and S.P. Skobelev, who in [55] (see also [54])
write, “The equivalence of the NFM to the original diffraction problem has been
unquestionable for a long time,” and “an internal surface can be chosen arbitrarily,
provided that it is nonresonant.” Here, NFM means null-field method. In this section,
we provide a detailed explanation [4] (see also [8]) to why the analytic continuation
is irrelevant to the EIE for the cylindrical problem. Our explanation focuses on
differences between (i) the analytic continuation of the interior field due to Jy; (¢y1);
and (ii) the exterior field due to J;; (Pey1).

We specifically show that the incident field (which is well-defined in the interior)
is not cancelled by the analytic continuation of E?, i.e., the analytic continuation of
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Koy
4(,()8()

B = / HO(chyl,obs)Jsz(¢cyl)d¢cyl (obs > pcyl) (5.49)

0 points (Dobs, Pobs) With pobs < peyi. Rather, it is cancelled by the interior field due
t0 Jy;(¢ey1), which is

. kzpcyl
40)8()

bd
A= / HO(chyl,obs)Jsz(¢cy1)d¢cyl (pcyl > Oobs)- (5.50)

We accomplish this by explicitly calculating A and B (whose definitions appear
very similar) and showing that they are indeed different: To find B, we use the
addition theorem

+00

HO(chyl,obs) = Z Jn(kpcyl)Hn(kpobs)ein(¢0bs_¢cyl) (Pobs > ’Ocyl)’ (5.51)

n=—0oo

in (5.49), interchange the orders of integration and summation, and introduce the
Fourier-series coefficients of Jy;(¢y1) from (5.41) to get, for pgbs > Ocyls

kzl +00

B= > Inkpey)) Hy (kpons)

H, (kpsr) oinPubs
46()80 n '

Hn (kIOCy])

(5.52)

The latter series is convergent, not only when pobs > pcyi, but in the extended
region pops > pPeri- Moreover, the series for the derivative 9 B/dpqbs also converges
in pobs > Peri- Hence, the series in (5.52) is analytic and can be used to define the
analytic continuation of E? to the interior, at least when o < Pobs < Ocyl-

On the other hand, to find A we use the addition theorem

+00
HO(chyl,obs) = Z Jn(kpobs)Hn(kpcyl)ein(%bs*%y]) (pcyl > pobs) (553)

n=-—00
in order to finally obtain

K1 % ‘
D" Ju(kpobs) Hy (kg )e ™. (5.54)

n=—00

46080
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Clearly, A differs from B2 Furthermore, use of the addition theorem and com-
parison with the first term in the RHS of (5.37) shows that A is minus the incident
field, just as expected.

We have thus explained that, from the point of view of solvability and oscillations,
the analytic continuation of the scattered field is not relevant to the EIE. This is true,
at least, for our simple scattering problem.

5.4.4 More on the Effects of Roundoff; Relevance to More
Complicated Problems

As we have seen, oscillations such as those arising in the MAS do not occur in EIE
(at least for the “sufficiently simple” problem we have examined). Hence, any oscil-
lations appearing in EIE solutions are probably due to matrix ill-conditioning, which
can greatly amplify errors due to both software and hardware. For EIE solutions, the
cause of such errors is finite computer wordlength and imperfect special-function
computation. The fact that effects such as roundoff can result in oscillations that
resemble the MAS-type ones has been pointed out in the context of wire-antenna
integral equations [3, 57], where matrix condition numbers increase exponentially
with matrix size, as they do in our problem (see Sect. 5.3.5). Further instances of first-
kind Fredholm integral equations that are solvable and that have oscillating discretiza-
tions can be found in [58-61]. For Hermitian kernels (the kernel of CMASIE/EIE
is non-Hermitian), the solution can be written as a series involving eigenvalues and
eigenfunctions, and this leads to the following observation [61]: “Changes in the
eigenvalues due to rounding and truncation errors can radically alter the coefficients
of the higher eigenfunctions and cause characteristic spurious oscillations in numer-
ical results.” With the aid of Picard’s theorem [15], the above observation can be
extended to other compact operators. As it turns out, for the simple cylindrical prob-
lem, the high-order singular functions are highly oscillatory (see also [3]).

Since oscillations appearing in the solutions of the EIE can be similar in their
form to the MAS-type ones, it is important to distinguish the origin of the oscilla-
tions and not to confuse the two different types. To this end, we performed careful
numerical experiments (for details, see [4]) for an elliptical 2-D PEC scatterer illu-
minated by a plane wave. It was found that the real and imaginary parts of the
numerically-obtained normalized currents 1,/ (solved via a standard Matlab rou-
tine that explicitly computes matrix inverses) indeed present oscillations with respect
to source index ¢ (see Fig. 2 of [4]). These oscillations resemble the MAS-type ones
of Fig.5.1a. However, we verified that these EIE oscillations are of a very different
nature. We did this by using a better system solver, namely the Matlab Gaussian-
elimination routine. For this routine the curves of I,/ barely present oscillations at

2They are equal, however, in the limit pops — ©cy1. This is apparent from (5.52) and (5.54), and
explained by the continuity of the electric field across the surface current density Jy;(¢cy1) at
P = Pcyl-
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the scale of the aforementioned figure. Hence, at least in this case, the oscillations
are due to the original solver, which magnifies finite-computer-wordlength errors
and imperfections in special-function calculations. In other words, in conjunction
with the original solver the discretization method satisfactorily converges, and gives
correct results, before the occurrence of noticeable oscillations. However, extensive
experiments with larger values of N resulted in larger condition numbers and more
serious oscillations; such problems eventually appear even when the original solver
is used.

In cases more complicated than the simple one discussed herein, it may be hard
to correct the problematic results. Still, understanding why they occur is of impor-
tance: it may eventually help one correct, or make one certain that using better
hardware/software cannot lead to correction (as is the case with the MAS-type oscil-
lations). Besides computing condition numbers, one should check whether the oscil-
lations depend on the particular hardware and software. For example, if changing
the system-solving and quadrature routines leads to the same results, then one can
deduce that the oscillations are probably similar in nature to those in MAS. But if the
results differ (without necessarily becoming better), then EIE-type effects are surely
present.

5.5 Selected Conclusions; Additional Remarks

In this concluding section, we do not attempt to summarize all our findings on MAS-
type oscillations. Rather, we selectively emphasize certain results that are expected to
carry over to more complicated problems. We then explain, in detail, why MAS-type
oscillations should generally be avoided.

1. It is expected that MAS-type oscillations will occur in more complicated prob-
lems, e.g., noncircular or non-PEC scatterers. This has already been demonstrated
for a dielectric circular cylindrical scatterer in [5] and a PEC 2-D scatterer of ellip-
tical shape in [2].

2. For sufficiently smooth 2-D PEC scatterers, oscillations in the MAS currents will
occur if the auxiliary surface does not enclose all singularities of the scattered
field’s analytic continuation.

3. When oscillations do occur, they increase sharply in magnitude when the number
N of auxiliary sources increases.

4. In the oscillating case, and for sufficiently smooth geometries, the true field is
still obtained despite the auxiliary-current oscillations.

Why should oscillations, in general, be avoided? If we were not to assume 4, this
would be a trivial question. Buteven in problems in which 4 is true (so that the currents
are intermediate results, not useful for applications), it is misguided—at least for large
N—to believe that oscillations do not matter. As stressed by Higham [62], the design
of stable algorithms involves: (i) avoiding subtractions of quantities contaminated
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by error; (ii) minimizing the size (in comparison to the finally-desired solution) of
intermediary results; and (iii) looking for formulations that are mathematically but not
numerically equivalent. Higham also suggests looking at the numbers generated by
the computer (a common practice during the first generation of electronic computing).

Since the scattered electric field is expected to be small while (at least some of) the
intermediate quantities I, are very large, subtractive cancellation is bound to occur.
And because the I, have arisen by solving a highly ill-conditioned system, they are
sensitive to roundoff and highly likely to be corrupted by error. Increasing N will
cause a great increase in both /, and the matrix condition number. As a result, the
computed electric field will deteriorate rapidly as N increases.

It is thus desirable to follow Higham’s third guideline and to enclose all singu-
larities. In complicated practical problems, however, the singularities are difficult to
determine beforehand (but for some work toward this end, see [12, 21, 63]). When
this is the case, looking at the generated numbers is probably the best we can do. In
particular, we should scrutinize the /,—experimenting, when possible, with N and
the shape of the auxiliary surface.

Since we analyzed a difficulty that is generally to be avoided, this chapter has
an outlook that is, to some extent, negative. Although negative scientific results in
general are often useful [64], one might be led to think that all results in this chapter
are negative. This, however, is not true. In fact, our result that is most worthy of
further exploration undoubtedly has a positive twist. This result is the MAS field’s
convergence (in spite of the MAS currents’ divergence and oscillations). Here, we
are specifically referring to the convergence of the field obtained via the solutions I,
of the system (5.11), which implements what we called the discrete version of MAS
and which has a straightforward and widely used extension to more complicated
geometries.

The aforementioned MAS-field convergence occurs, at least, in the circular
geometries discussed herein. Does it occur in more general ones? If yes, for what class
of noncircular geometries? Is it possible to analytically demonstrate MAS-field con-
vergence (regardless of the divergence or convergence of the auxiliary /;) for some
practically interesting class of scatterers? This would be a very interesting mathemat-
ical and theoretical finding and would have positive consequences for applications.
Here, we are not only referring to “one-shot” applications of the MAS (where one
does not or cannot experiment with the shape and size of the auxiliary surface); more
generally, such a finding would allow us to view oscillations in MAS currents as a
drawback which does not automatically invalidate a MAS solution. Rather, we would
balance this drawback against possible benefits associated with the particular MAS
solution. It is even plausible to find MAS solutions, with not-too-rapidly-oscillating
MAS currents, in which some instability due to oscillations is outweighed by advan-
tages such as a rapidity of convergence. The potential benefit of such solutions can
be viewed as an analogue to practical superdirective antennas (whose difficulties are
mild enough to be outweighed by advantages such as increased directivity).
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Chapter 6 )
MMP Simulation of Plasmonic Particles Geda
on Substrate Under E-Beam Illumination

Ueli Koch, Jens Niegemann, Christian Hafner and Juerg Leuthold

Abstract A novel numerical approach to investigate the resonance behavior of plas-
monic particles on a substrate under e-beam illumination is presented. The method
is based on the Multiple Multipole Program (MMP), a generalized point matching
technique, and is augmented by the ability to compute layered media and electron
energy loss spectroscopy (EELS) measurements. Furthermore, the whole framework
is complemented by a mesh-based method that automatically places the multipole
expansions and matching points for arbitrary three-dimensional geometries. The
performance of our technique is analyzed by a series of numerical experiments. The
EELS responses of a plasmonic split-ring resonator in free space and a plasmonic
disk dimer on a membrane, as well as the resonant modes, are simulated. Finally, our
implementation is compared to the established discontinuous Galerkin time domain
(DGTD) method with respect to its computational efficiency. We show significantly
improved performance especially for the computation of EELS resonance maps.
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6.1 Introduction

With the progress in nanofabrication over the past decades, metallic nanostructures
with feature sizes well below 100 nm can today be produced routinely and reliably.
This ability to structure metals on the nanoscale was instrumental in enabling the
field of plasmonics, where the interaction between light and such tailored metallic
nanostructures is studied and exploited for a variety of applications (e.g., see [1] and
references therein). Despite the tremendous progress in the field, plasmonic nanos-
tructures still present a significant challenge for both experimental and numerical
characterization. Since the size of the particles is often well below the diffraction
limit, one typically has to rely on electron microscopy to image the structures under
investigation. A particularly interesting technique in this regard is to employ scan-
ning transmission electron microscopy (STEM) in conjunction with electron energy
loss spectroscopy (EELS) [2]. In this approach, fast electrons are passing nearby or
through the plasmonic structure. Due to their local electric field, the electrons can
excite plasmonic modes of the system and therefore lose a corresponding amount
of kinetic energy. By performing spectroscopy on the transmitted electrons, one can
therefore locally measure the excitation spectrum of the plasmonic structure. By
raster-scanning over the sample, one can obtain EELS maps, showing such a spec-
trum at every point in a plane. One advantage of EELS over optical spectroscopy lies
in its much better spatial resolution which is not limited by the diffraction of light.
In addition, EELS allows to excite resonances that are optically dark due to their
vanishing electric dipole moments.

In order to better understand experimental measurements and to properly inter-
pret the EELS results, reliable EELS simulations play an important role. Tradition-
ally, either the Finite Element Method (FEM) [3] or the Boundary Element Method
(BEM) [4] were used to model EELS experiments. More recently, other numerical
methods such as the Discrete Dipole Approximation (DDA) [5] and the Discontin-
uous Galerkin Time-Domain (DGTD) [6] approach were also shown to be suitable
methods.

Since the computation of EELS maps requires a large number of calculations with
identical geometry but different excitations (electron beams at different positions),
numerical methods with multiple right-hand-sides features (multiple excitations) are
favorable. The Multiple Multipole Program (MMP) [7, 8] supported multiple right-
hand-sides already in early implementations. The latest implementation of MMP
contained in the OpenMaXwell package [9] contains many additional advanced fea-
tures for modeling and efficiently solving 2D and 3D electrodynamic problems,
including eigenvalue problems (computation of resonators and of guided waves) and
scattering problems in presence of strongly dispersive materials such as metals at
optical frequencies. MMP provides built-in error estimates and a fast convergence if
the interfaces of all objects are sufficiently smooth. As a consequence, MMP is very
attractive for plasmonics and for EELS simulations in particular.

In the following, we will describe how to perform realistic EELS simulations with
MMP. To this end, we first propose a novel method to automatically place the mul-
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tipole expansions and matching points for arbitrary three-dimensional geometries.
Since the dielectric properties of the substrate strongly influence the measurements,
we also give details of how to properly handle substrates and stratified media in the
MMP context. Finally, we provide the explicit expressions to include a relativistic
electron beam as a source of excitation. To demonstrate the efficiency of our novel
MMP approach, we perform a series of numerical experiments and compare the
performance of our implementation to the established DGTD method.

6.2 Generic MMP Simulation

Although MMP is a flexible and powerful method for electromagnetic simulations,
it also has some disadvantages. Probably the biggest inconveniences are the manual
selection and placement of expansions and matching points. Even for an experienced
user, this step can be time consuming when modeling complex three-dimensional
geometries. To mitigate this problem, we have developed a novel generic approach
which places the expansions and matching points automatically. Similarly to the
classical boundary element method, it is based on a surface mesh. In the following,
we will focus on triangular meshes, but our method is readily extended to any kind
of surface discretization.

For a given mesh, we first compute the center ¢z and the outward pointing normal
vector ng of each surface element E. Then, we place our expansions e at a distance
d both inwards and outwards from the center, so the positions are

Yein =Cg +dng, (6.1a)
Feout = CE — dng . (61b)

The distance d still remains to be defined. A first idea would be to choose d based on
the area of the respective element. However, we found that this approach can lead to
poor conditioning and therefore reduces the robustness of our method. Instead, we
employ an even simpler choice for d, namely a constant for the entire mesh. As we
will demonstrate in Sect.6.5.2.4, a distance of approximately 90% of the minimal
curvature radius of the geometry usually produces good results while still remaining
numerically stable.

In a second step, the matching points and their weights need to generated. For
this, an idea from the finite element method is adapted. Since the error is distributed
over the entire surface, it makes sense to use a two-dimensional quadrature rule on
the surface elements. Generally, any order of quadrature rule could be chosen, but
we found that only a second order rule provides a good balance between accuracy
and computational effort (see Sect.6.5.2.2). The locations of the matching points
are exactly on the quadrature nodes. The corresponding weights for all boundary
conditions of a single matching point (i) are then given by w,, = /A gWquad> Where
Ag and wgy,q are the element area and the quadrature weight, respectively.
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e Expansions for Free Space
>k Expansions for Sphere
X Matching Points on Sphere

Fig. 6.1 Surface mesh with curvilinear elements generated by Netgen [10] and the generated
distribution of the expansions and matching points for a floating sphere

With this simple procedure, the user only needs to provide a surface mesh and a
distance parameter d instead of spending a lot of time on the three-dimensional MMP
modeling. To illustrate this generic process, we model a basic sphere. The surface
mesh and the resulting distribution of expansions and matching points are shown in
Fig. 6.1. We should mention that a sphere could probably be modeled more efficiently
by manually placing higher order spherical expansions in the center. However, for
more complex geometries the placement is usually not as obvious and a manual
placement becomes time-consuming and inefficient.

6.3 Dipoles in Layered Media

The generic approach, presented in the previous section, allows us to efficiently model
complex three-dimensional geometries with MMP. However, it does not make sense
to also use this method to discretize infinitely extended structures such as substrates
or membranes. We therefore need an alternative way to incorporate the effect of a
substrate into our calculations. At this point, the flexibility of MMP with respect
to the expansions comes into play. Instead of using standard dipoles (or higher-
order multipoles), we can also employ layered dipoles which directly incorporate
the effect of the substrate into the basis functions. The electromagnetic fields caused
by dipoles in stratified media are a well-studied subject [11-13]. We took advantage
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of this knowledge and implemented the layered dipole expansion in MMP [14]
which saves us from explicitly discretizing the boundaries of layers and therefore
reduces the memory requirements and the computational cost significantly. Since the
computation of such a layered dipole expansion is fairly involved, we now present
the most important steps in more detail.

6.3.1 Layered Media

In general, we follow the procedure and notation used in [11, Chap. 2] with some
minor deviations. The basic idea consists of writing the field as an infinite superpo-
sition of plane waves,

E = Epe’*T, (6.2a)
H = Hyel*T | (6.2b)

where k = (kx, ky, kZ)T is the wave vector. Due to the continuity of the tangential
component, k, = /kZ + k2 is identical in all layers and it suffices to derive the

reflections and transmissions for all k,-values using the continuity conditions at the
material interfaces.

The reader should be aware of the different ways of numbering the layers. Here,
we count the layers from bottom to top as sketched in Fig.6.2. This is opposite to
the numbering used in [11].

6.3.1.1 Reflection Coefficients

Starting with the simple case of two half-spaces, reflections and transmissions are
occurring at a single layer interface. This directly implies that no multiple reflections
need to be considered leading to the Fresnel reflection coefficients R. When splitting

Fig. 6.2 Planar structure of Layer N
a layered medium

. p Zii+1
Layer 7
Zj1,i
Layer 2
Y Source P
212

Layer 1
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the field into transverse electric (TE) and transverse magnetic (TM) modes, one
obtains for the two half-spaces i and j

k. i — ik, ;

R = Bl —Hite (6.32)
' Wwikz i + ik

v _ ke — Eika g (6.3b)

ij = ,
! 8jkz.,i + Sikz,j

where ¢, p and k, are the permittivity, permeability and the normal component of
the wave vector, respectively. For better readability the superscripts TE and TM
will be omitted, if the equation holds for both cases. From the definitions (6.3), the
antisymmetric property R;; = —R; ; of Fresnel reflection coefficients can be easily
extracted.

Once we introduce finite layers, multiple reflections start occurring and the reflec-
tion coefficients need to be generalized. For the interface between layers i and j we
then use .

~ Ri,j + Rj.kCZikz'-"dj

i,j — ~ - s
1+ R;; Rjyke21k:“fd/

(6.4)

where d; is the thickness of layer j and the index k represents the other layer next
to layer j (opposite to layer i). In (6.4), the two uppermost and the two lowermost
layers are special cases. The topmost layer N is a half-space and therefore has no
reflections from above, so IQN, ~N+1 = 0. The second uppermost layer N — 1 has
no transmitted waves from top layer reflections (i.e. I%Ny ny1eXkndy = ( although
dy — 00). This implies that the generalized reflection coefficient is equal to the
Fresnel coefficient, R N—1.n = Ry_; y. For all other layers, the relation (6.4) can be
applied from top to bottom to get all reflection coefficients of the form 1%,,,»+ 1. An
equivalent procedure from bottom to top holds for the coefficients of the form R; ;
where the two lowermost layers are special cases.

Equation (6.4) only holds in the case of a sourceless layer. Dipole sources in
layered media are covered in Sect.6.3.2, but nonetheless an additional term for the
source layer s has to be defined first. It reads

~ ~ ~ . -1
M, = [1 - Rs,erle,sflez‘kZ'AdA:I (65)
and describes the magnitude enhancement or attenuation by reflection and trans-

mission. There is no common name for this term, but in this work we will call it
generalized source magnitude factor.

6.3.1.2 Continuity at Layer Interfaces

This last part about layered structures covers the propagation of waves through layers
(cf. [11]). Again, they should be separated in TE- and TM-waves, but most equa-
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tions are valid for both modes. For a complete coverage, four different cases must
be considered due to upward (1) and downward (|,) propagation and positive (+)
and negative (—) superposition with reflected waves. First, we discuss a positive
superposition and start with upward propagation. The wave in layer i is then given
by

AiJ,rT [eik;;z + Iii’i_He—ik;,;zeik;,;Zm.xH] , (6.6)

where A;fT is the unknown amplitude and z; ;1 is the z-position of the boundary
between layers i and i + 1. Assuming we know the amplitude A:l’ +» we can enforce
equality at the layer boundary z;_; ; to determine the amplitude in layer i. This results
in the recursion

Af, = A+ 1+ ]N?"*L" : ei(kz.:—l_k:,i)Zi—l.r . (6.7)
it i—11 k. :2d;
L+ Ri—1iRijiprei"%

For downward propagating waves with field
A,TL [efikz,iz + I’éi!i_leik:,ize*ikz,izzz'—l,i] , (68)

the derivation is very similar and only the direction of propagation as well as the
signs in the subscripts need to be flipped. After exploiting the antisymmetry of the
Fresnel coefficients, the amplitude transfer factor reads

4t = Ay = R

—i(kzir1—kzi )it

: ik e = 6.9)
1, »
UYL~ Ry Ryt

The same can also be done for waves with negative reflection superposition. The
fields now have the form

Ai_,T I:eik:'[z _ RTZ,J,_He—ik;.xzeik;.fZZuH] (6.10)
for upward propagation and

A7, [e—isz - li,-,,-fle”‘f-fze—ik:»r%fw] 6.11)
for downward propagation. Assuming that the neighboring amplitude is known, the
current one can be computed in a similar manner as above. Finally, this leads to the
amplitude transfer factors

1—R;_y; .
A;T — A;—l R ~l Li : el(kz.[—l_kz.[)Z[—l.[ , (6.12)
’ A4 R Ry ek
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A- = A 1+ Ri,i+1 e—i(k;.i+l—k1,i)z,',i+1 ,

h T = Ry Ryt @19

for upward and downward propagation, respectively.

Similarly to (6.5), starting equations in the source layer can be defined. They
are then used for the above iterative amplitude computation for all other layers. For
TE-waves and a horizontally (%) oriented source at distance & from the lower layer
boundary, they read as:

ATE, = (1 + RTE. 1k;_:2h) MTE (6.14a)

AT, = (14 RTE, 2@ ) e (6.14b)
whereas for TM-waves, they are given by

AT, = (~1 RDY ) 6150

ATY, = (<1 RV et ) T (6.15b)

In the case of a vertically (v) oriented source, only TM-waves need to be considered
and the starting amplitudes can be written as

AT = (1 4 k;rql;aileikz_lzh) ™ (6.16a)
AT, = (1 R i) g (6.16b)

6.3.2 Layered Dipole

With the reflection coefficients at hand, we can now proceed to compute the emission
of a dipole in a stratified medium. As before, we refrain from giving a full derivation
and only present the main steps. To obtain the physical fields, all propagating (k? > 0)
and evanescent (kz2 < 0) contributions have to be properly summed up. One therefore
has to evaluate Sommerfeld integrals of the form [11-13]

N
:u|~

o0
/G kyp) k, dk, 6.17)
0
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Fig. 6.3 Schematic of the Sommerfeld integration path to avoid singularities on the real axis

Here, J, (-) is the Bessel function of first kind of order v and Gé is the Green’s
function operator for a field component F' in coordinate direction i of a dipole with
axis in direction j. An additional factor !/, was already pulled out for a simplification
of the Green’s functions later in this section. The integrand contains singularities
along the real axis, so one typically moves the integration path into the complex plane.
In our case, we employ a sinusoidal path as sketched in Fig. 6.3, where k; ax and
k1.min denote the largest and smallest wavenumber in the layer materials, respectively.
As an additional complication, the integration along the tail can be highly oscillatory.
This is why the integration is often converging slowly when the observation point is
close to the source. There are several methods proposed in literature (e.g. see [15]) to
accelerate convergence in such cases. Here, for the numerical integration, we simply
subtract the direct term, which can be computed analytically. The analytic result is
then added afterwards.
The fields F = (E,, E,, E;, Hy, Hy, HZ)T of the layered dipole expansion e can
be written as
F=A.x . (6.18)

where X, = (X, x, Xe,y, Xe, T is the expansion strength and A, , is the layered dipole

matrix for observation location r with radial distance p. The full layered dipole
matrix reads

Ae,,:_/ oit ol git | o (kpp) kydky (6.19)

x zy Szzde

where the row-weights W, = diag (1, 1, &, /¢&,, 1, 1, g/ 1t,) for source layer s and
observation layer o were introduced to ensure that the continuity conditions are
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fulfilled at the material interfaces. The integration in (6.19) is meant to be computed
element-wise and the Green’s functions act as operators in space.

