Physica Scripta

PAPER « OPEN ACCESS

: : Recent citations
On the Ewald Oseen scattering formulation for R —

light scattering: stability, singularity and e ——-HH
parallelization

To cite this article: Aihua Lin and Per Kristen Jakobsen 2020 Phys. Scr. 95 015201

View the article online for updates and enhancements.

This content was downloaded from IP address 129.242.187.108 on 16/01/2020 at 11:38


https://doi.org/10.1088/1402-4896/ab3d0d
http://dx.doi.org/10.1016/j.apnum.2019.08.026
http://dx.doi.org/10.1016/j.apnum.2019.08.026

OPEN ACCESS
10OP Publishing

Physica Scripta

Phys. Scr. 95 (2020) 015201 (11pp)

https://doi.org/10.1088/1402-4896 /ab3d0d

On the Ewald Oseen scattering formulation
for light scattering: stability, singularity and

parallelization

Aihua Lin and Per Kristen Jakobsen

Department of Mathematics and Statistics, UIT the Arctic University of Norway, NO-9019 Tromsg,

Norway

E-mail: aihua.lin@uit.no

Received 14 April 2019, revised 30 July 2019
Accepted for publication 20 August 2019
Published 15 November 2019

Abstract

®

CrossMark

In this paper we discuss some of the mathematical and numerical issues that have to be addressed
when calculating wave scattering using the Ewald Oseen scattering (EOS) formulation which is
newly developed for solving linear and nonlinear scattering problems. The discussion is framed
in context of light scattering by objects whose optical response can be of a nonlinear and/or
inhomogeneous nature. The discussions address two issues that, more likely than not, will be
part of any investigation of wave scattering using the EOS approach.
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1. Introduction

A new hybrid numerical approach for solving linear and non-
linear scattering problems, the Ewald Oseen scattering (EOS)
formulation, has recently been introduced and applied to the
cases of 1D transient wave scattering [1] and 3D light scattering
[2]. The approach combines a domain-based method and a
boundary integral representation in such a way that the wave
fields inside the scattering objects are updated in time using the
domain-based method, while the integral representation is used to
update the boundary values of the fields, which are required by
the inside domain-based method. In such a way, for the num-
erical implementations, no numerical grids outside the scattering
objects are needed. This greatly reduces the computational
complexity and cost compared to fully domain based methods
like the finite difference time domain (FDTD) method or the
finite element methods. The method can handle inhomogeneous
and/or nonlinear optical response, and include the time depen-
dent boundary element method (TBEM), as a special case.

Original content from this work may be used under the terms

BY of the Creative Commons Attribution 3.0 licence. Any
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the title of the work, journal citation and DOIL
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For the case of 1D transient wave scattering [1], we
illustrate our approach by implementing the EOS formulation
for two different toy models for scattering electromagnetic
waves which are our particular interest. The method solves the
model equations accurately and efficiently. This does not mean
that only models that in some way are related to electro-
magnetic scattering can be subject to our EOS approach. The
only one requirement for the EOS approach to be applicable is
that it must be possible to derive an explicit integral formula-
tion for the PDEs of interest. However, we do not expect the
1D case to be fully representative for the problems and issues
that need to be resolved, while using the EOS formulation to
calculate wave scattering. We do, however, expect the case of
3D light scattering [2] to be fairly representative with respect to
which problems arise, and also the computational and mathe-
matical severity of these problems. We have seen three types of
mathematical and computational issues arise for the case of
light scattering which we believe are to be found in any non-
trivial application of the EOS formulation to wave scattering.

Firstly, we have the issue of numerical stability. Instabilities
in numerical implementations of the EOS formulation can arise
from discretization of the domain part of the algorithm but also
from discretization of the boundary update part of the algorithm.
The numerical instability arising from the boundary part of the

© 2019 IOP Publishing Ltd  Printed in the UK
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algorithm has been noted earlier in the context of transient light
scattering from objects that has a linear homogeneous optical
response. For this situation, realized for example in antenna
theory, the boundary part of the EOS algorithm can be dis-
connected from the domain part of the algorithm, which in this
case can be discarded. The EOS formulation becomes a pure
boundary update algorithm which is solving a set integro-diff-
erential equations located on the boundary of the scattering
objects. These integro-differential equations, which are the
defining equations for TBEM, are subject to an instability that, in
many common situations, strikes at late times. This late time
instability is a major nuisance, and has prevented TBEM from
being more widely applied than it is today. The sources of these
instabilities are not yet fully understood, but we believe that our
investigation of light scattering using the EOS approach, gives
some new insight into the origin of these instabilities.