To compute the Green’s functions in (6.19), we first derive them from Green’s
functions for the vector potential A and the scalar potential ¢ [16] as

. 1 92

Gy =106y, — — T, G? (6.202)
1/ 9 3

Gl = " (WGQ'*/ - WGQ'M) : (6.20b)

Here, G )‘ij results from a curl operation, so x;_ and x;, represent the previous and
next coordinate direction relative to x;, respectively. Since the layers are stacked in
vertical direction, the Green’s functions are only dependent on z, while the horizontal
dependence comes from the Bessel function Jy (kp ,0). Therefore, all derivatives with
respect to x and y do not affect the Green’s functions. Furthermore, some of the
vector potential Green’s functions are zero, namely GA = G;‘X = ch‘z = G;’Z =0.

Others are identical due to symmetry, such as GA = G;‘y, Gf = G?. To derive the
final expressions, three cases must be distinguished:

e observation in source layer,
e observation above source layer,
e observation below source layer.

6.3.2.1 Observation in Source Layer
For the case when the source and the observation point lie in the same layer, only the

indirect terms originating from reflections are integrated. To do so, we first specify
the amplitude coefficients [13] for horizontal dipoles

Ay = el @I RTE I:eik,__x(dA—h) + R eik;,s(dﬁ-k—h):l MTE (621a)

B), = el MRIM | [e“‘w(df*h) — R ek (@t ’”] m™ (6.21b)

Cp = e R [eikwh + RIE e D | AT (6.21¢)

Dy = et RIVL, [l — R, et G h | gD (6.21d)
Similarly, for vertical dipoles

Ay = MR, el 4 RIL el @ | 0, (6.22a)

B, = elkus@ ) g™ [eikwurh) + ,}Ey_leik:,.v<d,v+h)] ™ (6.22b)
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where the naming conventions from Sect.6.3.1.1 were adopted. With these coeffi-
cients at hand, we can explicitly state the Green’s functions as

G?x = G)A,y = —ill:S I:Ahefikz.xl + Cheikz.sz:l , (6233)
Z,8
G =~ [Avelhert 4 preitrt] (6.23b)
Z,8
i i d
G = =25 [(An+ By eTHert — (€ + Dyyetet] = (6.23¢)
kp 0x
GA, = =22 [(an + By et — (Cp + Dpyest] =, (6.23d)
kp dy
1 K2A, + k2 B, . k2Cy + k% Dy .
6% = G? T |: s 2 28 7h ik %elk“z . (6.23¢)
EslKz, s o i
G2 =~ —[Aveert 4 preThes] (6.23f)
SIRZ, S

Inserting these expressions into (6.20), evaluating the derivatives and integrating the
result yields the full indirect electromagnetic field matrix. Afterwards, the contribu-
tion of an identical dipole in a homogeneous medium needs to be added to obtain
the final result.

6.3.2.2 Observation Above Source Layer

When the observation point is in layer o above the source, the amplitude transitions
from Sect. 6.3.1.2 are required. To find the Green’s functions in this case, multiple
steps need to be performed. First, the Green’s functions for the source layer (6.23) are
evaluated at the upper layer boundary of the source layer. They can be reformulated
such that their amplitudes have the form of the factors A, 4 in (6.14a) and (6.15a) or
(6.16a), depending on orientation and wave type. The propagation through the layers
can then be computed by the expressions given in Sect.6.3.1.2. To simplify the
computation, it is helpful to split the amplitude into a source term and a propagation
factor. The missing propagation factor is retrieved by starting with a unit amplitude
factor in the source layer and iteratively applying (6.7) or (6.12) until the observation
layer has been reached. With the amplitudes given, the Green’s functions for the
potentials can be stated as
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From here, the same steps as discussed in the previous section must be carried out
to obtain the final matrix. In this case, no direct term needs to be added.

6.3.2.3 Observation Below Source Layer
The case when the observation layer o is located below the source layer is very

similar to the one above, but requires a change in the propagation direction. Hence,
the final formulas read
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Again, the final matrix is found by transformation and integration and no direct term
needs to be added.

6.4 Electron Energy Loss Spectroscopy

As discussed in the introduction, electron energy loss spectroscopy (EELS) is a
technique to experimentally determine optical excitation spectra using a scanning
transmission electron microscope (STEM). To simulate the physical processes in an
EELS measurement requires a few extensions to MMP which will be discussed in
the following.

6.4.1 Electron Beam Expansion

First, the electromagnetic fields caused by a relativistic electron beam must be com-
puted. Here, the only free parameters are the position and the velocity v of the
electrons. Assuming a propagation along the z-axis, the electric and magnetic field
can be written as in [2]
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Here, we introduced

e the elementary charge e,

-1
o the Lorentz contraction factor y = (‘/1 —v2/ c2> ,

the speed of light in dielectric material c,
the modified Bessel function of second kind K, (-) of order v,
e the distance to the beam p = \/(x —x0)2 + (y — yo)2.

The electric and magnetic field caused by an electron beam are decaying exponen-
tially from the center and have a mainly radial and azimuthal orientation, respectively.
They are therefore similar to the fields generated by a line current but include a retar-
dation effect.

6.4.2 Electron Energy Loss Computation

With the source terms at hand, we use MMP to compute the scattering caused by a
structure close to the electron beam. To then obtain an actual loss spectrum, some
further post-processing is required. The frequency-dependent total energy loss P (w)
can be computed by integration of the energy loss along the electron path [2] as

P () = % / R{e™VEX" z (1), w)} dr , (6.27)

where the electron beam direction is again chosen to be in local z-direction with-
out loss of generality. By inserting the transformation ¢ = @ and using setting
zo = 0, the integration can be performed over space instead of time. Thus, we need
to evaluate

LT
P (w) = P / N {eﬂ"ﬁEiwt (z, w)} dz, (6.28)

which can be done using an appropriate numerical quadrature rule.

6.5 Numerical Experiments

In the following, we present a series of numerical experiments to demonstrate the
convergence behavior and performance of our MMP implementation. For the numer-
ical quadrature, we implemented a routine similar to the one proposed in [17]. For
the evaluation of Bessel functions with complex arguments, the Fortran library of
D.E. Amos [18] was ported to C++, giving highly accurate values at the cost of
somewhat limited performance. As the main parts of MMP contain linear algebra,
the versatile and powerful library Eigen [19] was used for all vector or matrix algebra
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functions. To accelerate the computation, a basic parallelization was implemented
using Intels Math Kernel Library (MKL) [20] and Threading Building Blocks (TBB)
[21] library.

6.5.1 Plane Wave Excitation of a Dielectric Sphere

The first example serves solely to test the convergence of our mesh-based MMP
approach. To this end, we model a dielectric sphere with relative permittivity ¢, = 4.
We excite it from the top by a plane wave with a wavelength equal to the diameter of
the sphere. To compute the electromagnetic fields, we first need to fix the expansions
and matching points. We start with the mesh and the corresponding distribution
shown in Fig.6.1.

Then, the excited fields can be computed following the standard MMP procedure.
The real part of the scattered electric field on the polarization axis (in-plane) and the
real part of the scattered magnetic field (out-of-plane) are depicted in Fig.6.4 in a
vertical cut plane through the center of the sphere.

6.5.2 Properties of Mesh-Based MMP

To determine optimal parameters for an efficient and accurate numerical simulation
with the mesh-based MMP approach, a series of numerical convergence studies was
performed.

Fig. 6.4 Real part of the scattered electric and the scattered magnetic field of a dielectric sphere
excited by a plane wave
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Fig. 6.5 Mesh refinement to observe convergence of the absolute and relative error using the
example of a sphere excited by a plane wave

6.5.2.1 Mesh-Refinement

First, we test how many mesh elements are required to model the fields accurately. For
this purpose, the mesh was successively refined. To compute error estimates, the field
mismatch is integrated over the entire surface using a quadrature rule of higher order
than the one used to generate the matching points. The graph in Fig. 6.5 shows the
behavior of relative and absolute error over the number of mesh elements. We observe
an exponential decay with a slightly flattened slope after a kink at 122 elements. Since
a relative error of around 107 is sufficient for most practical purposes, we will use
the mesh with 122 elements for all further tests.

6.5.2.2 Quadrature-Refinement

The next important parameter is the order of the quadrature rule applied on the mesh
elements for the matching point placement. The quadrature order directly influences
the factor of overdetermination of the MMP system. Naturally, this has a large impact
on the memory consumption and on the computational time. Table 6.1 shows the
overdetermination depending on the quadrature order.

Table 6.1 Overdetermination
caused by given quadrature
order

Quadrature order Overdetermination
1 1

2 3
3 6
4 6
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Fig. 6.6 Absolute and relative error for a sphere excited by a plane wave as a function of the
quadrature order

Since the rule of 1st order only has one node in the center, it leads to a square MMP
matrix. Unfortunately, it is well known that a square system can result in oscillatory
or unphysical solutions. This behavior can also be observed in the error plot depicted
in Fig. 6.6. On the other hand, triangular quadrature rules of 3rd and 4th order have
the same number of nodes, so we are left with the choice between a 2nd order and
a 4th order rule. From the data in Fig. 6.6 we clearly see that a 4th order rule does
not provide any extra accuracy, so we employ 2nd order rules for the distribution of
matching points in all further MMP calculations.

6.5.2.3 Mesh Element Order

Finally, we briefly discuss the use of curvilinear elements versus using straight ele-
ments. However, since the geometry only affects the preprocessing, namely the gen-
eration of expansions and matching points, it has no significant influence of the
computational time. It therefore makes sense to use the most accurate geometry rep-
resentation, i.e., curvilinear elements, if available. To support this statement, Table 6.2
shows the errors for both kind of elements for the spherical test system.

As expected, we find that the error reduces significantly when using curvilinear
elements.

Table 6.2 Absolute and relative errors for planar or curvilinear mesh elements using the example
of a sphere excited by a plane wave

Error Linear Curved
Relative 2.0397 - 1073 2.5381- 1076
Absolute 1.4712- 1074 1.8393 - 107
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Fig. 6.7 Split-ring resonator
geometry and mesh to show
the experimental setup. The
red dot indicates the location
of the electron beam
excitation
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6.5.2.4 Expansion Distance to Particle Surface

The final test of our MMP implementation concerns the influence of the expansion
distance. For this particular case, we switch to a more challenging test geometry.
Specifically, we will use a split-ring resonator similar to the one studied in [22].
The mesh is shown in Fig.6.7 and the structure is excited by an electron beam at
the position indicated by the red dot. Then, an electron energy loss spectrum is
computed for different distances of the expansions to the split-ring surface, starting
at half the minimal curvature and going up to 90% thereof. The resulting spectra
are depicted in Fig. 6.8. These results clearly demonstrate the importance and diffi-
culty of placing the expansions optimally. For short distances, the signal is strongly

800 |-
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S~
S
S
T

200 |~

L
0.6 0.8 1 1.2 1.4 1.6 1.8 2 22 24
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Fig. 6.8 Electron-energy loss spectra for different distances of the expansions to the surface.
Increasing the distance improves the accuracy of the method considerably
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(a) A = 1460nm (b) A =845nm

Fig. 6.9 Normalized EELS maps for the first two modes of a plasmonic split-ring resonator

suppressed. When moving the expansions further away, the spectrum converges
towards its correct solution. For our example, the result does not change for dis-
tances above d = 13.5 nm. However, when the expansions are placed even further
away from the surface, their locations become too close to each other. As a result,
the condition number of the MMP matrix deteriorates, which can lead to significant
instabilities. We find that using a distance of around 90% of the smallest curvature
radius in the geometry works well in most cases.

6.5.3 Electron Energy Loss Spectroscopy of a Plasmonic
Split-Ring Resonator in Free Space

After the convergence studies in the previous sections, we now demonstrate the
advantages of MMP when computing EELS maps. Since the MMP matrix is indepen-
dent of the excitation, we can setup and factorize the matrix once and then efficiently
solve the system for a large number of different sources. To compute the EELS maps
shown in Fig. 6.9, we solved the system for 201 by 201 different beam positions. We
find that both the resonance frequencies and the EELS maps are qualitatively similar
to the results published in [22], but the resonance are slightly blue-shifted. Those
deviations are readily explained by the omission of the silicon nitride membrane in
our MMP simulations.
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Fig. 6.10 Geometry and mesh for the disk-dimer experiment. The colored dots again indicate the
positions of the electron beam excitation

6.5.4 Electron Energy Loss Spectroscopy of a Plasmonic
Disk-Dimer on a Membrane

As discussed above, to obtain results comparable to experimental measurements, the
inclusion of the substrate or membrane is essential. Here, we demonstrate that MMP
can handle this by using the layered dipole expansions presented in Sect.6.3.2. To
this end, we model a plasmonic disk dimer made out of gold and deposited on a
30nm thick silicon nitride membrane (¢, = 4). The disk radius is » = 75 nm and
its height is # = 30 nm. The distance between the disks is taken to be g = 20 nm.
The geometry and the corresponding mesh are sketched in Fig. 6.10, where the dots
indicate the positions of the electron beam excitation for EELS spectra computation.
The resulting spectra are shown in Fig.6.11.
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100
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0 ! ! ! ! !
500 550 600 650 700 750 800 850 900 950 1,000
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Fig. 6.11 Electron energy loss spectrum of a plasmonic disk-dimer calculated at two different
electron beam positions
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(a) A =870nm (b) A =700nm

(¢) A =773nm

Fig. 6.12 Normalized EELS maps for the first three modes of the plasmonic disk-dimer

We can clearly observe how the two different excitation positions lead to distinct
resonance peaks. This can be explained by looking at the corresponding EELS maps
depicted in Fig. 6.12.

Here, we see that the mode with a resonance at 773 nm shows very little signal at
position #1. In contrast, the modes at 870 nm and 700 nm are comparatively weak at
position #2. To gain further insight into the nature of the different modes, we also
use MMP to compute the distribution of the electric field in a plane slightly above
the dimer. The results for the z-component (perpendicular to the cut plane) can be
found in Fig. 6.13. These plots contain information about the relative phase, which
allows us to identify the mode at 870 nm as the symmetric and the mode at 700 nm as
the anti-symmetric combination of the fundamental mode of an individual disk (cf.
[23]). Here, the higher-energetic mode at 773 nm corresponds to a dark mode and
would not be visible when using classical optical spectroscopy.

6.5.5 Comparison of MMP and DGTD for Electron Energy
Loss Spectroscopy Calculations

Finally, we compare the performance of our novel MMP implementation to an estab-
lished Discontinuous Galerkin time-domain (DGTD) solver [23-25]. It is important
to keep in mind that MMP is a frequency-domain method while DGTD works in
the time-domain. For this comparison, we return to the EELS experiment with the
golden split-ring resonator of Sect.6.5.3 and compare the computation times of the
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Fig. 6.13 Normalized electric field in z-direction for the first three modes of a plasmonic disk-dimer

two solvers for both EELS spectrum and EELS map computations. The simulations
were run on a desktop computer with Intel Xeon W3680 processor with 6 cores at
3.33GHz and 12 GB RAM. We restricted both solvers to run on a single core to get a
fair comparison independent of the implementation of parallelization. To guarantee a
similar accuracy of both methods, the same surface mesh was used for the split-ring
resonator. For DGTD method, the given surface mesh was extended to a tetrahedral
volume mesh using Nergen [10].

First, we computed the EELS spectrum and measured the time consumption of
both methods. The timings of the individual steps performed in the MMP solver and
the total time for DGTD are listed in Table 6.3.

As a time-domain solver, DGTD computes the entire spectrum in a single run,
while MMP requires a separate simulation per frequency point. Therefore, the time

Table 6.3 Computation times for EELS spectrum simulations with MMP or DGTD. In DGTD, the
full spectrum is received in one simulation while in MMP it scales with the number of frequency
points n ¢

MMP DGTD
Assembly (min) 0.5-ny —
QR decomposition (min) 50.0-ny —
Solving equation (min) <0.1-ny -
Loss evaluation (min) <0.1-ny —
Total time (min) 50.6-ny 2505
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Table 6.4 Computation times for EELS map simulations with MMP or DGTD. In DGTD, a full
simulation is required for each point while in MMP the QR decomposition in the setup can be
reused for all beam positions. Here, n, is the number of raster points

MMP DGTD
Assembly (min) 0.5 —
QR decomposition (min) 50.0 —

Solving and Evaluation (min) |0.06 - n, —
Total time (min) 50.0 4+ 0.06 - n, 2505 - n,

per frequency point in MMP needs to be multiplied by the number of points in a
spectrum. Hence, for a good spectral resolution it is beneficial to use a time-domain
solver while frequency-domain methods are only appropriate for a small number of
frequencies. In our example, DGTD performs more efficiently once the number of
frequency points exceeds 50.

Second, the rasterization time for an EELS pattern was measured. Since MMP is
a boundary discretization method in the frequency-domain, it can reuse the matrix
decomposition for the different beam positions as they are just right-hand-sides. In
contrast, DGTD requires a full calculation per point. While this does also deliver
a full spectrum, maps are usually only required for very few selected frequencies.
Hence, MMP easily outperforms DGTD for the computation of EELS maps. The
corresponding timings can be found in Table 6.4.

From this data, we find that both frequency and time-domain methods have their
respective advantages. For the computationally more demanding EELS map compu-
tation, MMP is clearly preferable in our case. However, if we had used an example
with substrate, the timings would have been more favorable for DGTD, since the
evaluation of the Sommerfeld integrals is computationally expensive.

Finally, it should be noted that the absolute times of both methods can be improved
significantly by parallelization. Simply using a parallel implementation of the matrix
factorization and then distributing the different positions for an EELS map on multiple
cores leads to an almost perfect scaling. Similarly, since each position corresponds
to a separate computation, DGTD can also be expected to scale very well with
the number of cores and processors. Additionally, as was shown in [23], the EELS
computation with the DGTD method can be massively accelerated by using the
computational power of GPUs.

6.6 Summary and Outlook

We presented a number of extensions to the well established multiple multipole pro-
gram (MMP), which enhance the flexibility and usability of this technique. Our novel
procedure to automatically generate a distribution of both expansions and matching
points from a given surface mesh leads to a significant reduction in preparation time
and allows to apply MMP to arbitrary geometries. In addition, the introduction of
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layered dipoles as expansions allows a more efficient simulation of realistic experi-
ments where the nanostructures are usually deposited on substrates or membranes.
Finally, with the introduction of an electron beam source and a suitable adaptive
integration routine, MMP can also be used to compute electron energy loss spectra
and EELS maps.

Overall, we showed that MMP is a well-tested, robust and fast simulation tech-
nique which is particularly well suited for the analysis of plasmonic nanostructures.
Especially for the computation of EELS maps, the MMP method has strong advan-
tages over alternative simulation techniques such as classical FEM or DGTD. Due
to the small size of the system matrix, MMP allows to precompute and store a matrix
decomposition. Then, even very large maps can be computed with relatively little
computational effort. If, on the other hand, only the spectrum at a single point is
required, MMP has some disadvantages over time-domain simulations.

As an outlook, we expect that a more sophisticated placement of the expansions
based on the curvature of the surface could boost the efficiency enormously. Unfortu-
nately, constructing an algorithm that reliably works for arbitrary geometries without
sacrificing stability has proved difficult and further research is needed to achieve this
goal.
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Chapter 7 ®)
The Generalized Multipole Technique oo
for the Simulation of Low-Loss Electron
Energy Loss Spectroscopy

Lars Kiewidt and Mirza Karamehmedovié¢

Abstract In this study, we demonstrate the use of a Generalized Multipole Tech-
nique (GMT) to simulate low-loss Electron Energy Loss Spectroscopy (EELS) spec-
tra of isolated spheriodal nanoparticles. The GMT provides certain properties, such
as semi-analytical description of the electromagnetic fields, efficient solution of the
underlying electromagnetic model, accurate description of the near field, and flex-
ibility regarding the position and direction of the incident electron beam, that are
advantageous for computation of EELS spectra. Within the chapter, we provide a
derivation of the electromagnetic model and its connection to EELS spectra, and
comprehensive validation of the implemented GMT regarding electromagnetic scat-
tering and EELS.

7.1 Introduction to Generalized Multipole Techniques
and Their Use in the Simulation of EELS

Generalized Multipole Techniques (GMT) were developed independently by differ-
ent researchers in the early eighties to solve electromagnetic scattering problems [13,
16, 22, 23, 30]. Later Ludwig [24] suggested the generic term Generalized Multi-
pole Technique to summarize the above mentioned methods. Major developments
of the GMT were done, among others, by Hafner [14], Hafner and Bombholt [15],
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Leidenberger et al. [21], Piller and Martin [31], and S. Mohsen Raeis Zadeh Bajes-
tani [27]. A comprehensive review of different GMTs is given by Wriedt [37]. In
this chapter, however, the term GMT explicitly refers to our implementation of a
numerical field solver.

In general, the GMT is well-suited for the computation of EEL spectra because
of several advantageous properties that will be explained later in this chapter. The
current method based on the GMT was developed to provide a robust, accurate, and
fast model for the numerical inversion of EEL spectra of nanoparticles. A detailed
description and validation of the method are already given in [20]. Nevertheless, the
fundamentals of the underlying classical electromagnetic model, descriptions of the
implemented method, and numerical results are presented in this chapter again to
give a comprehensive and self-contained overview of the simulation of EELS in this
edited book.

The fundamentals of the classical electromagnetic model are explained in Sect. 7.2,
followed by a detailed description of the implementation of the current method
in Sect.7.3. Validation of the implemented method is provided by comparisons to
available analytical solutions for classical electromagnetic scattering and EELS in
Sect.7.4. Finally, in Sect. 7.5, the results are summarized and conclusions regarding
extensions, improvements, and future applications of the method are drawn.

7.2 The Classical Electromagnetic Model and the
Computation of the Electron Energy Loss Probability

The fundamentals of the electromagnetic EELS model and the calculation of the
electron energy loss probability P (w) were already outlined by Matyssek et al. [25]
and presented in detail by Kiewidt et al. [20]. Nevertheless, due to the great signif-
icance of the electron energy loss probability to EELS, its derivation in light of the
classical electromagnetic model is repeated here.

Within experimental EELS measurements a large number of electrons interact
with the specimen under investigation. Due to the quantum mechanical probabilistic
nature of the interactions the energy loss of the electrons is distributed over some
range. The mean expected energy loss is then given by (see [10, p. 214])

o0
AEpop :/ha)P(a))da), (7.1)
0

where P (w) is the probability of an energy loss of fiw per unit of w. The quantities
h =~ 1.055 x 1073*Js and o are the reduced Planck constant and the angular fre-
quency associated with the energy loss, respectively.

In classical deterministic electromagnetic theory, however, the energy loss of a
single electron moving in an electromagnetic field is calculated by integrating the



7 The GMT for the Simulation of Low-Loss EELS 149

Lorentz force along the path of the electron (see again [10, p. 214]),
(o]
AEqq = e / [E*(r.(1), )] - vdr. (7.2)
—00

Here, E*(r, (1), t) is the scattered electric field intensity along the path of the electron
caused by the oscillations of the electrons in the specimen, and
—e =~ 1.602 x 1071°C, v, and r,.(¢) are the elementary charge, the velocity vec-
tor of the electron, and the time-dependent path of the electron, respectively. Equa-
tion (7.2) already contains two simplifications: First, the contribution of the scattered
magnetic field to the Lorentz force is not included because the vector v is orthog-
onal to v x B¥?*(r,. (), t). Second, the negative signs of the Lorentz force and the
elementary charge cancel.

As a further simplification, we assume the velocity and the trajectory of the elec-
tron to be constant in the following derivation because the energy loss of the inci-
dent electrons (approx. 0.5-50eV) is small compared to their initial kinetic energy
(approx. 50-300keV). This simplification, known as the no-recoil approximation, is
frequently used in the simulation of EELS [25, 26].