Even without a true understanding of the underlying
causes of the late time instability, efforts have been made and
several techniques have, over the last several decades, been
developed with the goal of improving the stabilities of the
numerical schemes designed to solve the integro-differential
equations underlying TBEM.

Broadly speaking, there are two different directions that
have been pursued. One direction is to delay or remove the late
time instability by applying increasing accurate spatial integra-
tion schemes [3-8]. For instance Weile and his co-authors
have published a series of articles focused on illustrating the
dependence of the stability on the different numerical integration
schemes [3-5]. The other direction is aimed at designing more
stable time discretization schemes. Bluck and his co-authors
developed a stable, but implicit numerical method, [7, 8] for
the integro-differential equations underlying TBEM, for the case
when the magnetic response is the dominating one. These are
the so called magnetic field integral equations. Some authors
have reported some success in mitigating the instability by both
making better approximations to the integrals and also applying
improved algorithms for the time derivatives [9, 10].

Our work has not been directly aimed at contributing to
this discussion, but, as already noted above, the integro-diff-
erential equations discussed by these authors can be seen as a
special case of our general EOS approach, and we therefore
believe that the insights we have gained on how this long time
instability depend on the different pieces of the EOS algorithm,
in particular how it depends on the material parameters
describing the optical response of the scattering object, do have
some relevance to the discussion described above.

Secondly, there is the issue of the singular integrals that
appear when the integral part of the EOS algorithm is dis-
cretized. This issue is very much present in BEM and in
TBEM [11-14], but they are more prevalent and severe for
the EOS formulation, where we have to tackle both surface
integrals and volume integrals. We believe that the type of
singular integrals, and how to treat them for the case of light
scattering, are fairly representative for the level of complexity
one will encounter, while applying the EOS approach to wave
scattering problems. For this reason we find it appropriate to
include a section in this paper, where we discuss relevant
types of integrals, and how to treat them.

Thirdly, the fundamental equations underlying both the
TBEM and our more general EOS approach to transient wave
scattering, are retarded in time. This retardation is unavoidable
since their underlying equations can only be derived using space-
time Green’s functions. Thus the solutions at a certain time
depend on a values of the solutions from a potentially very long
previous interval of time. Computationally this means that the
method can be very demanding with respect to memory, and it
also means that the updating of the boundary values of the fields,
which is done by the boundary part of the EOS algorithm, can be
very costly. Parallel processing, either using a computational
cluster or a shared memory machine can take on these compu-
tational tasks. However, whenever large scale parallel processing
is needed, the issue of appropriate partitioning of the problem and
load balancing inevitably comes into play. In our work the EOS
algorithm was implemented on a large cluster, but we will not in
this paper report on any of the parallel issues that our EOS
approach for light scattering gave rise to. These kind of con-
siderations, which are important in practical terms, but typically
have fairly low generality, are somewhat distinct from the
mathematical and numerical issues that are the focus of the
current paper, and will therefore be reported elsewhere at a
later time.

However, the high memory requirement of the EOS
approach to light scattering, is something that should be
addressed at this point. On the one hand, the EOS approach
represents a large, potentially very large, reduction in memory
use, as compared to fully domain based methods, since only the
surface and inside of the scattering objects has to be discretized.
On the other hand, because of the retardation, there is a large,
potentially very large increase in memory use compared to the
memory usage needed by the domain part of the algorithm. It is
appropriate to ask if anything has been gained with respect to
memory usage compared to a fully domain based method like the
FDTD method? We do not, as of yet, know the answer to this
question, and the answer is almost certainly not going to be a
simple one. It will probably depend on the detailed structure of
the problems like the nature of the source, the number, shape and
distribution of scattering objects etc. However, even if the
memory usage for purely domain based methods and our EOS
approach are roughly the same for many problems of interest, our
approach avoid many of the sources of problems that need to be
taken into account while using purely domain based methods.
These are problems like stair-casing at sharp interfaces defining
the scattering objects, issues of accuracy, stability and complexity
associated with the use of multiple grids in order to accommodate
the possibly different geometric shapes of the scattering objects
and the need to minimize the reflection from the boundary of the
finite computational box. The EOS approach is not subject to any
of these problems.

In this paper our effort are aimed towards testing the EOS
formulations of light scattering with respect to implementa-
tion complexity and numerical stability. Thus we illustrate the
method by the simplest situation where we have single scat-
tering object in the form of a rectangular box.

In section 2 we analyze the numerical stability of our
EOS scheme for light scattering by using eigenvalues of the
matrix defining the linearized version of the scheme exactly
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like for the case of 1D wave scattering [1]. We find, just like
for the 1D case, that the internal numerical scheme, Lax—
Wendroff for our case determines a stability interval for the
time step. In the 1D case, the stability interval of the EOS
formulation is purely determined by the internal numerical
scheme. However for the 3D case, there is another lower limit
of the stability interval determined by the integral part of the
scheme which leads to the situation where the lower limit of
the stability interval is determined by the integral equations,
and the upper limit is determined by the internal numerical
scheme. We find that the late time instability is highly
depended on the features of the scattering materials and
specifically, it is directly related to the values of the relative
magnetic permeability 1, and the relative electric permittivity
€. Using this we prove that, for the relative permeability and
permittivity in a certain range, the numerical scheme for our
EOS formulation of light scattering, works well and is with-
out any late time instabilities. The late time instability is only
observed for high relative electric permittivity or high relative
magnetic permeability. We also observe that the lower limit
of the stability interval for the time step is more sensitive to
relative differences in magnetic permeability 1, than electric
permittivity €, between the inside and outside of the scatter-
ing objects.

In section 3 we present the singular integrals that appear
in our EOS formulation for light scattering and the techniques
we use to reduce their calculation to a singular core, which we
calculate exactly, and a regular part which we calculate
numerically.

2. Stability

In this section we discuss instabilities showing up at late times
when we discretize the EOS formulation for light scattering.
Whether or not the late time instabilities show up, depends on
the values of the material parameters defining the problem. The
overall method is far to complex for an analytical investigation
of the stability to be feasible, but using numerical calculation of
the eigenvalues of a linearization of the system of difference
equations defining the numerical implementation of the EOS
formulation, supplemented by running of the full algorithm, we
find that the domain part and the boundary part of the algo-
rithm contribute to the instability separately and in different
ways. The focus of this section is to disentangle these two
contributions to the instability. For the domain part of the
algorithm we use Lax—Wendroff, which is an explicit method.
The discrete grid inside the scattering object must, for the EOS
formulation of light scattering, support both discrete versions
of the partial derivatives, and also discretizations of the inte-
grals defining the boundary update part of the algorithm. For
this reason the grid is nonuniform close to the boundary. The
discretization of the domain part of the algorithm takes the

form of a vector iteration
Qn+1 — MQ", (21)

where Q is a vector containing the components of the electric
field and the magnetic field at all points of the grid with a size

r=0.479(stable) :
— T

[T T

[Efx.t)]
OOHFNNW
Scihnombino

© [Ty

Figure 1. Numerical solutions from different values of 7. ©; = 1.0,
ey = L5, po = 1.0, g = 1.0.

6 X Ny X N, x N,, where N,, N, and N, are the numbers of
grid points in the x, y and z directions. The entries of the matrix
M are presented in appendix. In order to get a stable numerical
solution, as discussed in [1], the largest eigenvalue of the
matrix M must have a norm smaller than 1. For the non-uni-
form grids and the discretizations in [2], we find that the vector
iteration (2.1) is stable if

0.005 < 7 < 0.48,

where T = ¢;Ar/Ax.