By equating (7.1) and (7.2) a sufficient condition on the electron energy loss
probability P (w) is derived for

AEge = AEprob (7.3)

to hold true.
Substituting (7.1) and (7.2) into (7.3) yields

o0

e/v-Esca(rg(t),t)dtz/th(a))dw. (7.4)
—00 0

As the right-hand side of (7.4) is formulated in the frequency domain we replace
the scattered electric field intensity in the time domain on the left-hand side by its
inverse Fourier transform, defined by

o 1 7 ~ .
(971f> ®»=rf@= e / fwedw, teR, (7.5)
to get
2i / f v-ES(r, (1), w)e " dwdt = / ho P (0)dw. (7.6)
T

—00 —00 0
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Note that we use the time-dependence factor e 7'’ throughout this chapter. Using
the identity that (see [25])

E*(r. (1), —w) = E*(r.(1), )", (7.7)

where E* is the complex conjugate of E, (7.6) can be rewritten

2 / /Re {v E*(r.(), a))e_i(‘”} dewdt :/ hew P (w)dw. (7.8)
—o00 0 0

After changing the order of integration on the left-hand side, and after some
rearrangement, (7.8) yields

/ (; [Refv- B0 ¢ ar — hop (‘“)>d“’ =009
0 —00

A sufficient condition for (7.9) to hold is that the outer integrand vanishes, that is,

; / Re {v-E*(r.(1), w)e '} dt — hoP(») = 0. (7.10)

Finally, solving (7.10) for the electron energy loss probability P (w) results in

P(w) = % / Re {v - E¥*(r, (1), w)e '} dr. (7.11)

—00

Itis seen from (7.11) that the energy loss probability P (w) is expressed in terms of
the scattered electric field intensity E*®(r,(¢), w) in the frequency domain along the
path of the electron, and that the computation of the electron energy loss probability
reduces to solving a sequence of classical electromagnetic scattering problems with
subsequent integration of the electric scattered field intensity along the path of the
electron. Hence, (7.11) is the basis of the electromagnetic EELS model, also called
classical dielectric formalism [10, Sect. II.B], and thus enables the use of established
numerical methods, like the GMT, to compute EEL spectra.
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7.3 Implementation of the GMT to Compute Low-Loss
EELS

7.3.1 The Electromagnetic Model

Figure 7.1 illustrates the non-penetrable EELS configuration considered in the cur-
rent model. The nanoparticle under investigation is modeled by a spheroid of
semidiameters a and c. The boundary of the spheroid 9§27, that separates the
interior domain £2~ from the exterior domain 2% of constitutive parameters
go ~ 8.854 x 1072As V'!m~! and o = 4w x 1077 NA~!, is parametrized by

Xx =asinfcosg
y =asinf sing 0<0<m0<¢<2m (7.12)
z =ccosb

A cartesian coordinate system is placed with the origin at the center of the spheroid,
and with the z-axis aligned with the axis of rotational symmetry of the spheroid.
According the definition of the spherical coordinates 6 is the polar angle measured
from the positive z-axis, and ¢ is the azimuthal angle in the xy-plane measured from
the positive x-axis towards the positive y-axis.

The parametrization (7.12) allows modeling a variety of different particle shapes
ranging from extremely oblate nanodiscs (c < a), over perfect spheres (a = ¢),
to extremely elongated shapes such as nanotubes (¢ >> a). Also, other analytical
parametrizations and numerical representations of the surface of the particle can
readily be included into the current model.

The incident electrons pass the nanoparticle with velocity vector v and impact
parameter b. Note that the impact parameter is measured as the orthogonal distance
from the origin of the coordinate system to the path of the electron r,(¢).

The particle itself is assumed to be homogeneous and the material is modeled by its
permittivity e and permeability u. Here, we only consider non-magnetic materials so
that i, = 1 and consequently u = pg. The relative frequency-dependent permittivity
&r(w) is either obtained from experimental data or modeled by the well-known Drude
model [4, 5] named after Paul Drude,

2 2
— T yith w, = [
w* + 1nw

g(w)=1- (7.13)

EoMme '

where w), is the plasma frequency, and 7 is the collision rate of the free electrons
in the material with the immobile cores. Further, m,, —e, n, are the electron mass,
electron charge, and electron density, respectively. A modern discussion of the Drude
model is given by Dressel and Griiner [3, Sects. 5 and 6].

A more advanced model for the dielectric function is the Drude-Lorentz model
(see [3, Sect. 6]), that also accounts for interband transitions by adding several higher
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Fig. 7.1 Mathematical model of the EELS configuration considered in this chapter

order terms,
2 N 2
wap . Z fkwp

g =1—- —L—
(@) w? + ingw

Z P wg.k i (7.14)

Here, f} is the so-called oscillator strength, and w, ; is the eigenfrequency of the
kth oscillator.

Figure7.2 shows a comparison of the simple Drude model, (7.13), and the
advanced Drude-Lorentz model, (7.14), for aluminum against experimental data
of Raki¢ [34]. The corresponding parameters in the Drude model are hw, = 15.8eV
and An = 0.6eV [10]. For the Drude-Lorentz model the parameter set of Rakié
et al. [35] with N = 4 Lorentzian terms is used. It is seen that the Drude model
describes the real and imaginary component of the dielectric function quite well
in the interval 1y € [100 nm, 550 nm] but deviates for larger wavelengths. Further-
more, the Drude model does not capture the local extrema caused by strong interband
transitions around Ay &~ 800 nm (approx. 1.5eV).

The Lorentz—Drude model, in contrast, matches well with the experimental data
in the full range under consideration for both the real and imaginary component
of the dielectric function. Also, it describes the strong interband transitions around
Lo ~ 800nm well.
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Fig. 7.2 Comparison of the Drude model (7.13) and the Drude-Lorentz model (7.14) against
experimental data for aluminum [34]

7.3.2 Computation of the Electromagnetic Fields Using the
GMT

To solve the scattering problem, the exterior electric and magnetic field intensities are
decomposed in contributions from the incident fields, caused by the passing electron,
and the scattered field,

{ E*(r, w) = E™(r, w) + E*(r, w), (7.15)

H*(r, w) = H™(r, 0) + H*(r, »),

where r € 27 is the position vector of any point in the outer domain.

Within the electromagnetic approach the incident electron is modeled by the
electromagnetic fields caused by a point charge in uniform straight motion. Ana-
Iytic expressions for the electromagnetic fields caused by a point charge in uniform
straight motion along the z-axis are given in [6, Sects.5.4d and 5.4e]. Considering
the translation of the trajectory of the electron in Fig.7.1, the components of the
incident electric and magnetic field intensities read
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— b, evak

Einc , — wtzH(l)
v (X, o) = . 140)8 (&p),
A b
Er(r, o) = 2 ZM e“ H" &p),
o idwe
EM(r, ) = oz gD ),
dweq (7.16)
. b,
HI(r, o) = 2= ”:K e 1V @p),
. — b,
H(r, o) = 1 s g0 e ),
H™(r, ) =0,
with 5
a=2 ko=, 2=k -d, (7.17)
v )\.0 0
and where
p =/ b+ (y —by)? (7.18)

is the orthogonal distance of the observation point to the path of the electron. Further,
the quantities A and kg are the free-space wavelength and the free-space wavenumber,
respectively, and v is the magnitude of the velocity vector v. The function H® is the
cylindrical Hankel function of vth order and kth kind.

As already pointed out in Sect.7.2, the computation of low-loss EEL spectra
using the electromagnetic model requires the solution of several independent clas-
sical scattering problems. Hence, the electric scattered field intensity along the path
of the integration path is calculated using the GMT. Figure 7.3 shows the general
concept of the GMT to compute the scattered and interior electromagnetic field
intensities. Several exterior and interior multipole origins are distributed in space to
approximate the scattered and interior electromagnetic field intensities. In the case
of spheroidal nanoparticles the multipole origins are typically distributed along the
axis of rotational symmetry of the particle. The scattered and interior electric field
intensities are then computed as a superposition of all multipoles,

Nsca Msca

E(r, ) ~ ZZ Z ( sca, JM(?)j B JN(3) J)’ reot (7.19)

j=11=1 m=—I

Nint 1

B o)~ 303 Z (aME + BN ) re @ (7.20)

j=11=1 m=—I

Here, E™ and E** are the total interior and scattered exterior electric field inten-
sities, respectively. The quantities a,"/ and b/, and a)*/ and b}/ are unknown
expansions coefficients of the total interior and scattered exterior electric field inten-

sities of the jth multipole that have to be determined numerically. The functions
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M;,ln)’j and Nl(,L) 7/, and Ml(,i) 7/ and N,(;) 7/ are the regular and radiating spherical vec-

tor wave functions (SVWF) [2], respectively. The latter satisfy the Silver—Miiller

radiation condition,
1
=0|—). (7.21)
|r|

Of course similar expansions exist for the scattered and interior magnetic field inten-
sities. For simplicity of notation, however, they are omitted in this chapter.

Explicit expressions for the SVWF are given by Nédélec [29, Sect. 5.3, p. 185 ff.].
A summary of all the equations implemented in the current model can be found in
[19, Appendices A and B].

The SVWF arise from the solution of the vectorial wave equation using a sepa-
ration of variables approach. A derivation of the vectorial wave equation from the
time-harmonic Maxwell equations is given, among others, in [19]. Consequently, the
SVWEF are also exact solutions of the Maxwell equations. Furthermore, the SVWF
form a basis in the space Lﬁm (0£27) of vectors with square-integrable tangential com-
ponents, for any bounded C 2 domain £2~ [2, Theorem 1.9 on p- 1591, [29, Theorems
2.4.7 and 2.4.8 on pp. 36-40].

The unknown expansion coefficients in (7.19) and (7.20), sometimes called ampli-
tudes, are computed numerically using a Generalized Point Matching (GPM) method
[14, Sects. 5.5.3 and 7.3.1], [18, Sect. 3.5] that enforces the transmission conditions,

81/2Esca(r’ (1)) _ /Ll/szca(r, (,()) % ﬁ‘
r

Fig. 7.3 Concept of distributed multipoles to compute the scattered and interior electromagnetic
fields as used in the GMT
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mnc
x H™,

=

(7.22)

at so-called matching points. In the current model the matching points are dis-
tributed equidistantly along the polar and azimuthal angle of the boundary 952~
of the spheroid. In (7.22), v is the outward unit vector field, and E™ and H™ are the
incident electric and magnetic field intensities given by (7.16).

In principle the number of matching points has at least to be equal to the number
of unknown coefficients in the multipole expansions. This is referred to as Point
matching (PM) method. Ludwig [24], however, recommends to used two to three
times as many matching points as unknown coefficients to increase the stability of
the method. This leads to an overdetermined system of equations that is solved in a
least-squares sense so that

min {||Ax — b|3, x € C"}. (7.23)

The latter method is commonly named Generalized point matching (GPM) method.

The matrix A is the system matrix containing the SVWF, the vector x contains
the unknown expansion coefficients, and b represents the incident electromagnetic
fields. The quantity N, is the number of unknown coefficients.

Finally, after solving (7.23) to determine the unknown expansion coefficients,
(7.19) and (7.20) are used to compute the scattered electric field intensity along the
path of the electron. Next, the field is integrated numerically to compute the electron
energy loss probability P(w) according to (7.11). The process is then repeated for
the designated range of incident wavelengths to compute the whole EEL spectrum.

As already mentioned at the beginning of this chapter, the GMT has some impor-
tant advantages for the simulation of EELS. Firstly, the use of analytic expressions
for the scattered and interior electromagnetic field intensities ensures accurate and
smooth numerical solutions. Secondly, only the boundary of the nanoparticle has to
be discretized. In Finite Element and Finite Difference Time Domain Methods the
volume in- and outside the scatterer has to be discretized. This is especially disadvan-
tageous in the simulation of EELS because very fine grids have to be used to ensure
an accurate solution in the small space between the surface of the scatterer and the
trajectory of the electron, cf. [25]. Next, the implemented GMT method works exclu-
sively in the frequency domain and thus avoids the numerical Fourier transformation
of the results. The Fourier transformation was suspected recently to cause numerical
errors in the simulation of EELS using a time-domain method, cf. [25]. Finally, the
implemented GMT method is flexible regarding the shape of the nanoparticle and
the trajectory of the incident electron. For comparison, the Null-Field Method with
Discrete Sources is restricted in the trajectory of the incident electron by the small-
est circumscribing sphere around the scatterer because the field expressions are not
valid in the specific space between the surface of the nanoparticle and the smallest
circumscribing sphere, see [26]. Hence, the scattered electric field intensity can not
be computed along any trajectory that intersects the smallest circumscribing sphere.
Only recently Doicu and Wriedt [1], and Forestiere et al. [7], presented a method in
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the frame of the T-matrix method to compute the near field in the space between the
scatterer and the smallest circumscribing sphere. Contrary, no geometric restrictions
arise within the GMT approach.

7.4 Validation and Numerical Results

7.4.1 Electromagnetic Scattering of Spheroidal Dielectric
Nanoparticles

The implemented GMT is validated and tested by simulating classical electromag-
netic scattering by spherical and spheroidal nanoparticles and comparisons to ana-
lytical and numerical solutions.

The particles, placed in plain free space, have semidiameters a and c, and relative
permittivity &,. A uniform plane wave propagating in the positive z-direction with
wavelength Ao and amplitude E = 1 Vm~! is used as illumination. The plane wave
is polarized in the xz-plane.

For perfectly spherical particles only one exterior and one interior multipole is
placed in the center of the nanoparticles. The multipole order was chosen between
M = 4and M = 10 (M = M = Miy) depending on the optical size a/Ag
of the scatterer. For spheroidal particles up to three exterior and interior multipole
origins are distributed equidistantly along the z-axis. The multipole orders are chosen
between M = 4and M = 5.

The obtained differential scattering cross sections (DSCS) are compared to Prahl’s
Mie Scattering Calculator [33] for spherical particles, and to the Superellipsoid Scat-
tering Tool (SScatT) [38] for spheroidal particles. Figure 7.4 shows the normalized
DSCS for two representative optical particle sizes and relative permittivities. It is
seen that the GMT gives accurate results, with maximal relative errors below 1%,
for classical electromagnetic scattering by dielectric particles.

Figure 7.5 shows the DSCS for two spheroidal nanoparticles with aspect ratios
c/a = 0.5andc/a = 1.5, and relative permittivity ¢ = 1.5. Again, the results are
in excellent agreement with the numerical reference method. The average relative
errors are below 5%. This demonstrates the ability of the implemented method to
provide accurate results for representative physical parameters. Comparisons for
intermediate optical sizes, relative permittivities, and aspect ratios are presented in
[19].
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7.4.2 Low-Loss EEL Spectra of Spherical Dielectric
Nanoparticles

The ability of the implemented method to compute EEL spectra is validated by
computing EEL spectra of spherical nanoparticles for different materials and com-
parisons of the results against available analytic solutions by Gar¢ia de Abajo [8, 9,
11]. The spherical particles are again placed in plain free space, and the influence of
any supporting structure is neglected. The radius of the particles isa = 10nm. The
kinetic energy of the incident electrons is Ey = 50keV, and the impact parameter
isb = (10.5nm, Onm). The relative permittivities of gold (Au) [17], silver (Ag)
[17], aluminum (Al) [34], silicon (Si) [32], silica (SiO,) [32], and alumina (Al,03)
[32] are obtained by interpolating experimental data given in the references stated
above. As in the case of electromagnetic scattering of perfect spheres, one exterior
and one interior multipole origin is placed in the center of the spherical particles.
The multipole order was chosen between M = 3 and M = 5, depending on the
material.

It is seen from Fig.7.6 that it is sufficient to integrate the scattered electric field
intensity from —5a to 5a along the trajectory of the electron. The integration is

p-pol.

0 20 40 60 80 100 120 140 160 180
6 (deg)

Fig. 7.4 Normalized DSCS of perfectly spherical nanoparticles of radius ¢ = 10nm. The rel-
ative permittivities are a ¢ = 1.5, and b ¢ = 1.5+ 10 i. The incident wave has wavelengths
a A9 =100nm, and b A9 = 10nm, corresponding to size parameters a koa = 0.63, and
b koa = 6.28, and is polarized in the xz-plane
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Fig. 7.5 Normalized DSCS of spheroidal nanoparticles of semidiameters a ¢ = 10nm and
c¢=>5nm, and b ¢ = 10nm and ¢ = 15nm. The relative permittivity is ¢ = 1.5. The incident
wave has wavelength Ap = 100nm, corresponding to size parameters of an equivolume sphere
a kor = 0.50, and b kor = 0.72, and is polarized in the xz-plane

performed using Shampine’s [36] adaptive Gauss—Kronrod quadrature procedure
with relatively tight tolerances of 10~!3. Further, it is beneficial to use a denser
distribution of sampling points along the path of the electron close to the scatterer
because the scattered field oscillates more significantly near the scatterer than far
away from it. Also, we observed better results if the matching points along the
surface of the scatterer are distributed equidistantly contrary to a uniform angular
distribution of the matching points.

Figures 7.7,7.8 and 7.9 show the normalized EEL spectra of the spherical nanopar-
ticles for the six different materials. All EEL spectra are normalized with respect to
their maximum value for comparison. In general, the implemented method pro-
vides excellent qualitative results. Especially for Au (Fig.7.7a), Ag (Fig.7.7b), Si
(Fig.7.8b), and Al,O3 (Fig.7.9a), the GMT results match excellently with the ana-
Iytical solution in the whole range under consideration. In the case of SiO, the peak
around A9 = 120nm agrees well with the analytical solution, however, the rela-
tive amplitudes of the peaks in the range from 70 to 100nm do not match with the
reference. Nevertheless, the position of the peaks compares fairly well, and an appro-
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priate change of the numerical parameters will most likely improve the computed
solution in the specific range. Thus, it is concluded that the GMT in principle is
able to compute very accurate EEL spectra of spherical nanoparticles for different
materials.

7.4.3 Low-Loss EEL Spectra of Spheroidal Nanoparticles

After validation of the implemented method for spherical nanoparticles, the program
is used to predict the EEL spectra of prolate spheroidal nanoparticles. Figure7.10
shows the EEL spectrum of a slightly prolate spheroidal Al particle with semidi-
ameters a = 10nm and ¢ = 12nm excited by a 50keV electron. The frequency-
dependence of the dielectric function is modeled by the Drude model (7.13) with
hw, = 15.8eV and in = 0.6eV [10]. In total, three exterior and three interior mul-
tipoles are distributed equidistantly along the z-axis.

The results computed with the implemented method correspond to the DGTD
[25] results for Ag < 100nm and Xy > 130 nm. In between, the results show a sig-
nificant discrepancy. This is also observed for different aspect ratios c/a, up to 1.5,
and different materials. An appropriate change of the numerical parameters such as
number and order of the multipoles, and number and distribution of the matching
points along the boundary of the spheroid does not improve the solution, but might
cause an instability of the solution. Also, using the rules of Moreno et al. [28] to dis-

hw (V)
6.2 4.1 3.1 2.5 21 1.8 1.5

1.0

A0) || Plleo

200 300 400 500 600 700 800

Fig. 7.6 Normalized EEL spectra of 50 keV electrons passing a spherical gold (Au) nanoparticle
of radius a = 10nm for varying lengths of the integration path. The integration was performed from
—na to na. Impact parameter b = (10.5 nm, O nm)
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tribute the multipole origins did not remove the instability. Hence, further extensive
numerical experiments have to be conducted to identify the source of instability, and
to provide empirical rules of thumb to set the numerical parameters according to the
configuration.

Nevertheless, it is seen from Figs. 7.8a and 7.10 that the peaks in the EEL spectrum
depend on the geometry of the nanoparticle. This would enable the inversion of EEL
spectra to characterize individual nanoparticles.

a) Au hw (eV)
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Fig. 7.7 Normalized EEL spectra of 50keV electrons passing spherical nanoparticles of radius
a = 10nm. Impact parameter b = (10.5 nm, O nm). Analytical solution from [8, 9, 11]
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Fig. 7.8 Normalized EEL spectra of 50keV electrons passing spherical nonaparticles of radius
a = 10nm. Impact parameter b = (10.5 nm, O nm). Analytical solution from [8, 9, 11]

Finally, Fig. 7.11 shows the absolute scattered and interior electric field intensities
around the slightly prolate spheroidal Al nanoparticle in the xy-plane (¢ = 0°). The
dotted line indicates the particle, and the dashed line illustrates the trajectory of
the electron. A strong near-field enhancement is seen around the metallic particle.
This effect is used in Surface Enhanced Raman Spectroscopy [12] to measure the
loading of metallic surfaces. In addition, it is seen that the implemented method
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Fig. 7.9 Normalized EEL spectra of 50keV electrons passing spherical nonaparticles of radius
a = 10nm. Impact parameter b = (10.5 nm, O nm). Analytical solution from [8, 9, 11]

provides smooth near fields that are easily numerically integrated along the path of
the electron.



164 L. Kiewidt and M. Karamehmedovié

hw (eV)
24.8 12.4 8.3 6.2 5.0 4.1

0.8

<
o

A0 1| Plls
o
~

50 100 150 200 250 300
Ao (nm)

Fig.7.10 EEL spectrum of 50keV electrons passing a prolate spheroidal Al nanoparticle of semidi-
amters a = 10nm and ¢ = 12nm computed with the GMT and the DGTD method. Impact
parameter b = (10.5nm, 0 nm)
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Fig.7.11 Electric near-field intensity around a prolate spheroidal Al nanoparticle of semidiameters
a = 10nmand ¢ = 12nm (dashed line). The arrow indicates the trajectory of the 50keV electron
with impact parameter b = (10.5nm, O nm). The wavelength associated with the shown energy
lossis Ap = 162nm (hw = 7.62¢eV)
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7.5 Summary and Conclusions

In this chapter we presented a semianalytical method based on the GMT to com-
pute classical electromagnetic scattering and EEL spectra of spheroidal dielectric
nanoparticles, exclusively in the frequency domain. Hence, no Fourier transforma-
tion of the results is needed. Given the appropriate numerical parameters, such as
multipole order and distribution, and number and distribution of the matching points,
the implemented method is able to provide very accurate results. Furthermore, the
method accepts either experimental data or dielectric functions modeled by Drude—
Lorentz type equations.

The implemented method is validated extensively by considering classical electro-
magnetic scattering and EELS by dielectric spheroidal nanoparticles. The computed
results agree well with available analytical and numerical solutions. Consequently,
the presented method is able to provide accurate EEL spectra that help to interpret
experimental data, and to design innovative plasmonic devices. Furthermore, the
model forms a fundamental basis for the inversion of experimental EEL spectra to
characterize individual nanoparticles.

Future research includes addressing the stability of the implemented method and
taking into account the interaction between several nanoparticles and supporting
structures.
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Chapter 8

Introduction to Yasuura’s Method of Gzt
Modal Expansion with Application to

Grating Problems

Akira Matsushima, Toyonori Matsuda and Yoichi Okuno

Abstract In this chapter we introduce the theory of the Yasuura’s method based
on modal expansion and explain the methods of numerical computation in detail
for several grating problems. After a sample problem we discuss the methods for
solving two types of problems that require additional knowledge and steps, that
is, scattering by a dielectric cylinder and diffraction by a grating. Some numerical
results are shown to give an evidence of an experimental rule for the number of linear
equations in formulating the least-squares problem that determines the modal coeffi-
cients. After confirming the rule we show a couple of examples of practical interest,
i.e., scattering by a relatively deep metal grating, plasmon surface waves on a metal
grating placed in conical mounting, scattering by a metal surface modulated in two
directions, and scattering by periodically located dielectric spheres. To provide sup-
plementary explanations of particular problems, four appendices are given; H-wave
scattering from a cylinder, the normal equation and related topics, conical diffraction
by a dielectric grating, and comparison of modal functions and the algorithm of the
smoothing procedures.
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8.1 Introduction

In Chap. 6 of the last edition [27] we have introduced Yasuura’s method of modal
expansion from two main points of view: one was the relation with the fictitious
or equivalent source methods; and another was the employment of smoothing pro-
cedures (SP’s) [10, 24, 25, 31, 41, 42] to obtain rapidly converging solutions. We
needed the first point to have the method recognized as one of the modal expansion
methods having firm theoretical foundations and a wide range of application. While
in the second point we tried to explain our tool to cope with the problem of slow
convergence. Because we had been working with the separated solutions as modal
functions, we were often troubled by their poor approximation power. Accordingly,
Yasuura et al. hit upon an idea of the SP, which works to accelerate the convergence of
solutions by reducing the higher-order oscillations on the boundary. The SP, hence, is
an important step in solving a 2-D problem! where the cross section of the obstacle is
strongly deformed from the coordinate curves of a separable system of coordinates.

In the last edition we have included: (1) the theory and the method of numerical
execution of the original form of Yasuua’s method, which we call the conventional
Yasuura’s method (CYM) today; (2) Yauura’s method with a smoothing or a singular-
smoothing procedure (YMSP or YMSSP); and (3) numerical examples obtained
mainly by the YMSP and YMSSP. In the present chapter, however, we decided to
omit a greater part of SP-related topics in view of the recent trend in computational
electromagnetics. That is, the methods for 3-D as well as 2-D analysis of structures
made of a dielectric are required in various areas. Instead of removing the SP, we
include a detailed explanation on the solution process by the CYM. We hope this
helps those who are interested in solving their problems by using Yasuura’s methods,
CYM, YMSP, and YMSSP. Because the process with the SP’s are almost in common
with that of the CYM, the detailed introduction of the CYM execution process would
be useful not only for the CYM users but also for those who intend to employ the
YMSP or YMSSP.

The contents of this chapter are as follows: In Sect.8.2 we first introduce the
theory of the CYM briefly and explain the method of numerical computation in detail
taking a sample problem. Then, we move on to the methods for solving two types of
problems that require additional knowledge and steps: (1) scattering by a dielectric
cylinder; and (2) diffraction by a grating. In Sect. 8.3 we show some numerical results.
The aim of Sect. 8.3.1 is to give an evidence of an experimental rule for the number
of sampling points or, in general, the number of linear equations in formulating
the least-squares problem that determines the modal coefficients. Computational
results show the number should be twice as many as the number of unknown modal
coefficients. After confirming the rule we show a couple of examples of practical
interest in Sects. 8.3.2—8.3.5: Scattering by a relatively deep metal grating, Plasmon
surface waves on a metal grating placed in conical mounting, Scattering by a metal
surface modulated in two directions, and Scattering by periodically located dielectric

I'The reason why we set a limit “2-D” is that the SP, in the present form, is available only in 2-D
problems. This is because we employ an indefinite integral to realize a low-pass spatial filter.
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spheres. Section 8.4 is a conclusion where we state some additional remarks. Finally,
four appendices follow mainly providing supplementary explanations of particular
problems: 1 H-wave scattering from a cylinder; 2 The normal equation and related
topics; 3 Conical diffraction by a dielectric grating; and 4 Comparison between two
types of modal functions and a brief introduction to the algorithm with the SP.