Figure 1 illustrates the intensity of the electric field at a
specific point inside the object, as a function of time, for
different values of 7. The instability, which in the TBEM
literature is called the late time instability, is illustrated in the
second panel of figure 1. As we mentioned in the introduction
in the paper, the term late time instability has been much used
in the community that is focused on time dependent boundary
element method. We believe that in their domain of appli-
cation, like antenna theory, the physical parameters are such
that the largest eigenvalue for the iteration is always only
slightly bigger than 1, like it is in panel two of figure 1. That
is why the instability always shows up at late times. In panel
three of the figures we are deeper into the unstable domain for
7, and the larges eigenvalue is now so large that it destroys the
whole calculation. The late time instability has thus been
transformed into an early time instability. Note that the out-
side source in figure 1 is the same as in [2].

In our numerical experiments, we found that the stable
range of the EOS formulations is not only restricted by the
eigenvalues of the matrix M, but is also restricted by the
boundary integral identities through the relative electric
permittivity ¢; and the relative magnetic permeability p;.
Figure 2 shows how the stability depends on the values of ¢,
and figure 3 shows how it depends on the values of p.
Together, they tell us that increasing the electric permittivity
or the magnetic permeability narrows the stable range.

Figure 3 also tells us that p; and €; do not affect the
stability of the full scheme in the same way. It seems that the
method is more sensitive to y; than ;. After a series of
numerical experiments, our conclusion is that, for an explicit
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Figure 3. Numerical solutions from different values of ; and €.
T =045, o = 1.0, gy = 1.0.

numerical method like the one we are using, the lower limit of
the stable range of the EOS formulation is restricted by the
electric permittivity €; and the magnetic permeability
while the upper limit of the stable range is determined by the
inside domain-based method. This conjecture is verified by
the following two tests.

2.1. Instabilities coming from the domain-based method

For the first test we consider a homogeneous model without
current and charge inside the object which implies (1 = o,
€1 =¢€o, J1 =0 and p; = 0. Under these assumptions, the
electric field and the magnetic field are continuous across the
surfaces

E, - E+,
B_ - B+,

where E., B, and E_, B_ are the integral representations of
the solutions on the surface by taking the limit from the inside
and the outside of the object respectively. The electric field
inside the object can be calculated by the outside sources

directly

Jox', T)
Ix" — x|

1 f dV/ pO(le T)
47‘('60 Vo

X' — x|’
where x € V|. Also from [2] we have the boundary integral
identity

!/
Ex =0 [ qy D
Vo

__ato
Ei(x. 1) =~ j;o av

v

-V 2.2)

47 [x" — x|
!
, T
_ oyt f ayrPoeX D 2.3)
4y I [x" — x|
and
!
B(x, =V x Lo [ gy D) 2.4)
47 Jy, [x' — x|

forx € S, E (x, ) and B (x, ?) represent the limits by letting
x approach the surface from the inside of the scattering object.
On the other hand, [2] gives the integral representations for
the inside domain by

1 1
Ex,n=38|— [ ds]— @
(=, 1) ’[47rfs {cl|x’—x|(

x E.(x', T)) x V/|x' — x|
- E.x, T)V'|x —x

alx’ — x|
1
f— W xB.(X,T)
Ix' — x|
1 ! / / ! 1
——f dsd @’ x B, (x/, T)) x V'———
47 Js [x" — x|

+ @ - E.(¥, T))V/#}.
X" — x|
2.5)

Thus the solution for the domain inside the scattering object
can now be calculated in three ways. The first is the exact
solution expressed by (2.2). The second, Method 2, is the
Lax—Wendroff method supplied by the exact boundary values
(2.3) and (2.4), and the third, Method 3, is to calculate the
solution using formula (2.5) which expresses the field values
inside the scattering object in terms of the values of the fields
on the boundary. Note that Method 3 uses the same surface
integral expressions as the one that form the boundary part of
the full implementation of our EOS formulation of light
scattering. Thus, instabilities in the full algorithm originating
from the boundary part of the algorithm, should appear as
instabilities in Method 3.