8.2 Yasuura’s Method of Modal Expansion

In this section we introduce the foundations of Yasuura’s method of modal expansion.
We start by formulating a sample problem: plane wave scattering by a perfectly-
conducting (PC) cylinder, the problem from which we can learn the essential part of
the method together with important concepts and ideas in Yasuura’s method.

8.2.1 Scattering by a Perfectly-Conducting Cylinder

The geometry of the sample problem is shown in Fig. 8.1. The closed curve C is the
cross section and S, is the exterior infinite region of C. We denote a point in S, by
r (r, 0); and one on C by an arc-length s along C measured counterclockwise from
a fixed point sg. S is an arbitrary closed region that is entirely inside S.. Let the
incident plane wave be polarized in z and

E(r)=u,F(r)=u, exp[—ikr cos(6 — v)], (8.1)

where u, is a unit vector in z-direction, ¢ is the angle of incidence shown in Fig. 8.1,
and k = 27 /A = w/c is the wavenumber of the incident field. The ¢!’ time depen-
dence is assumed. This case of polarization is called E-wave,? which is one of the
two basic polarizations. We will deal with an E-wave problem in this section and
summarize important results of an H-wave case, which is another basic polarization,
in Appendix 1.
In the present problem a surface current flows in the z-direction exciting a scattered
wave polarized in z again:
E'(r) = u ¥ (r). 8.2)

Other non-zero components of the scattered wave, H(r) = u, H;(r) + u, Hj(r), can
be obtained by

2t is also termed Transverse-Electric (TE) wave, which means the electric field is orthogonal to the
xy-plane. While in the H-wave (or TM-wave) the magnetic field has the z-component alone.

3The component is called a leading field if it gives other nonzero components as in (8.3). Note
that the derivation of H® by (8.3) is a proper procedure because the sequence of our approximate
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Fig. 8.1 Geometry of the
sample problem. C is a

closed curve of length C S,
representing the cross section i
of a cylindrical obstacle. Se Seo T
is the exterior infinite region
of C; and S; is the interior

region, which we need in S.
Sects.8.2.2.1 and 8.2.4 '

H'(r) = ;Vlll(r) X U, (8.3)
wHo

where V = (d/dx, d/dy, 0) is the 2-D nabla operator. Hence, our target is ¥ (r) and
we can state our sample problem as:

Problem 1 E-wave, PC. Find the scattered electric field ¥ (r) that satisfies:
(D1) The 2-D Helmholtz equation in S,

VAU + k2 @r) =0 (reS.), (8.4)
(D2) The 2-D radiation condition at infinity

AW (r)

r

ﬁ( + iklI/(r)) >0 (r— 00), (8.5)
(D3) The boundary condition
Us)= f(s) =—F(s) (s€C,ie., 0<s=<0O). (8.6)

Here, V? = 3/9x? + 9%/0y? denotes the 2-D Laplacian. The condition given by
(8.6) is called Dirichlet’s or the first-kind boundary condition.

solutions converges to the true solution uniformly in wider sense in the exterior region Se as we
will see later.
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8.2.2 Modal Functions, Approximate Solution, and
Least-Squares Boundary Matching

Here we introduce the analytical part of Yasuura’s method [38—40]. Because it is one
of the modal expansion methods, we need: (i) definition of a set of modal functions;
(if) a method to construct an approximate solution; and (iii) the sense in which the
solution approximates the boundary condition. Let us see these points below.

8.2.2.1 Definition of the Set of Modal Functions

Modal functions for the sample problem are solutions of Helmholtz’s equation (8.4)
satisfying some additional requirements. Here, we define a set of modal functions
{om(r): m =1,2,...} as a countable set that satisfy the following three require-
ments:

(M1) Each ¢, (r) satisfies the Helmholtz equation in S;

(M2) Each ¢, (r) meets the 2-D radiation condition;

(M3) Boththe set of boundary values {¢,,(s) : m = 1,2, ...} and the set of normal
derivatives {d¢,,(s)/dv : m = 1,2, ...} are complete (or total)* in the function
space H = L?(C) consisting of all the square-integrable functions defined on the
boundary C.

The first two requirements are natural and easy to understand; but the third is rather
complicated and needs explanation. Here, we would like to call readers’ attention to
the fact that (M3) is a little different from the original requirement given in [39], which
seems to be lacking in concreteness than the statement above. We have modified the
original statement to require completeness of the boundary values.

Now, let us see a couple of examples first to facilitate the understanding. Then,
we will give additional explanations for this issue throughout this section.

Example 1 The set of radiative separated solutions
@n(r) = HP (kr)exp(imd) (m =0,+1,4£2,...), (8.7)

where H,ﬁlz) (kr) is the second kind Hankel function of order m and the coordinate
origin should be inside S;, the complimentary region of S,.

“We hope the readers consult a treatise on Functional Analysis, e.g. [14], in case of need.

SIf C is a circle centered at the origin, it is apparent that the sets of boundary values and normal
derivatives are both complete because the members of each set are nothing other than the Fourier
bases. Even in case if C is not a circle, the sets are still complete because of Example 2: let L be
a circle centered at the origin and take the Fourier bases for f, () in (8.8), then we get a set of
separated solutions.
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Fig. 8.2 Relevant to S.(cD.)
definition of the set of modal
functions. The cross section
C is shown by a dashed
curve; L is another closed
curve inside C

e

Example 2 Let L be a smooth closed curve that is entirely inside S; and D, be an
exterior infinite region of L. As shown in Fig.8.2, S, is a subregion of D.; and D;,
the complementary region of D, is a subregion of S;. Now, let an enumerable set of
functions { f,,(s) : m = 1, 2, ...} be complete in the function space L?(L). Then, the
set of potential functions defined in D, with f;,(¢)’s as double-layer density func-
tions on L

Y (kR
(pm(r) = _/fm(t)%
Vr
L

dt reDg; R=tr; m=1,2,..) (8.8)

is a set of modal functions in D, provided that k does not coincide with a member of
{ku(D;)}, the set of eigenvalues of the homogeneous H-wave (Neumann) problem in
D;.° Here, R is the distance between f and r, ¥ (kR) = HO(Z) (kR)/4iis the free-space
Green’s function, and d/dv, denotes normal derivative at z. Note that the ensemble of
single-layer potentials can also be the set of modal functions provided k ¢ {kg(Dj)},
the set of eigenvalues of homogeneous E-wave (Dirichlet) problem in D;.

Example 3 Monopole fields whose poles p,, are located on L.

on(r) = Hi”(kR,)) (r€De; Ry =Puls m=1,2,....M) (89
form a set of modal functions in D, when we let M — oo while letting p,,,prr1 — O
provided there is no internal resonance in D; [26, 30].
Example 4 The set of multiple-multipole fields whose poles p,, are on L

Omn () = H? (kR,,) exp(inb,,)

- (8.10)
(reDe; Ry =pmt; m=1,2,....,M; n=0,%£1,£2,...)

is also an example of modal functions.

OThis is not a strong exception because we can modify the contour L (and hence Dj) slightly to
avoid the coincidence. Example 2 is a key theorem of generation of complete sets, which has been
proven by Yasuura and Itakura [39] as an analogy of Runge’s (or Runge-Walsh’s) theorem known
in Theory of Complex Functions.
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8.2.2.2 Construction of an Approximate Solution

To define an approximate solution, we first choose a set of modal functions from
among possible candidates. Let us take the set of separated solutions in the follow-
ing analysis. This is because the set of separated solutions is one of the most familiar
functions and each member has physical meaning.” Thus we can define an approx-
imate solution as a finite summation of the outgoing separated solutions (8.7) with
unknown coefficients:

N
Wy = Y Ap(M) g (r). (8.11)

m=—N

Here, A,,(M) means that the A,, coefficient depends on M = 2N + 1, the num-
ber of modal functions employed.® Because of the definition of modal functions,
the approximate solution already satisfies the requirements (D1) and (D2). The A,,
coefficients, hence, should be determined so that the solution meets the boundary
condition in a sense of approximation. Let us call this procedure boundary matching
and keep in mind that the sense of approximation in boundary matching determines
a method of solution.

We employ the least-squares approximation in Yasuura’s method, i.e., minimiza-
tion of mean-squares boundary residual. We will see in Sect.8.2.2.3 that this is
a promising way in boundary matching provided the completeness of the set of
boundary values (M3) is guaranteed.

8.2.2.3 Least-Squares Boundary Matching

We employ integral representations of the solutions to explain the method of solution
including convergence of the approximate solutions. For this purpose let us define
the Green’s function of our problem, G (r, r’), satisfying Helmholtz’s equation with a
unit source at r, radiation condition with respect to r’, and a homogeneous boundary
condition’

7Unfortunately, separated solutions are not very efficient in a problem where C is strongly modulated
from a circle (or, in general, a coordinate surface of the system of coordinates employed). As an
example, we show a comparison between types of modal functions: the separated solutions (8.7)
and monopole fields (8.9) in Appendix 4.

8This dependence is natural because the boundary values of modal functions, in general, do not form
an orthogonal set in H. This type of summation is usually called a flexible summation. Note that the
approximate solution is defined in a finite summation of modal functions. By considering a sequence
of finite-sum solutions, we can avoid the constraint of the convergence area of an infinite series
solution. Yasuura’s original papers [38—40] has been written from this point of view. Reference [9]
includes an interpretation of the difference between series and sequence solutions.

9G(r, r') is a total electric field observed at 1/ (# r) when a unit line source is placed at r in Fig. 8.1.
Note that employment of the Green function satisfying (8.12) is for convenience and is not essential:
The whole theory has been established in [38—40], where the free-space Green function alone was
used.
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Gr,s) =0 (reS. se ). (8.12)

Using the Green’s formula to ¥ (r') and G (r, r’), we have

C C
U(r)=— / 0,G(r, ¥ (s)ds = — / 0,G(r,s)f(s)ds (re€S.). (8.13)
s=0 s=0

Here, 0, denotes the normal derivative at s and the second equality comes from
(D3). Besides, we get a similar representation for the approximate solution ¥y (r).
Subtracting (8.13) from the representation of Wy (r) side by side, we have

C

Un(r) —¥(r)=— / G (r, s)[Pn(s) — f(s)lds (r € Se). (8.14)
s=0

Although (8.14) is a formal representation, we can deduce useful results starting
from it.

Let the observation point r be inside the closed region S.o in Fig.8.1. Then,
d,G(r, s) is a continuous function of s because there is a non-zero distance between
s and r. Taking the absolute value of both sides of (8.14) and applying Cauchy—
Schwarz’s inequality to the right-hand side, we obtain

C
¥y () — ()| < / 10,G(r,s)[2ds ¥y — f| (reSe). (8.15)

s=0

Here, || f|| stands for the Euclidean norm of a function f(s) defined by
12

C
Ifl = / lf)Pds | . (8.16)
=0

Because the integrand on the right of (8.15) is a continuous function of r, the integral,
as a function of r, has a maximum inside the closed region S.:

c
G(Sep) = m%x / [0,G(r, s)|*ds (Seo C S). (8.17)
) SN
! s=0
Thus we have an estimation
Wy (r) — ¥ (r)| < G(Seo) [¥n — f|| (reSeoCSe), (8.18)

which means that the maximal absolute error in S¢( cannot exceed the product of the
mean-squares boundary residual and a factor of proportionality G(S.o). Note that
the latter depends on the region S, but does not depend on r.
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Now, let us remember the completeness (M3) of the set of boundary values of
modal functions. Because the given boundary value f (s) is amember of H = L?(C),
for given any positive number ¢, there is a positive integer Ny such that

|on — £ <& (N> No. (8.19)

That is, there exists a sequence of boundary values of the approximate solutions
{Wo(s), ¥i(s), ¥a(s), ...} thatconverges to the true boundary value f (s) in the mean-

squares sense:
|y — f| =0 (N — o). (8.20)

Referring to (8.18), we can conclude that the corresponding sequence of approximate
solutions {¥(r), ¥ (r), ¥, (r), ...} converges to ¥ (r) uniformly in the closed region
Seo': for given any positive number &, there is a positive integer Ny(Sco, ) such that

[Uy(@) — ¥ (@) <e (reSc CSe; N> No(Seo, 8)). (8.21)

We can get such a sequence by solving repeatedly the following least-squares problem
(LSP) stated in the function space H.

LSP 1: E-wave, PC. Find the coefficients A,,(M) (m =0,%1,...,£N; M =
2N + 1) that minimize the normalized mean-squares boundary residual

N 2

Y An(Mgy — f

m=—N

2y
I£1? I£1?

(8.22)

Note that the least-squares boundary matching means a relaxation of the boundary
condition because (8.6) implies |¥ — f|| = 0; but the converse is not always true.
The smoothing procedure (SP), which we mentioned in Introduction, is an exten-
sion of the relaxation idea: we minimize || f (¥ — f)ds|| instead of |¥ — f]; and
extinction of the latter is stronger than vanishing of the former [10, 24, 31, 41, 42].
Although the Yasuura’s method with the SP is a strong tool for 2-D problems, we
shall not get deeply in this subject.

8.2.3 Method of Numerical Solution

Because computers cannot handle continuous functions, we need (i) method of dis-
cretization of LSP 1 and (ii) method of solution to the discretized problem. '

10This kind of convergence is called uniform convergence in wider sense in Se.

Until the middle of 80s we employed normal equations (NE) in solving LSP 1. Now we solve the
problem using the method in Sect. 8.2.3.2. We state the reason why we stopped using the NE and
attach some comments in Appendix 2.
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8.2.3.1 Method of Discretization

To discretize the problem we first locate J (> M) sampling points on C, assign a
set of integers from O through J to them, and get a numbered set of sampling points
{so0, s1, ..., ss}. Because C is a closed curve, we give two numbers, 0 and J, to the
point s = 0. Two methods are usually used in locating the points:

1. An equal division of the boundary C: In most applications we can recommend to
use the points given by
iC
sj=]7 (j=0.1,2.....7) (8.23)
without any reservation in theory. If we take this method, we may have to solve
an (transcendental) (8.23) in locating the points.

2. An equal division with respect to a coordinate variable: For example, if C is
represented as r = r(6), it must be convenient to use the discretization

2
91.:% (G=0,1,2,..., ). (8.24)

This choice, however, means a variable transformation in (8.13) and in other inte-
grals on C and will lead us solving a weighted least-squares problem unexpectedly.
Users should notice this and be careful in applying this method of location in a
problem where the boundary C is strongly deformed from a circle.'?

Having located the sampling points on C, we can define discretized forms of the
functions f(s), ¢, (s), and so on:

f=[f(s1) f(s2) -+ fs)I (8.25)

and
B = [0 (51) Gu(52) -+ Gu(s)IT. (8.26)

Here, the superscript T denotes a transposed vector or matrix and the discretized
forms are J-dimensional complex-valued column vectors. Next, we definea J x M
matrix by

©_n(s1) O—N41(51) -+ - @on(s1)
O_n(s2) O_N41(52) -+ - @on(52)

D=[p Ny@ Ny On]= (8.27)

(pr.(sJ) §07N+.1(SJ) ‘/)N&SJ)

120n the other hand, there is a possibility to make possible use of the weighting function accompa-
nying the variable transformation. For example, a Schwarz—Christoffel-type transformation works
to remove the singularity of Green’s function in a problem of an edged cross section [23].
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which is usually termed a Jacobian matrix. Finally, defining an M-dimensional solu-
tion vector T
A=[A (M) Ay (M) - AyoD)]' (8.28)

we can represent a discretized form of an approximate solution on C in vector-matrix
notation

N
vy = Z An(M)@, = PA. (8.29)
m=—N

Thus, we have an approximation to the mean-squares boundary residual in (8.22):

oA -1

Enj = (8.30)
IF>

Here, ||f|| denotes a Euclidean norm of a J-dimensional complex-valued vector f.
Because C is a closed curve and f(sg) = f(sy), etc., (8.30) can be understood as
a trapezoidal-rule approximation of (8.22). Now, we can state a discretized form of
LSP 1 as follows:

DLSP 1: E-wave, PC. Find the solution vector A that minimizes the numerator of
(8.30).

Here arises an important issue of the number of sampling points'®: How many J
do we need? If we answer to this question in generality, we should say: It depends.
However, employing the results of examination in Sect. 8.3.1, we can state an exper-
imental rule:

J=2Q2N +1)=2M. (8.31)

Here, the symbol = means that the number on the right-hand side is usually sufficient
in finding the scattered field. This might be considerably smaller than what unini-
tiates expect because DLSP 1 with the number J of (8.31) does not seem to be a
good approximation of LSP 1. This is because an inner product (C/J)ffg implicitly
included in the norm on the right of (8.30) cannot be a precise approximation of
(f, g) in(8.22) if either f(r) or g(r) is a higher-order space harmonic. Nevertheless,
DLSP 1 with (8.31) gives an approximate solution having converged with respect
to J. We know this welcome nature of DLSP 1 since we started solving the scat-
tering problem on a computer in early 70s. At that time the method in Sect.8.2.3.2
was not known widely and we solved the problem using a normal equation (NE;
see Appendix 2). We found (8.31) was effective even in using the NE where the
inner products (C/J)f'g appeared explicitly as the matrix elements. In the method
of solution that we introduce next, we do not have to calculate these inner products.
That is one of the advantages of the method.

131t is more reasonable to ask “How many linear equations do we need?” This is because (i) we
get two equations at one sampling point in a 2-media problem (see Sect. 8.2.4); and (ii) we should
understand (8.31) as a relation between the numbers of equations J and unknowns M.
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8.2.3.2 Solution Method to the Discretized Problem

To solve the least-squares problem in the J-dimensional vector space, we employ
orthogonal decomposition of the Jacobian matrix: the singular-value decomposition
(SVD) and the QR decomposition (QRD) [15]. They have the following features:

e The SVD informs us of the character of the Jacobian matrix through singular
values. This is helpful in designing and testing a process of numerical solution,
in particular, choice of modal functions, number and location of sampling points,
etc. Instead, the computational complexity, in both memory and time, is bigger
than that of the QRD.

e The QRD needs less computation than the SVD and solves the problem provided
no rank deficiency occurs.'*

Hence, we recommend the use of the SVD for designing and testing the discretized
least-squares problem. After the problem is established, application of the QRD is
appropriate. Let us see how to use these decompositions in examining and solving
DLSP 1.

Utilization of the SVD

Applying the SVD, we get a decomposition of the Jacobian matrix in the form
®=UxV', (8.32)

where U (J x J) and V (M x M) are unitary matrices, and T denotes Hermitian
conjugation: V¥ = VT, ¥ is a stack of an M x M diagonal matrix and a (J — M) x
M zero matrix. The diagonal elements of X, o,,, are non-negative and are called the
singular values of @. Arranging the M singular values in the order of decreasing
magnitude, we have o1 > 0, > -+ > oy (M = 2N + 1). Let us call o and oy, by
Omax and o, because this order of o, does not necessarily agree with the order of
modal functions. The following items are widely known and accepted:

e The singular values are non-negative square roots of the eigenvalues of a posi-
tive semidefinite Hermitian matrix @'®: o,,(®) = /A, (@TP). And, vanish of
the smallest singular value, o, = 0, means det ®'d = 0. Because @@ is the
coefficient matrix of the NE (8.106) in Appendix 2, this is a serious problem: the
least-squares problem does not have a unique solution. Although o, = O in strict
sense seldom occurs in practice, very tiny oy, is not rare and causes substantial
rank deficiency.

e The ratio of the maximum singular value to the minimum

cond() = Jm (8.33)

Omin

141n addition, the solution by a QRD program, usually, is not inferior in accuracy to one by an SVD
program. This may be because of the greater computational complexity of the SVD.
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defines the condition number of @, which shows the degree of numerical difficulty
in solving the least-squares problem with the Jacobian matrix @. In general, a
problem with a small cond(@) is easy to solve and is termed well-conditioned;
while one with a huge cond(®) is difficult and called ill-conditioned. In this
connection an empirical rule is known: if the reciprocal of cond(@) is of the same
order as or smaller than the machine epsilon!> of the system of floating-point
numbers, effective rank of @ might be less than M and DLSP 1 may not be solved

properly.

Although our main purpose to employ the SVD is to check the nature of @, we
can solve DLSP 1 in the following way:

(a) Modifying |®A — f||?> by insertion of (8.32), we have
|PA — > = |[UT (@A —£)> = | ZVIA - Ut = | ZB —d|>. (8.34)

Here, we have used that the matrices U and V are unitary and that a unitary
transformation does not change the norm of a vector. Also, note that the last
equal sign defines the vectors B and d.

(b) We get the solution to DLSP 1 from

B,=— m=12,...,. M (=2N+1)) (8.35)

and the squared norm by

J
1A —f£17 = Y |d;I* (8.36)
j=M+1

Utilization of the QRD

Employment of the QRD leads us to a decomposition of the form
~ R
®=QR=Q ol (8.37)

where Qisa J x J unitary matrix and Risastackof M x M upper triangular matrix
Randa (J — M) x M zero matrix. Having the decomposition (8.37), we can solve
DLSP 1 by the following procedure:

(a) Inserting (8.37) into || @A — f||?, we have

15The machine epsilon, EPS, is the minimum positive number that satisfies 1 + EPS > 1 in the
floating-point system employed.
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2
H¢A—ﬂF=HQV¢A—fw2=HﬁA—4fﬂVEH[5¢]—[:] ,
(8.38)
where the last equality defines the vectors d and z.
(b) We obtain the solution by solving
RA =d. (8.39)

Because R is triangular, we need only back substitution to solve (8.39). The
residual norm is given by
IPA —£1” = [|z]*. (8.40)

8.2.4 Application to Dielectric or Metal Obstacles

This section introduces the Yasuura’s method applied to problems with dielectric or
metal obstacles [35, 43-45]. Although metals have unique nature, we here regard
a metal as a dielectric with a complex permittivity depending on the frequency.
Therefore we consider a material whose permittivity and refractive index are given
by complex numbers ¢ and n = /&/gy. Usually the material is penetrable and there is
anon-zero transmitted field in S;, the complementary region of S.. Thus we have two
unknown functions ¥;(r) (r € S;) and ¥.(r) (r € S¢); and we need two boundary
conditions to determine the two unknown functions. The continuity of tangential
components of the electric and magnetic field satisfies the necessity.

8.2.4.1 E-Wave Scattering by a Cylindrical Obstacle Made of a
Dielectric

Let us assume that the obstacle in Fig. 8.1 is made of a dielectric and that an E-
wave is incident. The electric field in S, is a sum of the incident and the scattered
wave: u, (F 4+ ¥, )(r); while the field in the interior region S; is the transmitted field
u, ¥ (r). They are the solutions of Helmholtz’s equation in each region:
{ (Vz + kz) qzle(r) =0 (r €Se), (8.41)

(V + (nk) )lIIi(r) =0 (resp.

The exterior solution, in addition, should meet the radiation condition (8.5). The con-
tinuity of tangential components of electric and magnetic fields requires the boundary
conditions'®

165 get the latter we set u, x (He — Hj) = 0. Insertion of He = (i/wu)VE, X u; etc. finds the
desired relation. Here, E. = F + ¥, stands for the total electric field in Se.
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Pe(s) — Wi(s) = f(s) = —F(s),
0We(s)  OWi(s) IF(s) (8.42)

av ov =g =- av

Thus we get a boundary-value problem for ¥, (r) and ¥;(r):

Problem 2 E-wave, dielectric. Find the electric fields ¥, (r) and ¥;(r) that satisfy
(8.41), (8.5), and (8.42).

Note that in dealing with an H-wave problem, the second line of (8.42) should include
the refractive index n or permittivity ¢ (see (8.100) in Appendix 1).

8.2.4.2 Modal Functions and Approximate Solutions

We need two sets of modal functions to solve the problem, one is for ¥, (r) and
another is for ¥;(r). Let us call them the exterior and interior modal functions and
represent them as {@.,, (r)} and {¢;,, (r)}. They should satisfy the requirements below,
which are almost in common with the conditions from (M1) through (M3) given in
Sect.8.2.2.1

(MD1) Each member of the set of exterior modal functions satisfies the Helmholtz
equation in S, and meets the radiation condition at infinity.

(MD2) Each member of the set of interior modal functions satisfies the Helmholtz
equation in S;.

(MD3) The sets of boundary values {¢e;, (s)} and {pi,(s)}, and the sets of nor-
mal derivatives {d¢e;, (s)/9v} and {9¢j, (s)/dv} are all complete in the function
space H.

Here, we take the sets of separated solutions again because they are familiar to many
people working with boundary-value problems. Then, the exterior and interior modal
functions are:

(8.43)

@em () = HP (kr) exp(imf), @i (r) = J,u(nkr) exp(im0)
(m=0,%1,42,...).

Here, J,,, (nkr) stands for the Bessel function of order m. Then, we can define approx-
imate solutions in S, and S; as

N
Wen (@) = D Aen(M)@en(s) (r €Se),
meN (8.44)
i) = Y Am(M)@in(s) (r € Sy).

m=—N

They satisfy the Helmholtz equation in each region and ¥,y meets the radiation
condition.
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8.2.4.3 Error Estimation and Least-Squares Boundary Matching

After some analytical work we get error estimations similar to (8.18)!7:

W (1) — ()] < Gy (Seo) | e O
eN e = Ge1Beo 3 3 8 (8.45)
+ GeZ(Se()) ”lpeN - lIIiN - f” (l’ € Se() C Se)
and
0N ov;N ”
Uy — ()| <GS - =
|Win (1) i(r)] 1(Sio0) ‘ o 7 (8.46)

+ Gi2(Sio) [[Wey —¥iv — fII (r € Sjp C Sj).
Here, S¢o and Sj are arbitrary closed regions in S, and S;, and Gy, (p=¢€,1; 9 =1,
2) are positive constants depending on S¢( and Sip.

We can prove that: provided the sets of modal functions satisfy the requirement
(MD3), there exists a sequence of pairs of approximate solutions

Weo(T) Y, (1) Wy (r)
[‘I’io(r)] [%(r)]'"’[w(m]--- (8.47)

whose boundary values and normal derivatives satisfy

2
£y = [Wen — Wiv — |7 |0%Wen/dv — 3N /0v — g 50 (V> o).
I£12 gl
(8.48)

The sequence (8.47), hence, converges to the true solutions of the problem uniformly
in wider sense in S, and S;:

Yon () = ¥(r) (N — oo; p=1,2; uniformly in S). (8.49)

Members of such a sequence can be found by solving the least-squares problem:

LSP 2: E-wave, dielectric. Find the modal coefficients {Ap, (M) : m =0, &1,
..., =N} (p = e, 1) that minimize the normalized mean-square error E defined in
(8.48).

It is worth to note the following matters: Because the convergence in (8.48) is
a consequence of completeness of the four sets of boundary functions in a product
space H x H, the choice of denominators in (8.48), || f||*> and || g||?, is no more than a

7We cannot include the derivation of equations from (8.45) through (8.49) because it takes much
space. Interested readers can find the details in [35, 43-45]. The paper by Petit and Cadilhac [33]
is also helpful.
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convention to get non-dimensional quantities or to unify the units.'® Speaking from a
computational point of view, however, the ratio || f||>/||g||> may have an effect on the
condition number of LSP 2 and, sometimes it is effective to introduce a parameter
y (0 < y < 1) to modify the definition of Ey as

ey = - 1| |0Wen /v — 0%y 0V — g
Ey =
12 lgll?

The parameter should be determined by optimization to get a permissible condition
number.

+d—-y) (8.50)

8.2.4.4 Notes on the Method of Numerical Computation

In above formulation we have 2M = 2(2N + 1) unknowns. If we apply the rule in
Sect.8.3.1 (and also in Sect. 8.2.3.1), we need 2 x 2M = 4M linear equations. The
number of sampling points required for the 4M equations, however, is 2M again.
This is because we have two equations at each sampling point: the first and the second
equation of (8.42).

Let us follow the method of discretization in Sect.8.2.3.1. Locating J (= M =
2(2N + 1)) sampling points on C, we define J-dimensional vectors

{f=[f(sl) f(s2) -+ fGs)IT, 8.51)
g=1[g(s1) g(s2) -+ gsnI", '
Pem = [Pem (51) Qem(52) -+ - ‘pem(sj)]T ,
em 8.52
{w,-m = [Pin(51) Pim(s2) -+ @i (8:52)
and T
{ 8v¢em = [av(pem (Sl) av(pem (SZ) te 81)(;05:m (SJ)] , (8 53)
@i = [000im (51) 0 @im(52) -+ Dy@im(s)I", '
where the mode-number m runs from —N to N.
Next, we construct four J x M matrices
{(pll = [‘pe,N Pe—N+1 """ ‘pe,N] ’ (8.54)
P12 = PN Pi—Nt+1 " PiN
and ]
¢21 - 3v¢e —N 8v‘pe —N+1 = °° 8U‘pe N|-
’ ’ ’ 8.55
{¢22 = [viﬂi,zv @i N1 3v‘ﬂi,1v]- ( )

18 The use of intrinsic impedance is also possible and is widely employed. That is: find the coefficients
by minimization of |error in E? + Zglerror in H|?. Here, Zj is the intrinsic impedance of vacuum
or surrounding material. We use this formulation in Appendix 3.
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Arranging the four matrices, we get a 2J x 2M Jacobian matrix

pPi pPio
D = . 8.56
[6]‘1)21 Q‘Dzz] (8.56)
Here,
14 l—vy
_ Y .= 8.57
P=tir 97 gig (8.57)

are normalizing constants with the parameter y appeared in (8.50).'” Finally, defining
a 2M-dimensional solution vector

A.
Az[&], (8.58)

where

{Ae = [Ae_w(M) Ae_ni1(M) -+ Acy(D]", (5.59)

A= [Aiy(M) Ay (M) - Ay (D]

are M (= 2N + 1) dimensional column vectors. Thus, we can state a discretized
problem as:

DLSP 2: E-wave, dielectric. Find the solution vector A that minimizes the dis-
cretized form of normalized boundary residual

2

2
pf PPiAe + pPi2A; — pf
Ey; = |PA — = . 8.60
N H [CI g] H H qPaiAc + qPnAi —qg (5.60)

8.2.5 Application to Gratings

Here we consider the problem of plane-wave diffraction by a grating and state the
points of difference from scattering by a cylindrical obstacle. The book edited by Petit
[32] includes a nice introduction to Yasuura’s method applied to grating problems
as of late 70s.

8.2.5.1 Diffraction by a PC Grating

Figure 8.3 shows the cross section of a grating, an incident wave, and the system of
coordinates. The cross section C is periodic in X with a period d and the surface is

191f the compensation by y is not necessary, we can set p = 1/f 'f and ¢ = 1/g’g or use the
intrinsic impedance.



8 Introduction to Yasuura’s Method of Modal Expansion ... 187

Fig. 8.3 Diffraction by a PC Y
ratin,
grating _ S,cS S,
E'
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k
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uniform in Z. The semi-infinite region S over C is a vacuum and the region below C
is occupied by a PC. We assume C is represented by a single-valued smooth function

C: y=nk), (8.61)

where 1(x) is periodic in x, n(x + d) = n(x), and (x, y) denotes a point on C.
Let an electromagnetic wave having an electric field

uz F(r) =uzexp(—ikX sin6 + ikY cos0) (8.62)

is incident on the grating. This case of polarization is termed E-wave, TE wave, or
s-polarization.20 Here, r = (X, Y) is a point in S, u is a unit vector in Z, and 6
is the angle of incidence shown in Fig.8.3. The diffracted electric field has only a
Z-component, which we describe by ¥ (r). ¥ (r) is the solution of the following
problem.

Problem 3 E-wave, PC grating. Find ¥ (r) that satisfies the conditions below:
(GD1) The 2-D Helmholtz equation in S;
(GD2) A radiation condition in Y that ¥ (r) propagates or attenuates in positive
Y,
(GD3) A periodicity condition
U(X+d,Y)=-exp(—ikdsin0) ¥ (X,Y); (8.63)
(GD4) The boundary condition

Y(x,n(x)) = f(x) = =F(x, n(x)). (8.64)

205 stands for senkrecht (German), which means the electric field is perpendicular to the plane of
incidence, the plane spanned by uy (grating normal) and the incident wavevector.
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Conditions (GD1) and (GD4) are common to the case of cylindrical obstacle in
Sect. 8.2.1, while (GD2) is quite different from (D2) and (GD3) is a new requirement.
These differences come from the pseudo-periodic nature of the problem. Because a
grating has a periodic structure, and because we have assumed a plane-wave inci-
dence, the phenomena at (X, Y) and (X + d, Y) are almost the same; the only dis-
crepancy can be seen in the phase difference (8.63). Hence, if we divide S by vertical
lines X = 0, =d, £2d, . .. as shown in Fig. 8.3, the diffracted fields in neighboring
strip regions are the same except for the phase shift. This is a characteristic fea-
ture of a grating problem called quasi- or pseudo-periodicity and explains why the
1-D radiation condition appears in (GD2). In solving a grating problem, hence, we
can assume that the observation point r = (X, Y) is inside the first strip region S,
(0 < X <d; Y = n(X)) shown in Fig.8.3.

8.2.5.2 Modal Functions, Approximate Solution, and Key Points
in the Solution Method

Here again we choose separated solutions as modal functions. The separated solutions
satisfying the periodicity are known as Floquet modes. We take the Floquet modes
satisfying the radiation condition (GD2)

O (r) = exp(—io, X —iB,Y) (m=0,%x1,£2,...) (8.65)

as the set of modal functions, where

2
= ksin + %’T, B = Jk> — a2 (Refn =0, Impy <0). (8.66)

The term k sin 6 in «,, is for the periodicity, the definition of §,, implies the Helmholtz
equation, and the sign of B, (positive or negative imaginary) is for the radiation
condition.

We construct an approximate solution following the way we took in Sect. 8.2.2.2:

N
Wy = Y An(M)n(r). (8.67)

m=—N

This solution satisfies conditions (GD1), (GD2), and (GD3). Hence, the AE coeffi-
cients?! should be determined so that the solution satisfies the boundary condition
(GD4) approximately. Let us see briefly the least-squares boundary matching works
to yield a sequence of solutions converging to the true solution.

Some analysis starting from an assumption that r is inside a closed region Sjo (C
S1) leads us to an estimation

21The superscript E denotes that the coefficients concern the E-wave. Later we will also use the
superscripts H, TE, and TM in accordance with polarizations.
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Wy () — ¥ ()| < GS10)IPy — fI (reSiCSy). (8.68)

Here, G is a positive constant depending on the closed region S;¢ and the quanti-

ties with tildes, e.g. f, mean periodic functions derived from the pseudo-periodic
functions:

f(s) = exp(iaox) f (x, y) = —exp(—ifoy), (8.69)
. N
By (5) = explioc o)Wy (x, y) = Y An (M) Gn(x, y), (8.70)
m=—N
and
- . 2mmix .
O (x,y) = exp(igx) @, (x, y) = exp (— e 1ﬂmy> . (8.71)

The norm of a function g(s) defined on C,, the first period of C, is defined by
1/2

C
lgl = / lg()Pds |, (8.72)
=0

where C denotes the length of C;. Thus we have a least-squares problem:

LSP 3: E-wave, PC grating. Find the A coefficients that minimize the numerator
of the normalized mean-square error

Ey=1+_ 1 (8.73)

The modification of the boundary values to define the periodic functions is the
key point in the solution of grating problems. Introducing the modification, we can
establish a correspondence between one period of the grating surface C; and the
cross section of a cylindrical obstacle C in Sect.8.2.1.%> The method of numerical
solution for LSP 3 is similar to that in Sect. 8.2.3. To solve the problem of diffraction
by a grating made of dielectric or metal we can combine the method in this section
with that in Sect. 8.2.4. Guidance to the problem of conical diffraction can be found
in Appendix 3.

221f we employ the SP, this correspondence is essentially important because we need periodicity
of the functions defined on the boundary. In using Yasuura’s method without the SP, we can say
the following points: (1) If we get the solution through the NE, this modification is not necessary
because it is done automatically in calculating the inner products; (2) While if we employ the
QRD or SVD: (2.i) The modification may accelerate the convergence of the solutions because
the target function and the modal functions are periodically continuous after modification; (2.ii)
And, a quadrature by parts (or rectangular-rule) approximation is equivalent to a trapezoidal-rule
in numerical integrations.
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8.3 Numerical Examples

In this section we show some results of numerical computations obtained by the
methods in the last section. First, we examine the nature of the Jacobian matrices
taking grating problems as examples to show the validity of the experimental rule
(8.31). Meanwhile we add some comments that are useful in applying the method.
Then we give the results of four problems of practical interest.

8.3.1 Rule on the Number of Sampling Points

‘We have solved the problem of diffraction by a grating made of PC and by one made
of BK7 optical glass varying the number of sampling points or of linear equations.
The results support our experimental rule. In addition, we have made a comparison
between the two methods of locating the sampling points, (8.23) and (8.24), intro-
duced in Sect. 8.2.3.1 and found little difference in the rage J > 2M for the problem
parameters employed in numerical analysis.

8.3.1.1 A PC Grating

We consider the grating shown in Fig.8.3 and assume that the cross section C is
given by??

2w x
C:y:H(cos7—1>. (8.74)

We assume also that an E- or H-polarized plane wave is incident at & = 0 (normal inci-
dence). Other physical parameters are: d = 556nm, H/d = 0.15,and A = 500nm.>*
The computational parameters are: the number of truncation N = 20; the total num-
ber of modal functions M = 41; and the number of sampling points J is in the range
M < J < 4M. This means that the number of unknown coefficients is M and the
number of linear equations is between M and 4 M.

The first example, Fig. 8.4, shows the convergence of the solution and related
parameters in the E-wave. The curves in Fig. 8.4a includes the maximum and mini-
mum singular value, the condition number cond(®), E» ; of (8.30), and an error on
the power balance

eny=1-> pu=1-> % |AE (M, D)%, (8.75)

prop Bn>0

23Note that the bias setting (we used — 1 here) has an effect on the accuracy of numerical computation
when the grating is deep.

24 Although the use of normalization by wavelength (i.e., kd = 27 d /X etc.) is convenient in handling
a problem with a PC obstacle, we employ real length here.
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Fig. 8.4 Convergence of the solutions with respect to J for a PC grating in the E-wave. 6 = 0,
d =556nm, H/d = 0.15, and 2 = 500nm: a Cond(®) and errors; b AE(ZO, J) and A]lEO(ZO, J)

where mep and ) 4,0 mean the summation in respect to the propagating orders.”
We observe these quantities are approaching final values with increasing J; and
have converged for J > 2M.?® Figure 8.4b illustrates the convergence of A5(20, J)
and AIEO(ZO, J) coefficients. The former has converged before reaching J = 2M;
while the latter is with small ripples until J = 2.2M. We, however, can neglect this
oscillation in finding the diffracted wave because the mode withm = 101is evanescent
and cannot be observed at a point apart from the grating surface.

The second set of figures, Fig. 8.5, displays the same thing for the H-wave. The
curves in Fig. 8.5a show the max and min singular value, cond(®), E»g s, and ey ;.
While in Fig.8.5b we show the convergence of AH(20, J) and A'L(20, J). We
observe all the quantities have converged substantially in the range J > 2M.

The third example, Fig. 8.6, shows the convergence of solutions: N dependence
of the normalized mean-square error Ey and energy error ey of E- and H-wave
solutions. Therule J = 2M is applied. Because the surface modulation is moderate in
the problem, we get precise solutions with 10~ or 10~ percent energy error easily for
both E- and H-wave problem.?’ It is worth to mention that a modal coefficient—e.g.
AE (M), as a function of M, converges to a final value: AE (M) — AE (M — o0).
This convergence, however, is not uniform with respect to m.

25, is referred to as the (reflection) efficiency of the mth order.

26When the number of truncation is small (e.g., N < 10), we sometimes observe a phenomenon
that the condition number continues to decrease slightly beyond J = 2M due to tiny increment of
Omin-

2TWe should notice, however, that the accuracy of an H-wave solution is lower than that of an
E-wave solution by one or two digits. This is observed generally; and was Yasuura’s motivation
of introducing the SP. His idea came from the fact that a Neumann problem for an electrostatic
potential is equivalent to a Dirichlet problem for a stream function. The prototype of the SP, hence,
was called an algorithm using the stream function in a wave field.
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Fig. 8.5 Convergence of the solutions with respect to J for a PC grating in the H-wave. Optical
parameters are the same as those in Fig. 8.4: a Cond(®) and errors; b AEI (20, J) and AII{O (20, J)
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Fig. 8.6 Convergence of the solutions with respect to N for a PC grating. Optical parameters are
the same as those in Fig. 8.4: a E-wave; b H-wave

8.3.1.2 A BK7 Optical Glass Grating

Here we examine the case of a dielectric grating made of an optical glass BK7 whose
refractive index is 1.5139 [1]. Other parameters are the same as in Sect.8.3.1.1. In
the present problem we have transmitted fields (E' and H') in the region V; below
the grating surface in addition to the reflected fields (E" and H") over the grating V.
We, hence, define approximate solutions following (8.44) in Sect. 8.2.4. That is, we
employ Floquet modes in V| and V, and construct approximations of leading fields
in each region in the form of finite linear combinations of the Floquet modes. Let the
number of truncation be N. Then, we have 2(2N + 1) = 2M unknown coefficients
in total.
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Fig. 8.7 Convergence of the solutions with respect to J for a BK7 grating in the E-wave. 6 = 0,
d = 556nm, H/d = 0.15, and A = 500nm: a Cond(®) and errors; b A5 (20, J) and AL (20, J)
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Fig. 8.8 Convergence of the solutions with respect to J for a BK7 grating in the H-wave. Optical
parameters are the same as those in Fig.8.7: a Cond(®) and errors; b Ag (20, J) and A?O (20, J)

Figure 8.7 shows the convergence of the solution and related parameters as func-
tions of the number of sampling points J in the E-wave and N = 20. We observe that
all the errors and the parameters have converged in the range J > 2M = 22N + 1)
except for small ripples. Figure 8.8 shows the same thing in the H-wave. This means
that the number of linear equations in the least-squares problem can be twice as many
as the number of unknowns (2 x 2M = 4(2N + 1); see Sect.8.2.4.4).

Figure 8.9 illustrates the N dependence of the errors of the solutions. We get
precise solutions with 10~ percent energy error easily on a personal computer.
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Fig. 8.9 Convergence of the solutions with respect to N for a BK7 grating. Optical parameters are
the same as those in Fig.8.7: a E-wave; b H-wave

8.3.2 Scattering by Relatively Deep Gratings

Yasuura’s method, when combined with the partition of the groove region, can solve
the problem of diffraction from a deep grating with a depth-to-period ratio beyond
unity. In the conventional Yasuura’s method without partition, this ratio is said to
be about 0.5 and a little less than 0.4in the E- and H-wave cases, respectively.
In the present subsection, some numerical results are given for the scattering by
relatively deep gratings using a combination of up-and down-going Floquet modal
functions [22].

The period and height of the sinusoidal profile are d and 2 H, respectively, as shown
in Fig.8.10. At first we deal with a perfectly conducting grating as a fundamental
problem where the electromagnetic fields exist only in the vacuum region. The semi-
infinite region over the grating surface is divided into an upper half plane Uy and a
groove region a fictitious boundary (a horizontal line). The latter is further divided
into shallow horizontal layers U;, U, ..., Uy again by fictitious boundaries.

An approximate solution in Uy, that is Yy (r), is defined in a usual manner as
(8.67), while the solutions in U, (¢ =1, 2, ..., Q) include not only the up-going
but also the down-going modal functions as

N

Yyn(r) = Z [AL,(N) g —uyy,) + A, (N) g, (r —uyy, )], (8.76)
m=—N

where ¢ (r) = exp(ie,, X +1B,,Y), and the plane ¥ = ¥q is the boundary between
U, and U, . Thus the total number of unknown coefficients is 2N + 1)(20 + 1).
These coefficients should be determined in order that the solutions meet the boundary
condition (GD4) and an additional set of boundary conditions on the Q fictitious
boundaries:
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Fig. 8.10 Cross section of a
perfectly conducting (PC) or
dielectric sinusoidal grating.
In the case of PC grating,
partition into Q + 1 layers is
done only in the vacuum
region

(Fog0 + lI’q)|1/=y,,Jr0 = Y1 iy=yq70’

3 (Fq0 + ¥y)
aY

0w, (8.77)

Y .
Y=y, —0 Y=y,—0

)

where §, is Kronecker’s delta. The mean-square error is defined in the same form as
(8.73), but the integration range in the norm (8.72) must include not only the grating
surface but also the fictitious boundaries.

Let us check the convergence of the results obtained by the present method.
Figure 8.11 shows the variation of the normalized mean-square error and the energy
error as functions of the number of truncation N for both E- and H-wave incidence.
As is observed in these figures, the mean-square error decreases as N increases. An
approximate solution with 0.1 percent energy error is accomplished at N = 14 for an
E-wave. In the H-wave case convergence of solutions is not so fast as in the E-wave
case. We attain to one percent energy error at N = 23 in that case of polarization.

Figure 8.12 shows comparison of reflection efficiency for a perfectly conducting
grating as functions of the incident angle at E-wave incidence. The numbers (N, Q)
are (15, 4), (15, 5), and (30, 20) as H/d = 0.31, 0.4, and 1.066, respectively. The
curves and symbols represent the present results and the results by the integral equa-
tion method [46]. We find good agreement between the results. For dielectric gratings,
partition must be made not only in the vacuum region but also in the dielectric one. As
a result, numbers of unknown modal coefficients and boundary conditions become
doubled compared with the previous case.

Figure 8.13 shows comparison of transmission efficiency for a dielectric grating
as functions of the incident angle at H-wave incidence. The numbers (N, Q) are
(11,4). The curves and symbols represent the present results and the results by the
finite element method [20]. We find that the results agree with each other except for
the grazing limit.
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Fig. 8.11 Normalized
mean-square error Ey and
energy error ey as functions
of the truncation number N
for a PC grating with

2H/d =1,d/}» = 0.5, and
0 =30°

Fig. 8.12 Reflection
efficiency in percent for a PC
grating with d /1 = 0.75 at
E-wave incidence.
Comparison with the integral
equation method [46]

Fig. 8.13 Transmission
efficiency in percent for a
dielectric grating with

& =4,2H/d =1, and
d/) = 0.6 at H-wave
incidence. Comparison with
the finite element method
[20]
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Fig. 8.14 Diffraction by a dielectric grating: a Conical mounting; b Definition of §

Although there are a couple of methods that are capable of solving the problems
of extremely deep gratings, the present results make sense because they show a limit
of a conventional modal-expansion approach when using the Floquet modes as basis
functions.

8.3.3 Plasmon Surface Waves Excited on a Metal Grating
Placed in Conical Mounting

We show some numerical results in regard to plasmon surface waves excitation on
a metal grating placed in conical mounting [29]. Conical mounting is an optical
arrangement in which the plane of incidence is not perpendicular to grooves of a
grating as shown in Fig. 8.14. Readers can find detailed description of problem in
Appendix 3. We here illustrate the results obtained by the method explained there.

We deal with a sinusoidal silver grating whose surface profile is given by z =
H sin(2r x /d). The upper region V| over the grating surface is assumed to be vacuum
with a refractive index n; = 1 and the grating is made of silver with a complex
refractive index n,. As an incident light we consider an electromagnetic plane wave,
which is specified by the wavenumber in vacuum (k = 2w /1), the polar angle (0)
between the wavevector and the grating normal, and the azimuthal angle (¢) between
the X axis and the plane of incidence.

The diffracted fields in the conical mounting are decomposed into a TE and a TM
component which mean that the relevant electric and magnetic field are perpendicular
to the plane of incidence. The efficiency of the mth-order diffracted mode in V|,
hence, is represented as p,, = p. + pIM. Here, pIE or pI™ is the efficiency of the



198 A. Matsushima et al.
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TE- or TM-component of the mth-order diffracted mode.?® In the numerical examples
below we deal with a shallow grating made of silver with a period d = 0.556 pm
and an amplitude H = 0.0278 pm. Yasuura’s method provides sufficiently reliable
results for the problem of such a grating at the truncation number of the approximate
solutions N = 10.

Figure 8.15 shows the efficiency of the Oth-order diffracted mode py and the total
diffraction efficiency p™4! as functions of wavelength 1.2° The incident light is in
the TM incidence—a polarization angle § = 7 /2 in (8.114) of Appendix 3—where
the magnetic field is perpendicular to the plane of incidence. The polar angle and the
azimuthal angle are chosen as § = 9.2° and ¢ = 30°. As a complex refractive index
of silver n we take the interpolated values for the experimental data in the literature
[8]. In the figure we observe partial absorption of incident light at A = 0.515 wm and
A = 0.650 um as dips in the total efficiency curve.’® As we will see later, the dips
are associated with plasmon resonance absorption, which is caused by coupling of
surface plasmons with an evanescent mode diffracted by the grating [21, 34].

Figure 8.16 shows the Oth-order efficiency oy and the TE and TM component ,og M
and pl® as functions of § with a fixed azimuthal angle ¢ = 30°. The wavelength
is chosen as A = 0.650 wm and a refractive index is n, = 0.07 — i4.2. Remaining
parameters are the same as those of Fig. 8.15. We observe in Fig. 8.16 partial absorp-
tion of incident light at @ = 9.2°, we call it a resonance angle, as a dip in the p curve.
In addition we notice that ,og M takes a minimal value at the resonance angle, but ,ogE
increases there to the contrary. This illustrates the enhancement of TM-TE mode
conversion [5] that a TM component of the incident light is strongly converted into a
TE component of the Oth-order diffracted light when plasmon resonance absorption
occurs in a metal grating in conical mounting.

The efficiencies are given by oiF = (yim/y10) |ATE > and o™ = (vim/y10) [ATY1? Where yi,
is the propagation constant in the Z-direction of the mth-order propagating mode (Re (y1,) > 0)
concerning the upper region V1, and AT,E and AT,'::' are the expansion coefficients of the approximate
solutions defined in (8.120) of Appendix 3.

29 pTotal i5 3 summation of p,, over the propagating orders.