Figure 4 compare the solutions calculated in these three
ways, where p1, v and 7 have been fixed in the stable range.
Both Method 2 and Method 3 are stable and give solutions
that agree with the exact solution to high accuracy. In
figure 5, 7 has been set to be 0.49, and is thus larger than the
upper limit of the stable range. The figure shows that Method
2 is now unstable but Method 3 is still stable and equal to the
exact solution to high accuracy. The outside sources in
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Figure 4. Comparison of the intensity of the electric field inside the
object at a specific point calculated by three methods. 7, = 1.5,

xXo = —2.0, yo = 0.0, zo = 0.0, 7 = 045, p; = 1.0, &, = 1.0,

Ho = 10, &g — 1.0.
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Figure 5. Comparison of the intensity of the electric field inside the
object at a specific point calculated by three methods. 7, = 1.5,

xo = —2.0, y0 = 0.0, z0 = 0.0, 7= 049, p; = 1.0, & = 1.0,

Ho = 10, Eo = 1.0.

figures 4 and 5 are the same as in [2] and the values of the
parameters are shown under the figure.

2.2. Instabilities coming from the boundary integral identities

In order to investigate the dependence of the stability on p;
and €, we set up a test based on the use of artificial sources as
in [2]. The idea is to chose functional forms for an electro-
magnetic field, and then calculate the sources, charge density
and current density, needed for making the chosen field
solutions to Maxwell’s equations driven by the calculated
sources

We now calculate the electromagnetic field inside the
scattering object in two different ways. Method 1 uses the
EOS formulation which combines the Lax—Wendroff method

Exact solution
Method 1
Method 2

|E(x,t)|
T

Figure 6. Comparison of the intensity of the electric field inside the
object at a specific point between the exact solution and the
numerical results calculated by two methods. 7 = 0.45, u; = 1.0,
& = 25, Mo = 10, Eo — 1.0.

inside and the integral representations of the boundary fields.
Method 2 is to calculate the inside field values by only using
the Lax—Wendroff method supplemented by the exact
boundary values of the electromagnetic field which are the
ones we chose while setting up the artificial sources. Figure 6
is the numerical result where the upper limit of the stable
range is kept while the values of 1, and ; have been chosen
to break the lower limit of the stable range of the EOS for-
mulations. It shows that even though the lower limit of the
stable range has been broken, Method 2, which only involves
the Lax—Wendroff method works perfectly. 5 and 6 tell us
that the changing of the lower limit does not effect the sta-
bility of the Lax—Wendroff method and the changing of upper
limit does not effect the stability of the surface integrals. For a
general application where the source is located outside the
object and there are current density and electric density inside
the scattering object, the EOS formulations does have a range
for a stable numerical implementation. The upper limit of
the range is determined by the Lax—Wendroff method due to
the non-uniform grids and the lower limit is determined by the
changing 1, and €. The setting up of the artificial sources and
the values of the parameters in figure 6 are the same as the
artificial sources in [2]. From figures 5 and 6, we can also see
that before the instabilities show up, both the EOS formula-
tions and the Lax—Wendroff method solve the equations
accurately.

3. Calculations of the singular integrals

In this section we introduce a technique to accurately calcu-
late integrals with singularities which can be applied for both
the singular volume integrals and the singular surface inte-
grals occurring in the EOS formulations of the 3D Maxwell’s
equations. Here we illustrate the technique by calculating one



Phys. Scr. 95 (2020) 015201

A Lin and P K Jakobsen

T

1

1
L i

I~

Figure 7. The integral domain of the singular integral.
type of singular volume integral

ﬁz//f _ dv:f// Lav,
Vi X' — x| Vi T

where the integral domain V;; is adjacent to the surfaces of
the scattering object and given by

3.1

A A
Vijk = [Xa, xa + Ax] X I:yj — Ty’ v + Ty]

Az Az
X2k — —> 2k + — |
[" 2 2]

with surfaces S,,, m = 1,2, ---,6. Here, Ax, Ay and Az are the
grid parameters in x, y and z directions respectively.
The point x,,

Xp = (Xas Vs 2k),

is centered on one of the surfaces of the scattering object. The
geometry is illustrated in figure 7, where n,), is the unit normal
vector on surface S, pointing out of V; ;.