307 — pTotal represents the ratio of the absorbed light power by a metal grating to the incident light
power.
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In Fig. 8.17 we show the expansion coefficient of the —1st-order TM vector modal
function ATM, defined in (8.120) of Appendix 3 as a function of 6. The parameters in
the figure are the same as those of Fig. 8.16 where the — I st-order mode is evanescent.
The solid curve in Fig. 8.17 represents the real part of the expansion coefficient and the
dashed curve is the imaginary part. From this result we observe the resonance property
of the expansion coefficient ATM, at the angle of incidence 6§ = 9.2° and confirm that
the TM component of the — 1 st-order evanescent mode couples with surface plasmons
at the resonance angle. We thus demonstrate that plasmon resonance absorption is
associated with coupling of surface plasmons with an evanescent mode diffracted by
a metal grating.

We note that the excitation of surface plasmons is largely affected by the azimuthal
angle ¢. Figure 8.18 shows the plasmon resonance absorption for several ¢’s under
the same parameters as those of Fig.8.16. We observe that the resonance angle
varies with ¢ as shown in Fig.8.18. This means direction of propagation depends
on ¢, the direction in which the plasmon surface wave propagates. The azimuthal
angle ¢ has also large influence on the enhancement of TM-TE mode conversion
through plasmon resonance absorption. For example, a TM component of the Oth-
order diffracted mode almost vanishes at the resonance absorption at ¢ = 45°, buta
TE component becomes to be 0.7 there.
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8.3.4 Scattering by a Metal Bigrating

In this subsection we deal with a 3-D problem: diffraction by a metal bigrating whose
surface profile is periodically corrugated in two directions. We briefly describe the
formulation of Yasuura’s method for solving the problem by a metal bigrating and
then show numerical results of plasmon resonance absorption in the grating [16].

We consider a bisinusoidal metal grating shown in Fig. 8.19. The surface profile
of the grating is given by

N, y) = H [sin (2%)‘) +sin <2Z—y>] . (8.78)

The upper region V| over the grating surface Sy is vacuum with a refractive index

np = 1 and the region V; below the grating surface consists of a lossy metal with a

complex refractive index n,. The permeability of the metal is assumed to be pig.
The incident light is an electromagnetic plane wave

HCEHEE 879)
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Fig. 8.19 A bisinusoidal
grating and coordinate
system

Here, r is the position vector for an observation point, k' is the wavevector of the
incident wave, and h' = (1/wup) k' x e'. The wavevector is given by

K = (a, B, —) (8.80)

with « = ni1ksinf cos¢, f = n1ksinf sin¢, and y = n1k cosf. Here, k (= 2 /1)
is the wavenumber in vacuum, and 6 is the polar angle between the Z axis and the
incident wavevector, and ¢ is the azimuthal angle between the X axis and the plane
of incidence.

We denote the diffracted electric and magnetic fields by Eg P, H?(P) in the
regions Vy (£ =1, 2). Here we explain briefly Yasuura’s method for finding the
diffracted fields. We first introduce TE and TM vector modal functions defined in
the region V, (€ = 1, 2):

kg X Uz
TE (r) = eIF exp(—ikym, - 1), e€b = —" " 2
= ‘ =
(ofmn tmn p mn ’ tmn |k2mn x uZ| ’
™ ™ . ™ €mn X Komn (8.81)
@inn(T) = € eXp(—iKmp - 1), €y = T X
tmn X Zmn|

(m, n=0,%1,42,..)).

Here, uy is a unit vector in the Z-direction and Ky,,,, (¢ = 1, 2) is the wavevector of
the (m, n)th-order diffracted wave:

klmn = (amv ﬂn» ylmn)7 k2mn = (O‘mv ﬁnv _VZmn) (882)

with

om 2nm
tn=at T = Bt =2 — @ 4B (g3

(Re yemn = 0, Im ypy, < 0).
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We form approximate solutions for the diffracted electric and magnetic fields:

N N
E P omn (0 mn
I:H(KiNi| (r) Z A}r];:m |:'/’imni| (r) * Z AEX[” |: Z :| (r) (E B 1 2)

m,n=—N m,n=—N {mn
(8.84)
with |
wemn(r) T Ko X (pemn(r) (@ =TE, TM). (8.85)
The expansion coefficients A@mn, A}% are determined so that the approximate

solutions E¢, (P), HY,, (P) satisfy the boundary conditions in a weighted least-squares
sense. To do this, we minimize the mean-square error

Ey =/ v x (Ey +E —E3) ()| dS

| (8.86)
+ zg/ v x (Hy +H —Hy) ()] dS,

where S is one period cell of the grating surface Sy, v is a unit normal vector to the
grating surface, and Zj is an intrinsic impedance of the medium of V.

The mean-square error Ey is discretized by applying a two-dimensional trape-
zoidal rule where the number of divisions in the X- and Y -directions is chosen to be
J =2(@2N + 1). The discretized LSP with 24(2N + 1)? x 4(2N + 1)? Jacobian is
solved by QRD.

The diffraction efficiency p,,,, of the (m, n)th-order mode (yy,, > 0) in V| is given
by

where the efficiency of the (m, n)th-order TE or TM mode is given by

TE Vl_m|A Yim

o = |A (8.88)

lmnl s Pmn = lmnl .

We show the plasmon resonance absorption in a bisinusoidal grating made of
silver [12]. We consider a shallow bisinusoidal grating with a corrugation depth
H = 0.0075 pm and a period d = 0.556 pwm. The wavelength of the incident light is
chosen as A = 0.650 pm where only the (0, O)th-order diffracted mode propagates.
We take n, = 0.07 — i4.2 as the refractive index of silver at this wavelength.

Figure 8.20 shows the diffraction efficiency of the (0, 0)th-order diffracted mode
poo as functions of the polar angle 0 when the azimuthal angle ¢ = 30° is fixed. In the
efficiency curve we observe four dips A, B, C, and D at which incident light power
is strongly absorbed by the grating. The dips are associated with absorption that is
caused by the coupling of surface plasmons with an evanescent mode diffracted by
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a bisinusoidal silver grating. This is confirmed from Fig.8.21 where the expansion
coefficients (a) ATI\_/IlO and (b) AT(I)VI_l are plotted as functions of 6 under the same
parameters as in Fig. 8.20. The solid curves in Fig. 8.21 represent the real part of the
expansion coefficient and the dashed curves are the imaginary part. In Fig.8.21a, a
resonance property of the Afl\flo curve at 6 = 9.5°, i.e., a dip A, illustrates that the
TM component of the (—1, 0) evanescent mode couples with surface plasmons at
a dip A. From the resonant property of the A%\f | curve in Fig.8.21b we confirm
that dips B and D are associated with the coupling of the (0, —1) evanescent mode
with surface plasmons. Similarly, we can show a dip C is caused by coupling of the

(=1, —1) evanescent mode.
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Fig. 8.22 Simultaneous
resonance absorption in a
bisinusoidal silver grating

Fig. 8.23 Power flows of the
total field when simultaneous
resonance absorption occurs
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When an incident light with ¢ = 45° illuminates a bisinusoidal grating at the
specific angle of 0, i.e., the resonance angle, two surface plasmon waves are excited
and propagate in directions symmetric with respect to the plane of incidence. The
absorption associated with the two surface plasmon waves is called simultaneous
resonance absorption [12]. Figure 8.22 shows an example of the simultaneous reso-
nance absorption where the (—1, 0)th- and (0, —1)st-order evanescent modes couple
simultaneously with two surface plasmon waves at the same polar angle 6 = 12.2°.
The two surface plasmon waves excited simultaneously on the grating surface inter-
act with each other and the interference of the surface plasmon waves causes the
standing wave in the vicinity of the grating surface. This is confirmed in Fig. 8.23,
where the X and Y components of Poynting’s vector S on the surface 0.01d above
the one-unit cell of the grating surface are plotted as the vector (Sx, Sy).
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Fig. 8.24 Scattering by o (T
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8.3.5 Scattering by Periodically Located Spheres

Some numerical results are given for the scattering by dielectric spheres located
periodically in three directions [17]. This kind of structure is a fundamental model
of photonic crystals having properties of electromagnetic or optical band gaps.

As shown in Fig. 8.24, the structure is composed by stacking cubic unit cell regions
with a volume d?, each of which includes a sphere with radius a and relative per-
mittivity ¢,. The number of spheres is infinity along the both X and Y axes, and the
two-dimensionally infinite periodic structures are stacked to compose finite Q layers
in the Z direction. At present we limit ourselves to the case where either electric or
magnetic field of the incident plane wave is perpendicular to the page, allowing us
to use only one incident angle 6.

In the upper and lower semi-infinite spaces, the approximate wave functions
(Eon (r), Hyy (r)) and (Eg y(r), Hp1 n (1)) are expressed in terms of modal coef-
ficients Ay, "™ (N) and ATQF;TIX,! (N), respectively. The set of modal functions here is
the same as that employed in Sect. 8.3.4 for the two-dimensional periodic structures.
On the other hand, for the fields in the areas of periodically distributed spheres, a set
of vector spherical wave functions { e.h S(@),n>n h(r) } is used to write the approximate
wave functions. In the cube region of the layer g, they are expressed by

3N n
En@) | _ my, (ry) g, (ry) A7%,(N)
)-8 5 [ S )R] o

g=12,...,0),
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where Zj is the intrinsic impedance of vacuum and r, = (r4, 6,, ¢,) is a position
vector with its origin placed at the center of the gth sphere on the Z axis. Note that
the truncation number is selected as 3N in order to maintain the balance with the
half spaces from the viewpoint of the degree of approximation. The spherical wave

functions {m¢"(r,), ng;"(r,)} are written by combination of the spherical Bessel

functions of the nth order, the associated Legendre functions P,lm‘(cos 0,), and the
exponential (trigonometric) functions exp(imqb,,).31 The functions with respect to r,
are constructed beforehand so that they automatically satisfy the continuity condi-
tions for Eg, Eg, Hy, and Hy over the spherical surfaces r, = a [17]. As aresult, the
present problem is reduced to the determination of the modal coefficients such that
the remaining boundary conditions on the horizontal planes
{uz X (Eq’ HQ) =uz x (Equl’ HCIH) (8.90)
(between the layers ig and 8g + 1; ¢ =0,1,2,..., Q) ’

and the periodicity conditions on the vertical planes

uy x (E,, H,) exp(ikd sin 9)|X=

Uy X (Eq’ Hq) |Y=—d/2+0

g@=12,...,0)

—dj240 = Ux X (E,. Hq)|x=d/2—o’

= uy x (E,, H,) (8.91)

|Y=d/270

should be satisfied on the faces of the unit cells in the sense of least-squares. In the
boundary conditions (8.91), we count the upper and lower half spaces by the numbers
g0 and #Q + 1, respectively.

Figure 8.25 shows the normalized mean-square error and energy error as functions
of the truncation number N. We find that both errors decrease monotonically when
N increases. The period d is 0.8 times as the wavelength of the incident wave A
(=2m/k). Since the wavelength in dielectric material is shorter than that in the air,
we need large N for big spheres. However, even at a/d = 0.3, these errors become
less than 1% if N > 4.

Figure 8.26 is drawn to observe the effect of increasing the layer number on the
band of total transmission and total reflection. For the single layer at Q = 1, we
find two reflection points at d /A &~ 0.77 and 0.91. When the layer is increased, these
points are changed to reflection bands.

Figure 8.27 presents the reflected power for each mode as a function of incident
angle for a 4-layered structure. We observe the power is totally reflected when 6 is
less than about 40°. This property disappears for larger 6 due to the emergence of
the (—1, 0)th higher order modes having a cutoff angle 6 = 46°.

31 The vector m,e,,’,}: (ry) is perpendicular to the r, axis, whereas nf,,ﬂ (ry) has an r, component. That
is, the superscript TE (TM) in (8.89) means transverse electric (transverse magnetic) with respect
tor,.

q
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Fig. 8.25 Normalized
mean-square error Ey and
energy error ey as functions
of truncation number N;
0=2¢ =10,d/A=0.8,
and6 =0

Fig. 8.26 Normalized
transmitted powers as
functions of wavelength;
a/d =0.25,¢ = 12, and
0=0
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‘We should note that introduction of sequential accumulation in the process of QR
decomposition reduces the computation time from O (Q?) to O(Q") and the memory
requirement from O (Q?) to O(Q"), with Q being a number of sphere layers. See

[17] for the detailed data.
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Fig. 8.27 Normalized 1
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8.4 Conclusions

Because of the reasons we have stated in Sect. 8.1, we reviewed Yasuura’s method
of modal expansion attaching importance to the process of solution by the CYM:
choice of modal functions; a finite-sum approximate solution; least-squares boundary
matching; location and number of sampling points; and solution method for the LSP.
In addition, we included guidances for handling dielectric obstacles and gratings
placed in planer or conical mounting. Still more, we gave a comparison between
separated solutions and monopole fields in approximation power.

As for applications to 3D, we have only two grating problems in Sects. 8.3.4 and
8.3.5. Because we have been working in diffraction gratings, we do not have appro-
priate examples that show the effectiveness of the CYM in 3D scattering problems.
However, our former colleagues have solved the problems using the CYM and pub-
lished their results [11, 13]. Speaking from a theoretical point of view, they have
employed the set of multipole functions as the modal functions whose completeness
has been proven by Calderén [6].

We hope that the contents of this chapter would be useful for researchers and
engineers who need reliable methods for solving electromagnetic boundary-value
problems.
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Appendix 1: H-Wave Scattering by a PC Cylinder

Let us consider a problem where an H-wave (TM-wave) is incident to the obstacle
shown in Fig. 8.1. That is, the incident wave is polarized in the xy-plane so that the
incident magnetic field has only a z-component

H'(r) = u.F(r) = u, exp[—ikr cos(6 — 0)]. (8.92)
The scattered magnetic field has only a z-component
H(r) = u, ¥ (r) (8.93)

which is a leading field of the problem. Thus, we have
Problem 1’: H-wave, PC. Find ¥ (r) that satisfies:

(N1) The 2-D Helmholtz equation in Se;
(N2) The 2-D radiation condition at infinity;
(N3) The boundary condition

R (s) = g(s) = —8,F(s) (s eC). (8.94)

Here, 0, denotes a normal derivative at s. Equation (8.94) is called Neumann’s or
the second-kind boundary condition.

Employing the Green’s (or Neumann’s) function of this boundary-value problem
satisfying a homogeneous boundary condition

WN(@,s) =0 (reS;seC), (8.95)

we get a formal representation similar to (8.13)

c
Yyr) —¥(r)=— / N(r,s)[0,¥n(s) —g(s)] ds (rel). (8.96)
s=0

Here, ¥y denotes an approximate solution defined by

N
Uy = Y Bu(M)gu(D). (8.97)
m=—N
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After a discussion similar to that in Sect.8.2.2.3, we have a least-squares problem
for the H-wave problem:

LSM 1’: H-wave, PC. Find the coefficients B, (M) (m =0, =£1,...,£N) that
minimize the mean-squares boundary residual

2 2
e —gl? 1

ez lgl?

Ey (8.98)

N
Y Bu(M)dygn — ¢
m=—N

We can solve this problem on a computer following the procedure in Sect.8.2.3.
Approximations to other nonzero components can be found by

1
E}(r) = EVWN (r) x u,. (8.99)

It is worth noting that in an H-wave scattering from a dielectric obstacle, the
boundary condition (8.42) should be altered slightly. Let H*(r) = u, % (r), and
H'(r) = u,¥;(r), then we have

Ve(s) — Wils) = f(s) = —F(s)
{ 0, We —n20,94(5) = g(s) = —0, F(s), (8.100)

where the second line means the electric-field continuity and n? = &/s.

Appendix 2: Solution of LSP 1 by a Normal Equation and
Related Topics

Although we do not use a normal equation in numerical analysis, we look over the
solution method by the equation because it is an important theoretical tool in working
with a least-squares problem. Let us define an inner product between two functions
inH = L*(0, C) by

(f.8) =

s

f(s)g(s)ds, (8.101)

g&“ﬁq

then we find that || f|| = </(f, f). Employing these relations, we modify (8.22) to
obtain

N N N N
Ev=Y Y Au@uo)Ar— Y Aulon. )= (fro)An+IfI"

m=—N n=—N m=—N n=—N

(8.102)
The predictable M is not shown.
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Now we define a subspace of H, @y, spanned by the boundary values of a finite
number of modal functions {¢o(s), ¢+1, ..., 9+n}. An element of @y can be repre-
sented as

N
Wn(s) = D Angn(s). (8.103)

n=—N

Apparently, there is a minimum value of Ey, which is a squared distance between
f(s) and a point in ®y.3> The minimum is achieved when (8.103) agrees with the
foot of a perpendicular line from f(s) to the surface of @y. The necessary and
sufficient condition for this is that: The A,, coefficients are the solutions of the set
of linear equations

N
Y @) A= (@, ) (m=0,%1,... £N). (8.104)
n=—N

This is referred to as the normal equation (NE) of LSP 1 and is a formal solution to
the problem.*

Next, let us consider the minimization from a computational point of view. That
is, we try to find the A,, coefficients using the sampled values of boundary functions;
and the functions are represented by J-dimensional complex-valued vectors f, ¢,,,
and ¥ y as in Sect. 8.2.3. This leads us to DLSP 1. We know the orthogonal decom-
positions are useful tools for solving the problem. However, setting them aside, we
here consider a NE based on DLSP 1. Because the Jacobian matrix @ is J x M
(J > M), the set of linear equations

PA=f (8.105)

is over-determined and does not have a usual solution. However, if we multiply
(8.105) by @ from the left, we have

HA =D, (8.106)

where
H=o'® (8.107)

is an M x M positive-definite Hermitian matrix provided @ is full rank. And,

b=o't (8.108)

3215 f € @y, then Ey = 0. This, however, cannot occur in practice: For example, even in the case
of scattering from a circular cylinder made of a PC, we need an infinite series to represent a rigorous
solution because the boundary value has a form exp[—ika cos(6; — ¢)]. In addition, note that @ is
closed.

3We get (8.104) by setting (@, ¥n — ) =0 (m =0, £1,...,£N); or from dEy /dA,, = 0.
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is an M-dimensional right-hand side. Usually, (8.106) is referred to as the NE of
DLSP 1 and has been employed as a standard method of solution for a long time.

Obviously, (8.106) is an approximation of (8.104). For example, an (m, n)th
element of the coefficient matrix of (8.104) can be represented as

¢ J
N C [ C
(P> ) = f O ($)n (5) ds =~ 7;¢m<sj>¢n(sj) = 7«»1,«),,- (8.109)
s=0 -

The right-hand side of (8.109) is the (m, n)th entry of H multiplied by the line
element C/J. Hence, (8.104) and (8.106) are essentially the same thing, and they have
common weak points in numerical computations. Widely-accepted key observations
are:

e The NEisrigorous, in principle, and can be employed in theoretical considerations;

e The NE combined with Gaussian elimination (diagonal pivoting assumed) is equiv-
alent to the (modified) Schmidt QRD except for the next two items;

e The NE may lose information in constructing H = @7, and this process is time
consuming usually;

e The NE is dominated by the condition number of H that is square of the original
condition number: cond(H) = [cond(®)]?.

The last item means (8.104) and (8.106) are more sensitive to computational errors
than LSP 1 and DLSP 1. Therefore, the NE’s are more difficult to solve on a computer
than the original least-squares problems. We, hence, do not recommend the use of
(8.104) or (8.106). Even if we are working in the case where the inner products in
(8.104) can be calculated analytically, we should not employ (8.104) because of the
last item.

Before closing this Appendix, we would like to state a couple of comments on
(8.105). Apparently, J cannot be less than M because (8.105) is indeterminate for
J < M.If weset J = M, we have a point-matching method (PMM) or a collocation
method. The method is known to be effective if the contour C coincides with a part
of a coordinate curve of a system of coordinates in which Helmholtz’s equation is
separable; and that the modal functions are the separated solutions in that system.
Convergence of the PMM solution is related to the validity of the Rayleigh hypothesis
[2, 3, 18].

In Yasuura’s method we usually set J = 2M as we see in Sect.8.3.1. That is,
we employ 2M linear equations to determine M unknown coefficients. This may be
understood as a small device or improvement of the PMM. However, this produces
good results such as proof of convergence, wide range of application, and so on with
little increase of computational complexity as a reasonable cost.
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Appendix 3: Conical Diffraction by a Grating

In Sect.8.2.5 we dealt with diffraction by a grating, where all the field components
were functions of two variables (X and Y') and two independent cases of polarization
[E-wave (TE, s) and H-wave (TM, p)] existed. In addition, the directions of propa-
gating diffraction-orders were parallel to the plane of incidence. These were possible
because: (1) the grating surface was uniform in Z; and (2) the plane of incidence
was in parallel to the direction of periodicity uy. Here, we concisely examine the
problem of a lossless dielectric grating in which the second condition is not satisfied,
i.e., the plane of incidence makes a nonzero angle ¢ with the positive X-direction as
shown in Fig. 8.14a. We will see that

e The field components are functions of X, Y, and Z, but the dependence on Y —the
direction of uniformity—is limited,;

e The two cases of polarization are not independent, i.e., both TE and TM diffracted
waves exist for TE (or TM) incidence’;

e The direction of propagating orders lie on the surface of a cone whose vertex agrees
with the coordinate origin O; the direction of the zeroth mode is on the plane of
incidence at the same time.

Because of the third characteristic, this arrangement (¢ # 0) is called conical mount-
ing and the term conical diffraction is used. In this connection, the arrangement in
Sect. 8.2.5 is termed planar mounting.

Let the incident wave be

Ei ei i
[Hi] (r) = |:hi] exp(—ik' - r). (8.110)
Here, €' and h' are electric- and magnetic-field amplitude, which are related by

. 1 . .
h=—Kk'x¢ (8.111)
wo

and k! is the incident wavevector defined by
ki = (n1ksin@ cos ¢, niksinfsing, —nikcosb) = (a, B, —y) (8.112)

with @ being the polar angle between the wavevector ki and the grating normal u.
We decompose the incident wave into a TE(s)- and a TM(p)-component, where TE
(or TM) means that the electric (or magnetic) field of the relevant incident wave is
perpendicular to the plane of incidence. To do this, we define two unit vectors that
span a plane orthogonal to the incident wavevector

34 Assume a PC surface-relief grating with a TE-wave incidence, for simplicity, and imagine the
surface current induced. It apparently has a Z-oriented ingredient, which excites a TM-wave com-
ponent.
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TE _ (o ™ _ . .
e~ = (sing, —cos¢,0), e = (cosfcosqe,cosdsing,sinb). (8.113)

They give the directions of the incident electric fields that are in the TE- and TM-
polarization.® Thus the decomposition is

e =e™®coss +e™sins, (8.114)

where § is a polarization angle shown in Fig.8.14b. § = 0 and 7 /2 mean TE- and

TM-incidence. Hence, an incident wave has three angular parameters: ¢, 6, and §.
We consider the problem to seek the diffracted electric and magnetic field in the

semi-infinite regions V; and V, over and below the grating surface Sg.

Problem 4 conical, dielectric grating. Find the solutions that satisfy the following
requirements:

(CD1) The Helmholtz equation in V| and Vy;

(CD2) Radiation conditions in the positive and negative Z-direction;

(CD3) A periodicity condition that: therelation f(X +d, Y, Z) = ¢! f(X, Y, Z)
holds for any component of the diffracted wave, and the phase constantin Y is §;

(CD4) The total tangential component of electric and magnetic field must be con-
tinuous across the grating surface Sg.

Dealing with a problem of conical diffraction, we should keep in mind the unique
nature of the problem. First, because every field component has a common phase
constant 8 in Y, it is sufficient to match the boundary condition on a cross section
between the grating surface and a plane ¥ = const. The conically-mounted gratings,
hence, belong to the class of quasi-3-D structures. Second, because the TE- and TM-
wave are not independent, we always need both TE and TM vector modal functions
in constructing approximate solutions.

We define the modal functions satisfying (CD1)-(CD3) by

@) = el exp(—ikp, - 1), @i (r) = ejy exp(—ikpy - 1) 8.115)
“€=1,2, m=0,%£1,+£2,...). ’
Here,
ki X U elf x k
TE Lm Z ™ tm tm
elE = Sem X U7 — St D), 8.116
" T xuzl” P Tl k] ) (®HO
klm = (amv ﬁ? ylm)v k2m = (amv ,39 _VZm)s (8117)
and
— Zmz — \/ )2 2 4 g2
am—a"'Tv Yem = (I’lz ) _(Dlm"'ﬂ ) (8118)
(Re Yem = 07 Im Yem = 0)
35¢TE js perpendicular to the plane of incidence; the fact that the magnetic field accompanying e™

is orthogonal to the plane can be seen by manipulation.
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Note that the functions in (8.115) are for constructing electric fields. For the magnetic
fields we get

1
Vin(@®) = ——Kpw X @3, (1) (€=1,2; q=TE, T™M) (8.119)
wo

through Maxwell’s equations. Finite linear combinations of the modal functions
define approximate solutions:

Eiv e P o Pim
[ J o= 2 A [Ji oo 2 [ ] e
(8.120)
Here, the number of modal functions M is neglected.