The components of the integration variable in (3.1) are
given by

X'=,y, ),
and let us introduce the quantity
r=x —x,

with r = |r|.
We want to apply the divergence theorem on (3.1), and
therefore need to find a function ¢(r) that satisfies

1
V(o) = —,
r
or equivalently

300) + () = —.

Solving the above equation, we get
1

ry=—.

p(r) 5

Because of the singularity on S;, we can not apply the
divergence theorem directly, however we can write f; as

(& 1
f=o| S [ ronads
P e
+lim [ lr.nf ds + lr~nlds),
e—0 Se r So 1

where S, is a hemispherical surface of radius e centered at x,
and Sq, is the rest of the surface S, with a disk of radius ¢
around x,, has been removed. n. is the unit normal vector on
S, pointing out of V. n,, is the unit normal vector on S,,,
pointing out of V;;,. For the integral over S, we have

r=0,y —y.,z — )
and
n = (_1’ 0’ 0)9

thus we get

/ lr-nldS:Q
Sa r

For the integral over S., we use the spherical coordinate
system

r = e(cos # sin ¢, sin 8 sin ¢, cos @),
and
n, = (cos 8 sin ¢, sinf sin @, cos @),

where €, ¢, 6 are respectively the radial distance, polar angle
and azimuthal angle, so that

lim /fsf %r-nde

e—0

1
= lim —
e—0€

27 s
fzp € (cos 0 sin ¢, sin 6 sin ¢, cos )

0 _

2

- (cos @ sin ¢, sin @ sin ¢, cos ) e?sin ¢ df de
=0.

Defining

sm:/ lr'nmdS,
w T

fi1 can be written as

3.2)

(3.2) is not singular any more and can be calculated by 2D
Gaussian quadrature. However we will compute f; by redu-
cing the surface integral into a line integral, which is also the
approach we use to calculate the singular surface integrals
appearing in the implementation discussed in this paper.

We first consider the integral over S,. The geometry
is shown in figure 8. As shown in figure 8, the surface S,
is bounded by the union of four straight lines L,,, n =
1,2,3,4.
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On this surface we have

1
r= (x’ — X4, =Ay, 7 — zk)
2
and the unit normal is
n2 = (05 _13 O),
so that

$ = %Ay /]sz \/(x/ ! ds.

— )7+ A + (@ — %)

The goal is to use the divergence theorem on this surface
integral and thereby reduce it to line integrals over the four
lines that forms the boundary of S,. We therefore seek a
function (F) that satisfies

1

NN

where F = (x' — x,, 7/ — zx) and 7 = |E|. This equation can
be rewritten in the form

V- (Fp(r) =

1

NN

Solving the above equation we get

VP2 + 1Ay

@(r) = =

20(F) + ro'(F) =

Using the divergence theorem and taking into account of
the singularity at

X = (xcu Zk)
on L,;, we get

1 4
S$2 :EA)/ Z

n=2"Lon

()T -n,dL
+lim [ o(F)F -, dL + f o(F)E - dL],
e—=0JL, Lo

where L. is a semicircle with radius € centered at point X and
L, is the rest of L,;. Here n, is the unit normal of L,,,

pointing out of S, and i, is the unit normal of L, pointing out
of Sz.
For the integral over L, we have

r= (07 Z/ - Zk)7

and
I_ll = (717 0)9
so that
NN
f Y 0.7 - (-L0dL=0. (33)
Lo r

For the integral over L., using the polar coordinates, we have
r = e(cosd, sinf),
and

n, = —(cos#, sinf),

JP2+ Ay

———r-n.dL
7

=—lim [° €(cosf, sin0)

e—0 -z
Jer+ %Ayz
——€df

2

so that

lim
e—0JL,

- (cos 0, sin6)

€
1
= ——Aym. 34
i 34
Summing up (3.3) and (3.4) gives
1
b1 = —=Aym.
21 ) Yy
Thus s, is expressed by
1 4
8§y = _Ay Z l2m
2 n=1
where
/ 2 L AL2 L A2
1 X+ Ax \/(x — X4)" + ZAy + ZAZ
by == Zf ; dx/,
2 Ya &' — xa)2 + ZAzz

b 1Az \/sz + %Ayz + (@ — z)?
123 = Axf 3 7 2
u—5Az Ax?* + @ — zr)

and due to the symmetry of the integrand ¢ (7) on xz plane

7,

Ly = bo.