The unknown coefficients in (8.120) should be determined in order that the solu-
tions satisfy the boundary condition (CD4) approximately in the mean-squares sense.
For this purpose we first consider the cross section C between the grating surface Sg
and a plane Y = 0. This is the same thing as the periodic curve C in Sect.8.2.5.In a
similar way to one in Sect. 8.2.5, we define the primary period S|, whose boundary C,
(C C), the function space H consisting of all the square integrable functions on Cj,
and the norm || f|| of a function f(s). Then, we can state the least-squares problem
that determines the unknown coefficients:

LSP 4: conical, dielectric grating. Find the coefficients AJM and ATM (¢ =
1,2; m =0, %1, ..., £N) that minimize the mean-square error

Ey = H" X (Euv +E —Ezzv)H2 +Z3 Hv X (I:Iuv +H - flzN)“z. (8.121)

Here, Z, denotes the intrinsic impedance of vacuum and E' etc. mean periodic
functions with respect to x defined in the same way as one in (8.69)—(8.71). The
method of discretization and the solution method are found in Sect. 8.2.4.

Appendix 4: Comparison of Modal Functions and Algorithm
of the SP

Here we show some results of effectiveness comparison between three kinds of modal
functions in solving a sample problem?: E-wave scattering from a PC cylinder whose

36We can use monopole fields also in the grating problems discussed in Sect.8.2.5. A countably
infinite set of monopoles located periodically in x—i.e., the location is given by (x; + €d, y1)
0 <x; <d; y1 <n(xp); £=0,+£1,+£2,...)—radiates a plane wave [4, 36] satisfying (GD1)
and (GD2). If we let the monopoles be accompanied by phase factors exp(ifkd sin 6), the plane
wave meets the periodicity (GD3). Increasing the number of monopoles in the first strip region to
M,ie., (x,y) = (x1,y1), (x2, y2), (x3,¥3), ..., (xpm, yu), and repeating the same procedure, we
have a set of M plane waves, which is the desired set of modal functions [28, 37].
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cross section is given by?’
C:ry=a(l+0.2cos36;). (8.122)

Let us normalize every quantity having dimension of length by the total length of
C. And, we assume the incident wave comes along the x-axis from the negative
x-direction (i.e., t = 0).

The modal functions considered here are: (a) the separated solutions, which we
defined by (8.7) in Sect.8.2.2; (b) monopole fields defined by (8.9); (¢) monopole
fields whose poles are located densely near the convex part of C. Because the sepa-
rated solutions are known widely, we explain the monopole fields below:

(b) Equally spaced poles. Let L be a similar curve to C with the ratio of similitude
d (0 < d < 1).3® We arrange M poles on L at regular intervals. Then, the distance
between two poles is L/ M where L is the length of L.

(c) Concentration of poles near the convex parts of L. (i) First, we draw the simi-
lar curve L. (ii) Next,we calculate the curvature « (¢) of L as a function of ¢ (€ L),
and add some positive bias c in order that the biased curvature (BC) be no less than
0: k(t) = k(1) + ¢ (= 0). (iii) Thirdly, we define a probability density function
by normalizing the BC.* ¢

/E(t/) dt’

f@:%f——n (8.123)

/E(r’) dt’

0

Thus we get the number of poles between ¢, and #, by

Mmsz/fmm. (8.124)

We have solved the problem using the method explained in Sects. 8.2.2 and 8.2.3.
We used three kinds of modal functions (a), (b), and (¢); and tried at two frequencies:
ka = 10 and 30. The parameter d was set to be 0.87. To see the accuracy of a solution
we calculated two kinds of errors: the normalized mean-square error Ej(m) and

37 Although the employment of polyphase wave functions is effective because of the periodicity, we
do not use them for simplicity.

38 According to the result of numerical computation, an optimum d was in the rage [0.85, 0.90]
when the total number of poles was between 40 and 120. If we increased (or decreased) the number
of poles, the optimum d approached 0.90 (or 0.85). Note, however, that the trends were observed in
solving a particular problem with specific computational parameters and are no more than reference
data.

39The result of sample calculation has shown that the use of [BC|* (@ > 1) instead of BC (i.e.,
further emphasis of the convex part in locating poles) gives better solutions.
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the error on energy balance (or on the optical theorem) ejs(m). The former is the
same thing as one defined in (8.22) and (8.30)% except that the subscript shows the
total number of modal functions. The latter shows the deviation from a proportional
relation between the forward scattering amplitude and total cross section.*! The
argument m shows the type of modal functions: m = sep, esp, and pcc, which mean
(a) separated solutions, (b) equally-spaced poles, and (c) poles concentrated near the
convex parts.

Results at ka = 10. Because the obstacle size is handy, the Ej; errors fall off
rapidly: E4s(sep), Ess(esp), and E3;(pcc) are below 1%. As for the e, errors of the
solutions, the situation is different. The solutions with esp or pcc modal functions
converge rapidly as ey (esp) and ey (pcc) are below 1% at M =~ 30. On the other
hand, e3; (sep) is about 10%. Increasing M to 70, we have: e7g(esp) = 9 x 1079%;
ero(pee) =1 x 107%; and e71(sep) = 4%.

Results at ka = 30. The advantage of the monopole fields is clear in this range
of frequency. Setting M ~ 100, we have Ejo(sep) = 4%, Ejgo(esp) = 2 X
107'%, Eigo(pce) = 2 x 1073%, ejo1(sep) = 7%, eipo(esp) = 2 x 107'%, and
ejpo(peec) =5 X 1073%. The pcc modal functions seems to be the best choice in
solving the problem. In fact, we can find an accurate solution with a 107°% ey,
error by setting m = pcc and M = 120.

These results mean that the potential of a combination of separated solutions is
not so strong in describing scattered fields from obstacles deformed strongly from a
circle. We have two ways to cope with this issue: (i) employment of a set of modal
functions other than the separated solutions*?; and (ii) employment of the SP.

The Algorithm of the SP

Here we include a guidance how to apply the SP in the boundary-matching process
based on Yasuura’s method of modal expansion for convenience. We start from DLSP
1, i.e., minimization of the numerator of (8.30), ||®A — f||. Instead of minimizing
it directly, we force a constraint

1, dA —f) =0 (8.125)

on the M-dimensional solution vector A, where the parentheses mean an inner prod-
uctand1 =111 --- 1]T is a J-dimensional constant vector.
An operator of the smoothing procedure (in a discretized form) is a J x J matrix
given by
K® = [K](.g)], (8.126)

40We have applied the rule J = 2M and have omitted J.

41 The relation is referred to as the optical theorem, which implies energy conservation.

42We have employed the monopole fields and have seen their effectiveness [30]. It is worth noting
that inclusion of a few dipoles located near the convex part of L in addition to the monopoles
improves the efficiency greatly. This might be related to Cadilhac-Petit’s opinion [7] in locating the
poles near an internal focus.
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where p means the order of the SP. The explicit forms of the matrix elements for
p=1,2,and3 are®:

a _ . =1 1

Kje—u(]_z)__‘] —5,
ITG=0> - 1

K® = __ — —1.

it 2[ B Tt (8.127)

L[j—e® 3G-0° lj—¢ 1

KY =2 - —1.

it 6[ J3 27 T a7 16

Thus we can state a method of solution with the SP as follows:

DLSP 3: E-wave, PC, SP. Find the solution vector A that minimizes the discretized

mean-square CIror
_IKP(@A — )| 5.128)
SN T E '

under the constraint (8.125).

Two ways are possible to solve this conditioned least-squares problem: (i) employ-
ment of Lagrange’s multiplier; and (ii) elimination of a modal coefficient by using
the constraint. Although (i) is a standard way in handling a constraint, we take (ii)
because our constraint is simple and can eliminate one of the M unknowns to deduce
a least-squares problem with M — 1 unknowns.
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Chapter 9 ®)
Pole Location in GMT Geda

James E. Richie

Abstract This chapter begins with an overview of the variety of methods and tech-
niques used to choose discrete pole locations in the family of Generalized Multipole
Techniques (GMT). The heuristic rules and guidelines that are described are often
quite successful. In addition, studies of the performance of GMT methods for canon-
ical problems are reviewed. It has been shown that there are at least two sources
of error when using GMT: analytically-based error and numerically-based error.
The effective spatial bandwidth (EBW) of fields along the boundary of scatterers is
described and used to show the conditions necessary to obtain stable solutions from
GMT techniques. The EBW for two-dimensional circular boundaries is applied to
some examples. In addition, an extension of EBW for non-circular boundaries is
described and applied to elliptically shaped boundaries.

9.1 Introduction: GMT and Its Variations

There are many techniques to compute the electromagnetic scattering from objects.
The methods considered here are based on the use of discrete sources to model the
scattered field and (in the case of non-perfectly conducting scatterers) the internal
field. The name used here for these methods is the Generalized Multipole Technique
(GMT) [1]. Authors refer to particular implementations of these methods as the
Multiple Multipole Program (MMP), the Method of Auxiliary Sources (MAS), the
Filamentary Current Method (FCM), and the Method of Fictitious Sources (MFES).

In Fig.9.1 a scattering object is shown. The object has some permittivity ¢, per-
meability ., and conductivity o. There is an incident field denoted as E' and H'. The
goal is to determine the scattered (E*, H*) and internal fields (E¢, HY).

One model for determining the unknown fields is the Rayleigh hypothesis. A
multipole expansion with all poles at a single origin is used. A large number of poles
may be needed at the origin depending on the size and complexity of the object.
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Fig. 9.1 The general z
scattering problem

ELC

Computing the coefficients may be difficult and the series solution may converge
slowly.

A second approach is to use the moment method [2]. In this approach, an integral
equation (IE) is formulated that expresses the boundary conditions of the problem
assuming an unknown current on the object surface. The current is modeled using
basis functions with unknown coefficients. Then, testing functions are applied to the
resulting modified integral equation to compute the coefficients. Because the current
is on the boundary and the IE is evaluated on the boundary, special care must be
taken near the singularity in the kernel.

In the moment method, enough computational complexity must be applied to the
basis and/or testing functions to obtain suitable accuracy [3]. To ensure sufficient
accuracy, sophisticated basis functions with simple testing functions can be used or
vice versa. Similar results are obtained by using a lesser amount of sophistication
applied equally to the basis and testing functions.

In the GMT methods, multipoles are used. The sources are not at a single origin as
in Rayleigh’s hypothesis, and the sources are not on the boundary as in the moment
method. Typically, scattered field poles are inside the object and internal field poles
are outside the object.

Each multipole has unknown strength. To determine the pole coefficients, the
boundary conditions are satisfied at a discrete set of locations on the surface of
the object, i.e., collocation or point matching is used. Using a number of boundary
condition equations equal to or greater than the number of unknowns, a linear system
of equations (LSE) can be solved to obtain the unknown coefficients.

Sufficient accuracy can be obtained using point matching due to the sophisticated
arrangement of the multipoles. The pole locations are adjusted according to the
complexity of the problem. Borrowing terms from the moment method, sophisticated
“basis” functions are used and therefore point matching can be applied with little
loss in accuracy.
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A number of researchers have applied discrete source methods to electromagnetic
scattering. GMT is discussed in [4], where two-dimensional and three-dimensional
problems have been solved using the Multiple Multipole Program (MMP) [5]. The
MMP implements multipoles at multiple origins and uses an overdetermined LSE
to find the pole strengths. The work in [6] is a similar implementation of GMT for a
conducting body of revolution.

In [7-9], the Filamentary Current Method (FCM) is described for two/dimensional
problems. In FCM, filaments of current (monopoles) are used to model the scattered
and internal fields. The same research group also reported some three-dimensional
work in [10].

The Method of Auxiliary Sources (MAS) is fundamentally formulated from [11].
The MAS is organized slightly differently than the previous techniques [12]. In the
MAS, auxiliary sources are placed on an auxiliary surface (AS). The auxiliary sources
are usually the lowest order poles, and the auxiliary surface is typically conformal
to the boundary. The sources are homogeneously placed on the AS.

There are a number of advantages to GMT methods. By choosing multiple ori-
gins that are away from the surface, the singularity inherent in the moment method
is avoided. Another advantage is that the effect of the multipoles becomes approxi-
mately localized. Each multipole expansion has a strong effect along the portion of
the boundary that is closest to the pole origin. This localization improves convergence
of the scattered field model.

In addition, the integration along the bounding surface that is often necessary in
moment methods is avoided by using collocation. This results in a computational
algorithm that is more efficient than the moment method.

A final advantage of GMT is that the boundary conditions can easily be verified by
computing the fields along the surface of the scatterer. This feature of GMT solutions
is highly significant because the accuracy of the solution can be inferred from the
boundary condition error.

Although GMT and its variations have several advantages, there are some disad-
vantages as well. One disadvantage is that objects with edges and corners require
special care to solve for the fields. A second disadvantage of the GMT methods is
that it may be unclear where to place the multipoles. The number, location, and order
of the poles is not obvious when solving a specific scattering problem.

9.2 Placement Rules Developed and Utilized

Some researchers have reported “rules” for the placement of poles for solving scat-
tering problems in GMT. Typically, the rules are cast within the specific variation of
GMT, i.e., MAS rules, MFS rules, etc. In this section, the variety of heuristic rules
proposed for GMT shall be discussed.

A few early guidelines for the use of GMT appearin [6, 8, 9]. In [6], the scatterer is
acone-sphere, which is a body of revolution. The multipoles are placed along the axis
of rotation. This is well-known to be a beneficial choice for bodies of revolution. Also,
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Fig. 9.2 Tllustration of the
region of influence. The pole
origins are the dots, the
boundary is solid, and the
regions of influence are the
circles

it is shown that the order of the poles should increase as the pole origin approaches
the tip of the cone. In [8, 9], the scattering of a plane wave by a dielectric cylinder of
radius a is modeled using filaments of current. The poles used to model the scattered
field are found to be ideally situated between 0.5a and 0.8a; for the internal field, 2a
is shown to be an adequate pole distance.

Hafner published some heuristic guidelines in [4]:

e pole origins must be outside the domain of the modeled field;

e 1o pole should be within the region of influence of another pole;

e the minimum distance from the pole origin to the boundary should be on the order
of one wavelength or less.

A key concept in this list of rules is the region of influence. Figure 9.2 illustrates
the concept of domain of greatest influence for a pole. The boundary is divided into
subdomains where each subdomain is linked to the origin of a multipole expansion.
A circle is drawn, centered at the origin of the pole and has a radius somewhat larger
(roughly 1.2-1.4 times) the minimum distance from the pole origin to the boundary.
The region of influence admits an angle, ¢, for origin n, as shown in Fig.9.2.

Hafner provided additional guidelines regarding the poles and match points. Each
origin consists of an expansion of poles that begins at the lowest order (0 for two
dimensions, 1 for three dimensions) and includes all orders up to the maximum.
For smooth boundary regions, the angles ¢, should be roughly equivalent. For more
complex boundary regions, as the angle ¢, increases, the highest pole order required
for origin n should increase.

Additional guidance regarding the nature of the pole distance to the boundary
is reported in [13]. As the radius of curvature of the boundary decreases, the poles
should come closer to the boundary and the poles should come closer together. This
was demonstrated using cylinders of elliptical cross section and the packing number
concept.

Pole location in the MAS is described differently. In MAS [12], an auxiliary
surface that is conformal to the boundary is defined. The lowest order poles for the
problem are then placed in a uniform fashion along the AS. As the AS approaches
the boundary, the density of the poles increases. The lowest order poles in the two-
dimensional case are monopoles (or current filaments). In the three-dimensional case,
pairs of perpendicular dipoles, both tangent to the boundary, are used.
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One disadvantage of GMT techniques is modeling the scattered field for scatterers
with edges and/corners. There are two approaches to resolve this problem. The first
is to slightly round off the corner of the scatterer itself. In the cone-sphere object case
[6], it is reported that a radius of 0.01 A results in a radar cross section error less than
0.5dB. A second technique for edges is described in [14] and is shown in Fig.9.3.
In this approach, poles are placed closer to the boundary as the expansion origins
approach the edge. As the origins approach the edge, the pole density increases along
with the matching point density. Although both approaches can provide acceptable
results, [12] suggests that the second approach provides more accurate results than
rounding the edge.

9.2.1 Automatic and Semi-automatic Pole Placement
Approaches

A very early attempt to automatically place the poles in GMT is reported in [15]. In
this method, a network of origins is defined for possible pole locations. To place a
pole, all possible origins are tested to determine which location will minimize the
residual boundary condition error. This (rather slow) procedure results in a mono-
tonically decreasing boundary condition error as poles are added to the field model.

A detailed discussion of rules for the nearly automatic placement of multipoles
appears in [16] and represents a refinement of Hafner’s guidelines discussed earlier.
The guidelines are based on the geometry of the boundary along with the wavelengths
of fields in each region.
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The pole placement procedure is based on three ideas:

e the complexity of the fields is correlated with the complexity of the geometry;

e the density of poles should correspond to the complexity of the geometry;

e the polelocations should avoid numerical dependencies that result in ill/conditioned
matrices.

Based on these principles, a set of heuristic rules are developed:

e the distance from the pole location to the boundary is chosen according to the local
radius of curvature of the boundary;

e cvery section of the boundary must be within the region of influence of some
expansion origin;

e the distance between the multipoles must be larger than the radius of each region
of influence and be somewhat larger than the distance of each origin from the
boundary;

e a multipole origin must be outside the domain of validity of the field.

These rules ensure that pole origins are neither too close to each other or to the
boundary. Reference [16] provides a number of examples that illustrate these rules
and some common exceptions for pole placement.

The rules are implemented by constructing an auxiliary surface that the multipole
expansions lie on. The algorithm used to define the auxiliary surface depends only
on the local properties of the boundary. The exceptions in [16] show that non-local
effects can cause pole locations to severely violate the spirit of the rules.

Other automated procedures related to pole location have been reported. In [17] a
scheme is described for detecting (and removing) pole locations that cause the matrix
to be ill-conditioned. In [18, 19], a genetic algorithm is used to find the optimum pole
placement in MAS for perfectly conducting and dielectric cylinders, respectively.

9.2.2 Singularities of the Scattered Field

In principle, the scattered field induced by some incident field on an object can be
analytically continued into the object. However, this analytic continuation is limited
by the location of the scattered field singularities (SFSs). The SFSs must exist, or
the scattered field would be constant everywhere.

The pole locations in GMT methods are the singular points in the scattered field
model. The GMT pole locations must enclose the SESs of the true scattered field
to obtain an accurate model for the scattered field. A fundamental analysis of the
scattered field singularities and their relationship to the scatterer boundary appears
in Chap.5 of [1].

To illustrate the importance of the SFSs, consider the scattering of a monopole
line source in the vicinity of a perfectly conducting cylinder of radius a, as shown
in Fig.9.4. The line source is at a radius p, from the center of the cylinder. It is well
known that the analytic continuation of the scattered field for this canonical problem
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Fig. 9.4 Geometry of scatterer (radius a) with a monopole line source at p,. Pole locations shown
at p; outside the radius of the singularity (p;)

exists within the cylinder for radius p between a and a?/ p, (indicated as p; = a*/p,
in the figure).

An early investigation of the performance of GMT on the problem for Fig. 9.4 (per-
fectly conducting cylinder case) appears in [7]. This study shows that pole locations
that do not enclose the singularity provide results that are not stable. Specifically,
as the number of poles increases, the solution tends to vary considerably with little
improvement in the boundary condition error. However, for pole locations that do
enclose the singularity (such as p; in the figure), the results are very stable and the
boundary condition error falls rapidly as the number of poles increases.

One way to understand the role of the SFS’s is to consider a point source a distance
d above a perfectly conducting ground plane. The SFS is at a distance d below the
ground plane. In [20, 21], the MAS is used to investigate pole locations for this
canonical problem. An auxiliary surface is placed parallel and under the ground
plane at a distance b < d. For b near zero (close to the ground plane), a large number
of poles are needed to accurately model the scattered field. As b increases, fewer
poles are required for similar accuracy. When b = d, only one pole is needed.

This result along with some additional canonical examples are used to argue that
MAS can be extremely efficient, particularly for large scatterers. This is accomplished
by using the SFS locations (or caustic surfaces) as the location of the auxiliary
sources.

For general scatterers, a scheme is developed and applied in [21] that computes
the locations of the caustics for a more general scatterer. The techniques are also
applied to the inverse scattering problem.
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9.2.3 Summary Comments

The semi-heruistic rules described earlier along with the examples provided in [16]
provide a suitable framework for choosing pole locations that are likely to result in a
reasonable solution to a scattering problem. Coupling these rules with knowledge of
the scattered field singularities and the special considerations for particular geometric
details (such as edges or corners), GMT and its variations are quite successful.

Despite the success of the rules and guidelines described in this section, the use
of GMT and its variations continues to rely on the experience and intuition of the
person applying the method, particularly when choosing pole locations. Additionally,
situations have been observed where the method fails for no apparent reason. These
difficulties have led to studies regarding convergence and error analysis of the MAS.
In the next section, an error analysis of MAS and discussion of convergence issues
for these techniques will be described.

9.3 Convergence and Error Analysis in MAS

The creation of guidelines for pole placement in the GMT methods is one step
toward understanding the best implementation of discrete source methods. Another
step is to investigate the nature of error and convergence in the GMT methods for
canonical problems. In this section, convergence and error analysis of the MAS will
be described for the case of a circular cylindrical scatterer.

The Method of Auxiliary Sources is based on the use of auxiliary sources on
an auxiliary surface. The fundamental theory considers a continuous source on the
auxiliary surface. In practice, an approximation to the theory is used where a dis-
crete collection of N monopoles are placed on the auxiliary surface. Convergence is
concerned with the nature of the solution as the number of sources increases. There-
fore, as N — oo, the solution for the fields should converge to the exact solution.
However, it is possible for the solution to not converge as N increases. Error analysis
is concerned with the characteristics of the error in the implementation of the MAS.
This error can have multiple sources. For example, errors can be due to the numerical
computations, and errors can be due to the approximation of the continuous source
as a set of N poles.

9.3.1 MAS Convergence Analysis: Monopole Line Source
Incident Field

One area of recent interest is the nature of the convergence of MAS methods as N
approaches infinity. In [22], the convergence properties of the MAS for a line source
scattering from a perfectly conducting cylinder (see Fig.9.4) are reported. Cases



9 Pole Location in GMT 229

where the auxiliary surface does enclose the SFS’s and where it does not enclose the
SFS’s are compared.

When the AS encloses the singularities, the MAS pole strengths are well-behaved
and converge as N increases. In addition, the pole strengths in this case also replicate
the analytic continuation of the scattered field within the object between the AS and
the scatterer boundary.

When the AS does not enclose the singularities, the pole strengths oscillate and
do not converge as N approaches infinity. Fields between the AS and the scatterer
boundary can not replicate the analytic continuation of the scattered field within
the object. The pole strength oscillations are not due to matrix ill-conditioning.
Even though the coefficients do not converge, the fields do converge to a close
approximation of the actual scattered fields on and outside the object.

In [23], the results of [22] are extended to dielectric circular cylinders with a
line source incident field. For the dielectric case, an auxiliary surface (of radius p,)
outside the cylinder is used to model the internal field as shown in Fig.9.4. If p; < p,
(as shown in the figure), the pole strengths are stable and convergent. If p; > p,,
then the pole coefficients are not stable. In both cases, the fields within the cylinder
converge toward the solution.

Thus, as the research into the nature of convergence for the MAS shows, there
are two distinct types of convergence. The first is concerned with the convergence
of the scattered and internal field. The second is concerned with the convergence
of the pole strengths. In the preceding analysis, it was demonstrated that the pole
coefficients converge if the singularities are enclosed by the AS. The field model can
converge to the solution even when the pole coefficients do not converge.

9.3.2 MAS Accuracy Analysis: Plane Wave Incident Field

A second area of recent interest is the analysis of the accuracy of MAS. Consider the
problem of a TM? incident plane wave on a perfectly conducting circular cylinder.
Plane wave illumination can be considered as monopole illumination where the
distance between the monopole and the cylinder is very large. As the monopole
moves away from the cylinder, the singularities approach the origin. Therefore, the
auxiliary surface for a cylinder illuminated by a plane wave can range in size from
nearly zero to nearly the radius of the cylinder.

In [24], the MAS solution to the plane wave incidence problem is analyzed. The
MAS matrix is analytically derived and investigated in a fashion similar to [25].
The condition number and invertability of the matrix are studied. It is shown in
[24] that the computational error can be separated into an analytical and a numerical
component. The error that dominates the total error in the solution is found to depend
on the radius of the auxiliary surface.

The following is a brief synopsis of the results reported in [24]. First, consider
the effect of the auxiliary surface (AS) radius. For very small AS radius, the numer-
ical error dominates. This is due to the numerical precision of the computer used to
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perform the calculations. As the AS radius increases, the numerical error falls. At
some point, the increasing radius reaches a region where the analytical error domi-
nates the cumulative error.

As the AS radius increases further, the analytical error increases. For an AS radius
nearly equal to the cylinder radius, the numerical error again begins to increase faster
than the analytical error. This increase in the numerical error is attributed to the very
large entries along the diagonal of the matrix since the poles are very close to the
matching points on the cylinder.

For an AS radius where the analytical error dominates the cumulative error,
increasing the number of auxiliary sources results in lower boundary condition error.
This is the result expected from the fundamental theory that MAS is based upon.

Finally, a set of spikes in the numerical error are observed at very specific and con-
sistent ratios of AS radius to cylinder radius. Using the analytically derived solution,
it is shown that these errors are due to zeros of the Bessel function.

In conclusion, it is suggested in [24] that the auxiliary surface should be placed
as far from the boundary as possible and yet close enough to the boundary to avoid
numerical errors. One convenient method of estimating the optimum location is to
monitor the condition number of the matrix, since the condition number is a way to
approximate the expected level of numerical error.

The analysis in [24] for TM® plane wave scattering on a perfectly conducting
circular cylinder is repeated in [26] for the TE? plane wave PEC case, in [27] for the
dielectric cylinder, and in [28] for the case of a cylinder with material properties that
allow the use of the surface impedance boundary condition (SIBC).

In each case, the results are very similar. When the auxiliary surface has a very
small radius, the numerical error dominates because of the numerical precision of
the machine. When the auxiliary surface radius approaches the cylinder radius, the
large diagonal entries cause numerical errors. Isolated spikes in the numerical error
are attributed to zeros of the Bessel functions.

For the dielectric case, the radius of the auxiliary surface to model the internal
field is also investigated. In this case, no numerical difficulties are encountered.

Itis instructive to correlate the results of the MAS accuracy studies in [24, 26-28]
with the heuristic rules discussed earlier [16]. In particular, the large numerical errors
are avoided by appropriate application of the rules: poles should neither be too close
together nor too close to the surface. In fact, as the poles approach the surface, they
ideally should proportionately approach each other to maintain suitable regions of
influence.

9.3.3 Summary Comments

The studies described in this section focus on the numerical implementation of MAS
and details of the resulting solutions for some well-known canonical problems. How-
ever, there are other ways to describe and quantify the characteristics of the scattered
field model. In two-dimensional MAS, the fundamental object in the scattered field
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model is a monopole displaced from the origin. In the next section, the characteris-
tics of the displaced monopole will be compared to the characteristics of the incident
field to obtain additional insight regarding pole placement.

9.4 Effective Spatial Bandwidth

In this section, the effective spatial bandwidth (EBW) of fields on a boundary is
introduced, described, and computed to ascertain the range of radii that will provide
MAS solutions that avoid excessive numerical error (as in [24]) and avoid large
oscillations in the MAS source strengths (as in [22]). Two examples will be used to
demonstrate that EBW is an effective, relatively practical engineering tool to evaluate
the suitability of pole locations.

9.4.1 Introduction

An incident field scatters off of a circular cylinder with radius a, as shown in Fig.9.5.
The cylinder is infinitely long, and the incident field is polarized such that the electric
field is in the z direction, parallel to the cylinder axis. There is no field variation in
the z direction. The incident field can be a plane wave or a line source in the vicinity

y
p-pP’
a P p
(0] X
ﬁ _ E n
e r) "
free space

Fig. 9.5 Geometry of scatterer (radius a) showing the location of a pole in the scattered field model
(at p’), the location of an internal field pole (at p”'), and a point on the boundary (at p). Incident
field may be a plane wave or a line source (L) at p,
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of the cylinder (both are shown in the figure). The line source may be a monopole or
a multipole of some order with even or odd symmetry in the angle ¢. The scatterer
in general has conductivity o and permittivity €. An exp{jwt} time dependence is
assumed throughout.

Using Rayleigh’s hypothesis, the scattered field is

o0

E} ppaic = Y el (kp) e ©.1)

n=—0o0

where k is the wavenumber outside the cylinder, and H,?) () is the Hankel function
of the second kind of order n representing outward traveling waves. If the incident
field is a unit strength plane wave, E; = exp{—jkx}, then

J (ki
= — '_"% 9.2)
H,” (ka)
where a is the cylinder radius.
In GMT, the scattered field is modeled as a collection of monopoles:

NP
E =) aHPKklp—p,|) 9.3)

n=1

where there are N, poles with amplitudes a,, at locations p),, and | p; | < a. We
have assumed only monopoles in the scattered field model. The internal field is also
modeled using a set of monopoles at origins | p)/ | > a as

NF
E! =) bHP kil o= p)]) 9.4)
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where k, is the wavenumber inside the cylinder. In both (9.3) and (9.4), the poles are
equally spaced in ¢.

Suppose the incident field is a plane wave such that the solution for EY is given
by (9.1) with ¢, in (9.2). The scattered field model consists of monopoles displaced
from the global origin of the scatterer. A displaced monopole can be written as a
multipole expansion at the global origin using the addition theorem (AT):

HPUlp=p' D)= Y Julkp)HP (kp) e~ 95)

n=—0o0

where p (p-) is the smaller (larger) of p and p'.
Consider a single monopole in the scattered field model (9.3). The distance p’ < a,
so the coefficients of the AT expansion are governed by the Bessel function J, (kp’). If
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o’ is very small, only a few terms in the AT expansion are significant because J,,(kp")
will quickly go to zero as n increases. However, ¢, may have considerable values for
many more terms. In this case, the scattered field model may not accurately represent
the actual scattered field. This is analogous to the situation described earlier and in
[24]. The auxiliary surface (i.e., p;,) is too small and the numerical errors dominate
the errors in the scattered field computation.

If p’ is very small, the a, coefficients are affected as well. If J,,(kp") decays more
quickly than c,, then the computed coefficients, a, in (9.3), will become very large.
To match the boundary condition, the sum in (9.3) must remain bounded. Therefore,
while the magnitude of a, diverges, the phase of a,, will provide extensive cancelation
to the fields along and outside the boundary, as explained in [22].

On the other hand, consider the case where p’ is large enough. The AT expansion
coefficients will decay at a rate that is similar to ¢,. The pole locations admit a
scattered field error that is dominated by the analytic error of [24]. The a, will most
likely be stable values at a reasonable magnitude.

9.4.2 Theoretical Development of EBW

In this section, the concept of effective spatial bandwidth of the fields is described. A
procedure to quantify the bandwidth is developed and used to aid in pole placement
in the GMT.

A plane wave is incident upon the cylinder of the previous section. On the cylinder
boundary, the incident field has a constant magnitude and the phase variation is
correlated to the position on the boundary. As the cylinder radius increases, the
phase of the incident field varies more. If a line source is the incident field, the
magnitude of the field along the boundary will also vary according to the distance
between the line source and the cylinder boundary.

Suppose a GMT monopole is inside the cylinder. If the monopole is at the origin
(p’ = 0), the field along the boundary has a constant magnitude and phase. As p’
increases, the boundary field variation increases. If p’ = a, then the field of the
monopole on the boundary is singular at the monopole.

Thus, if the amount of variation of the field along the boundary can be quantified
for both the incident field and the monopoles in the scattered field model, then the
GMT pole radius can be chosen so that the amount of variation of the GMT pole
matches the variation of the incident field along the boundary. Using GMT poles
with similar variation is likely to result in coefficients a, and b, that are stable and
well-behaved in addition to satisfying the boundary conditions.

The variation of the fields along the boundary of the scatterer will be quantified
using the effective spatial bandwidth of the fields. An early study on the bandwidth
of scattered fields can be found (for the non-periodic case) in [29]. In the two-
dimensional case described here, the scattered field is periodic. The “bandwidth” or
Effective spatial BandWidth (EBW) is introduced in [30], and is summarized below.
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Consider a field quantity such as E, denoted e(¢), around the circular boundary
of Fig.9.5. Define the energy of e(¢):

2
() = / (&) 12p(@)d 9.6)
0

where p(¢) is the distance from the origin to the point on the scatterer at angle ¢. The
function e(¢) can have many harmonics. Since the boundary is a circle, the harmonics
will be exp{jn¢} where n is an integer. Our present goal is to find the function ey (¢)
that has a maximum spectral component exp{jN¢}. One could convert e(¢) to the
spectral domain, eliminate terms with coefficients greater than NV, and convert back to
the spatial domain to find ey (¢). Analytically, it is convenient to use the convolution:

2
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where the subscript N indicates that the function has been bandlimited to a maximum
harmonic of order N, C is the circumference of the scatterer, and

sin[(N +3) (¢ —8)]

(9.8)

For a periodic function e(¢), define EBW = N such that N is the smallest integer
with Ay < 0.1%, where

N = W x 100% 9.9)
In other words, find N such that 99.9% of the energy is within the first N harmonics.

Computation of the EBW for the incident field along the boundary is now possible
using the above definition. The EBW for a monopole in the GMT scattered field model
can also be found. If the location of the GMT monopole is varied from a very small
radius to nearly the radius of the scatterer, there should be a radius where the EBW
of the monopole matches the EBW of the incident field.

If the pole location is at a radius where the EBW of the poles matches or is a bit
larger than the incident field EBW, then, the GMT solution for the scattered field
would be well behaved because the model includes enough field variation along the
boundary to match the boundary conditions. The resulting coefficients a, should also
be well-behaved and converge as N, approaches infinity.

If the pole locations are at a much smaller radius, then the EBW of the GMT poles
is significantly smaller than the incident field EBW. In this case, the GMT poles are
unable to match the variations in the incident field along the boundary. Therefore, the
numerical implementation results in a, coefficients that have divergent magnitudes
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and oscillating phases to create the field variation required to match the boundary
conditions.

9.4.3 Results

In this section, the EBW of fields along the circular boundary are computed for
several different cases.

9.4.3.1 Plane Wave Incident Field

Consider a unit strength plane wave incident on the cylinder, traveling in the +x
direction. The electric field is given by E = EY¢,, where

o]
EP = e/ = et = N i, (kp)e™? (9.10)

n=—0o0

where the superscript p indicates plane wave.
The field E? on the boundary of a cylinder with radius a can be limited to a
bandwidth of N:

00 2
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The integral is 27 exp{jn¢} if |[n| < N and is zero otherwise. As N increases, the
quantity in brackets approaches zero. Once the bracketed quantity becomes small

enough so that A, < 0.1%, the EBW is found.

The EBW for a plane wave incident on the cylinder can also be computed numeri-
cally by integrating (9.6) and (9.7). A graph of the EBW of a plane wave as a function
of cylinder radius a is shown in Fig.9.6.

As expected, when a is very small, the plane wave EBW is also small because
the phase remains fairly constant around the boundary. As a increases, the phase
variation around the boundary increases resulting in a larger EBW.

9.4.3.2 Monopole Line Source Incident Field
The field due to a unit strength monopole line source at p, is written as:

0 2
EC=HP®k|p—p,l) 9.12)
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where the superscript o indicates a monopole line source. The EBW for the line
source on the cylinder boundary can be computed in the same fashion as the plane
wave incident field case. Figure 9.7 shows the results of this calculation for cylinders
of radius 0.5 and 1.0 A.

For aline source very close to the scatterer, the EBW is quite large and diverges as
po/a — 1.As p,increases, the EBW converges to the plane wave value. Convergence
to the plane wave result depends on both p, and a. For larger a, a larger p, is needed
to reach the plane wave approximation.

9.4.3.3 GMT Monopole Located Inside Cylinder

A monopole inside the scattering cylinder represents one term of the scattered field
model. The electric field at p for a unit strength monopole at location p’ is given by:

Ef =HP(k|p—p'l) (9.13)

where the superscript M indicates GMT monopole. After applying the AT, the ban-
dlimited field for the monopole can be computed as:
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Fig. 9.8 EBW for a EBW
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where the same integral as found in (9.11) is seen. If p’ = 0, the monopole is at the
origin. The field around the cylinder will be constant and the only non-zero term
in the series of (9.14) will be the n = 0 term, as seen by the J,(kp’) factor. As p’
increases, the number of terms in (9.14) with a significant J,,(kp’) will increase as
well. The number of significant terms in the series is an indication of the EBW for
Eﬁ"’N Therefore, as p’ increases, the EBW increases as well.

The EBW for a GMT monopole can be computed by numerically integrating as
before. The EBW for a monopole within cylinders of radius 0.5 A and 1 A are plotted
as a function of p’ in Fig.9.8.

As seen in Fig. 9.8, the EBW for the GMT monopole increases slowly at first and
diverges as o’ — a. A larger cylinder results in a higher EBW for a similar monopole
location.

9.4.3.4 GMT Monopole Located Outside Cylinder

For penetrable scatterers, the internal field is modeled using poles outside the scatterer
as in (9.4). The EBW for a GMT monopole outside the cylinder is identical to the
monopole line source results shown in Fig. 9.8. If the monopole is placed far from the
scatterer, the field is approximately a plane wave. Then, the model for the internal field
is approximately a plane wave expansion using a finite set of plane wave propagation
directions.

9.4.4 Examples

In this section, some example calculations are used to evaluate the usefulness of EBW
when choosing pole locations. The EBW for the incident field, denoted EBW "¢ will
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be compared to the EBW for the scattered field (EBW**“"). GMT will be used to
compute the solution to the scattering from a cylinder under a variety of situations.
The GMT model for the scattered field is (9.3) and the internal field is (9.4). Solutions
are obtained by choosing a set of N, matching points, equally spaced in ¢ along the
boundary. The ¢ values are identical to the ¢ values for the pole locations. A LSE
with square matrix is formulated by forcing the total tangential electric field to zero.
The LSE is solved to obtain the unknown coefficients.

To evaluate the accuracy of the solution, define the average boundary condition
error (in percent) as:

360°

1 D |EL(9) + E3()]

£% = — 4 x 100% (9.15)
|EZ(D)]

360
p=1°
Recall, if the scattered monopole radius is too small, the a, tend to diverge in
magnitude and oscillate in phase. Typically, one would prefer a solution that has
stable and converging coefficients. Solutions with stable coefficients shall be called
“suitable” or “stable” solutions.
To quantify the stability or suitability of GMT solutions for the general problem,
define a measure, V, that depends on the scattered field coefficients:

V — |an|max (9.16)

Note that a similar scheme using V = |a, |4, 1s implemented in [23].

The measure V takes the maximum coefficient magnitude and divides by the sum
of the coefficients. If the coefficients are very large with nearly equal and opposite
phases, V will be large and diverge as N, increases. If the coefficients are well
behaved, then V' will remain nearly constant as N, increases.

9.4.4.1 Example 1. Plane Wave Incident on a PEC Circular Cylinder

A perfectly conducting (PEC) cylinder of radius a = 1.0 A is excited by a plane wave.
The spatial bandwidth for the incident field is EBW™ = 9. A GMT monopole within
the cylinder has an equivalent EBW when p’ is approximately 0.4 A.

Figure 9.9 shows the GMT results for various p’ using N, = 30 monopoles. The
average boundary condition error (€ %) indicates a “best” solution for p’ near 0.125 A.
However, the suitability measure V diverges strongly for p’ < 0.4 A. Recall that the
EBW for the monopoles and the incident field match at o = 0.4 A.

Next consider results for increasing N,. Figure9.10 shows % and V for p’
at 0.25A and 0.45A. For both p’ values, the average boundary condition error
decreases as N, increases. The suitability does not diverge in either case; however, for
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p' =0.251, |V] is two orders of magnitude larger. In general, the non-divergent
behavior of | V| indicates that the poles are enclosed by the auxiliary surface. The
suitability degrades as p’ decreases because of the numerical error described earlier.

In this example, it is clear that using p’ greater than 0.4 A is useful to avoid
numerical errors. This result demonstrates the validity of EBW as a guide to choosing
the pole radius.

9.4.4.2 Example 2. Monopole Line Source Incident on a PEC Circular
Cylinder

A perfectly conducting cylinder of radius a = 1.0 A is in the vicinity of a monopole
line source. The location of the line source is p, = 1.12 A at ¢ = 0. The EBW of the
incident field is EBW" = 16. A GMT monopole within the cylinder has an equiva-
lent EBW when p’ is approximately 0.75 A. The singularity for the configuration is
at a*/p, = 0.893 A. Note how the radius to satisfy the EBW requirement is smaller
than the singularity radius.
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Figure9.11 shows the average boundary condition error and V as a function of
GMT monopole radius for the monopole line source example with N, = 30. The
boundary condition error does not fall much below 1% because N, is small; however,
V illustrates divergent behavior as p” gets smaller. The value of V is quite small for
o' near 0.9 A, as expected from the singularity radius.

Figure9.12 shows €% and V for Example 2 as N, increases from 10 to 40. In
all cases, the average boundary condition error decreases as N, increases. When
o' = 0.6 X, the pole radius is smaller than the radius dictated by both the singularity
and EBW. The V increases to very large values as N, increases. For p’ = 0.8 1, the
pole radius is large enough to satisfy the EBW requirement but not the singularity
requirement. In this case, V is smaller. When p" = 0.9 A, both conditions are satisfied
and V remains quite small and fairly constant over the entire range of N,,.

In general, Example 2 illustrates that enclosing the singularity results in the best
situation for the GMT monopoles for a scattering problem. However, in many cases,
the location of the singularity may be difficult to ascertain; in these cases, the EBW
can be used as a way of estimating the pole locations that come close to enclosing
the singularity and hence, obtain a suitably stable solution to the problem.
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9.4.5 Comments on the Dielectric Cylinder Case

All of the results in the preceding section pertain to the scattering from a perfectly
conducting cylinder. In this brief section, the results obtained for a dielectric cylinder
will be discussed [31]. For adielectric cylinder, the boundary conditions change; there
is now a condition of continuity of the tangential magnetic field as well as continuity
of the tangential electric field.

In the dielectric case, the internal field is modeled using (9.4). At the boundary,
only the ¢ component of the magnetic field is needed:

1 OE.

=—— 9.17)
Jow 3p
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A set of N, matching points are chosen along the boundary. There are 2N, unknowns
and each matching point admits two equations. Thus, a square matrix is obtained and
used to find the unknown coefficients.

The effective spatial bandwidth calculations are independent of the material prop-
erties of the scatterer. Thus, the EBW results shown previously are still valid. The
EBW guidelines for the scattered field monopole locations are the same.

The internal field monopoles at p, follow guidelines that can be inferred preced-
ing, depending on the incident field type.

For a monopole line source, p, must be between the cylinder radius a and the line
source distance p,. The EBW of the GMT monopoles at p./ follows the same analysis
as the monopole line source. Therefore, if p; is larger than p,, then the internal field
model will have a smaller EBW than the incident field.

For a plane wave incident field, [31] reports that p; may be quite large with-
out encountering large boundary condition errors and still provide suitably stable
solutions. As the monopole moves far from the cylinder, the field in the vicinity of
the cylinder will become approximately a plane wave. Thus, having a collection of
monopoles far from the cylinder is equivalent to a discrete plane wave expansion for
the internal field.

9.5 Effective Spatial Bandwidth for Non-circular Cylinders

In this section, the generalization of the EBW calculation to non-circular two-
dimensional geometries is briefly introduced. First, a modified kernel for the bandlim-
iting operation is presented. Then, results are presented using a perfectly conducting
cylinder with elliptical cross section.



242 J. E. Richie

9.5.1 Introduction

The effective spatial bandwidth for some field quantity on the scatterer boundary
is computed by performing the bandlimiting operation and comparing the energy
in the original function and the bandlimited function. For non-circular boundaries,
the EBW can be computed by modifying the bandlimiting operation. The key is the
kernel in the integration over the boundary, By (¢, ). Properties of the kernel include
that the kernel is constant for N = 0 so the integration returns the average value of
e(¢). Also, the kernel must be periodic over the arc length of the boundary. Since
the kernel must be periodic, EBW will again be integer values.
The appropriate modified kernel can be written:

sin [(V + 1) 2.~ )]

sin [%%”(s — a)]

Kn(s,0) = (9.18)

where the boundary is parameterized by s and C is the circumference of the boundary.
Both s and o are distances between 0 and C, relative to a point on the boundary
identified as s = 0. The integrations (9.6) and (9.7) are also modified to integrate s
oro from O to C.

The EBW of a plane wave over a non-circular scatterer boundary, for example,
has some interesting features. The variation in the incident field will be a function
of the angle of incidence. Thus, EBW will be a function of the angle of incidence of
the plane wave. Similarly, the EBW for a GMT monopole within the scatterer will
be a more complex function of pole location.

9.5.2 Scattering from a Perfectly Conducting Elliptical
Cylinder

As an example, scattering of a plane wave by an elliptical cylinder as shown in
Fig.9.13 will be discussed. The cross section is an ellipse with major axis 2a and
minor axis 2b. The axes are aligned with the x and y axes. An ellipse can be param-
eterized as points (x, y):

X=acost y=bsint (9.19)

where ¢ is from O to 2. An ellipse is also characterised by its eccentricity, e:

az — 2

e = 5

(9.20)
a

where e = 0 indicates a circle (a = b) and e = 1 corresponds to a flat plate from
x = —ae to x = ae. Denote ellipses that have the same focal points as a family of
ellipses. Then, ellipses with equal ae products are in the same family.
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The incident field is a plane wave arriving at some angle of incidence (AOI). For
example, a plane wave traveling in the +x direction has AOI = 0° and in Fig.9.13,
AOI = 225°. The electric field is in the z direction.

The focal points (ae, 0) and (—ae, 0) are also the singularities for the scatterer
geometry. Therefore, the scattered field model should have an auxiliary surface that
encloses the line segment between the focal points.

The EBW for a plane wave incident on an elliptical cylinder with a = 1 A for
b =0.1xand b = 0.5 is shown in Fig.9.14. The figure shows the EBW results as
a function of AOI. For b = 0.5 A, there is a small amount of change in EBW with
AOI. Near 0° and 180°, the EBW falls slightly from the 90° result of EBW = 8.
However, the b = 0.1 A case is more interesting. The range of EBW values is from
2 to 13. Near AOI = 0°, the plane wave propagates parallel to the narrow dimension
of the ellipse. Large phase variations of the incident field occur along the x direction
and result in a large EBW. Near AOI = 90°, the phase variations along x are much
smaller and a lower EBW is observed.

The EBW for a GMT monopole inside the cylinder positioned at (x', 0) is shown
in Fig.9.15. The scatterer again has @ = 1 X, and data for b = 0.1 and 0.5A is
shown. In both cases, the EBW begins smaller and rises sharply as x” approaches
a. In addition, the EBW is higher when b = 0.1 A for all x’. One interesting item to
note in Fig.9.15 is that the EBW of the interior monopole does not monotonically
increase as x’ increases. For example, for the b = 0.5 A case the EBW falls for x’
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near 0.2 A and 0.6 A. The nature of this drop is unclear. Figure 9.16 shows results for
a GMT monopole at (0, y'). Similar trends are observed.

To complete the elliptical cylinder example, the EBW results will be applied to the
GMT solution for plane wave scattering by an ellipse witha = 1 X and b = 0.5 A. The
AOI shall be 90° which admits an EBW"¢ = 8. The GMT monopole results indicate
that EBWYMT = 8 when x’ = 0.88 A. This result is consistent with the notion that
the singularities must be enclosed by the auxiliary surface. Using a = 1 A, the focal
distance:

ae = /3/2 = 0.866 < 0.88 9.21)

The monopole results also indicate that EBWSMT = 8 when y’ = 0.32 A.

The GMT scattered field model consists of 50 monopoles placed on an ellipse
with @' = 0.88 A and a variable &'. It has been observed that poles and observation
points equally spaced in 7 (see (1.19)) provides better results when compared to poles
equally spaced in arc length. In all simulations, the match points and pole locations
are equally spaced in ¢ along each ellipse.

The boundary condition error and suitability measure V are shown in Fig.9.17
for simulations where b’ sweeps from nearly zero to nearly 0.5 A. The boundary
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Fig. 9.17 GMT results for &% A%
an elliptical cylinder, 100 — | — 100
a=1xb=052,and
a’ = 0.88 A: solid: £%; 1= S 130
dotted: V
0.01 - 10
0.0001 —| L3
\ \ \ \ !
0 0.1 0.2 0.3 0.4 0.5
v'(A)

condition error is quite small for small b’ and increases for b’ larger than 0.15 A. The
cause of the spike near » = 0.275 A is not known.

An unusual dip in the boundary condition error occurs near ' = 0.15 A. In general,
it has been observed that auxiliary surfaces that are in the same family as the scatterer
boundary provide the lowest boundary condition error. Using

ge=dé — &= ? ~0984 — B =0.156 (9.22)
it is seen that the dip in boundary condition error near » = 0.15 A is when the
auxiliary surface is in the same family as the boundary.

The suitability measure V shown in Fig.9.17 is larger for small and large b'.
Strictly, the minimum is near ¥ = 0.2 A; however, V does not increase significantly
until &' > 0.32 A. This is consistent with the EBW calculations, which showed that
the EBW for a y-displaced monopole matches the plane wave EBW at y’ = 0.32 A.

In this section, EBW was implemented for scatterers of elliptical cross section.
The EBW calculations result in an auxiliary surface that encloses the singularities of
the scattered field. However, EBW calculations result in global information. In more
complex situations, local characteristics of the scatterer boundary and the incident
field may dominate decisions regarding pole placement.

9.6 Conclusions

The family of GMT methods to solve scattering problems has many advantages;
however, one major disadvantage is a lack of knowledge or understanding regarding
the placement of the poles. Heuristic rules and guidelines have been developed and
are quite successful.

In addition, analysis of the performance of the technique (particularly MAS) has
been accomplished by studying the canonical problem of scattering by a circular
cylinder. Accuracy analyses and investigation into the different types of convergence
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are described along with the relationship between pole placement and the scattered
field singularities.

Finally, the effective spatial bandwidth for tangential fields along the boundary of
scatterers has been described. The location of the GMT poles is chosen so that the
EBW of the poles matches (or slightly exceeds) the EBW of the incident field. The
EBW concept was extended to non-circular boundaries and the elliptical cylinder was
used as an example to illustrate the usefulness of the effective spatial bandwidth.
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