So finally we have
1
8§y = EAy(lm + 2l + b3).

Due to the symmetry of r in V;;, along y direction, we have
S5 = §7.

The calculation of s5 is similar to the one of s, with the final
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result
1
53 = EAZ(ZM + 2l + b3),
where
1
L= ——Azm,
31 >

dx/

)

IA Yot Ax \/(x’ —x,)?% + %Azz + %Ayz
by =— yf
2 " @ = xa)? + Ay

Ay \/sz + 1A + (O = y)?
l33 = Axf -
y

dy’.
Ax® + (Y =y

L1
=28y

Also due to the symmetry of r in V;;, along z direction, we
have

S — S§3.

The only surface integral remaining to be calculated is the one
over S4. On this surface we have

r=(Ax,y =y, 2 — ),
and
n, = (1,0, 0),
so that

sS4 = Ax[/ ! ds.
Si JAX 4+ () — 3P + (@ — )

Defining
=0 -y, 7 —w
and
r=|rl,
we seek a function ¢(7) that satisfies
1

This equation can be written in the form
1

NP2 4 Ax? .

V- (Fp(r) =

2p(F) + 7! (F) =

Solving the above equation gives

p(F) = =

Applying the divergence theorem, we have

=2 2
VA b

s4 = Axlim
e—0JL, r
2 2
¥ Ax r +2Ax F - fiodL,
Lo r

where L. is a circle with radius e centered at point
X = (;, z), and Lg is the four edges of surface Sy. i, is the
unit normal vector of L, and ng, is the unit normal vector of
Lg, as shown in figure 9.

Cs)

€

Figure 9. Surface ;.

For the integral over L., we write

F = e(cosd, sinf),

and
i, = —(cos6, sinf),

then

) 2
lim P4+ A e wdL
e—0JL 72

27 [ -2 2
= —lim €(cos 0, sinf) - (cos B, sin G)LZAXG do

c—0J0 €

= —2Axm.

(3.5)

For the integral over L, there is no singularity anymore and
this leads to

=2 2
f 7”+2Axf Ao dL = 204 + 2, (3.6)
with
1 Bz \/ Ax? + fAyz + @ — w)?
141 = _AYJ‘ 1 dz/s
2 u—hz A+ (@ - )’

and

yedy AR+ A 4 ( — )
l42 = AZf
y,—Ay

<]

: dy’.
A+ (O )

Summing up (3.5) and (3.6), we obtain
54 = 2Ax(ly; + lyp — TAX).
We then finally get the following expression for f

A A
h= Ty(lzl + 2l + b)) + TZ(ZM + 2l + h3)

+ Ax(ly + lgp — TAx).

All the line integrals l,; etc are non-singular and can be
calculated accurately using numerical integration.
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4. Summary

In this paper we have, by considering 3D light scattering, dis-
cussed some important issues that we believe will be generic for
numerical implementations of the EOS formulation for wave
scattering. We have shown that the numerical instabilities can be
thought as arising separately from the domain part and the
boundary update part of the algorithm. We have argued that the
instability arising from the boundary part of the algorithm is
strongly related to the late time instability noted earlier while
solving antenna problems using TBEM. We find that our version
of the late time instability can be completely removed by suitably
chosen material values, in particular the jump in material values
at the boundary of the scattering object should not be too severe.
In the limit where the material parameters simulate the properties
of highly conductive metallic surfaces, we observe that our
version of the late time instability is always present. Thus the
instability interval vanishes in this limit. We take this as an
indicator that for situations like in antenna theory, the late time
instability should always be present, which it is. We are now
aware of work where it has been noted that the instability can be
removed by manipulating the material parameters defining the
scattering objects. The EOS formulation gives thus different
window into the late time instability that might be useful.

We have in our discretization used explicit methods. It
would not be easy, but we believe that it is possible to do a
fully implicit method for the EOS formulation, such an
approach might remove all instabilities, which is the ultimate
goal both for TBEM and for our EOS formulation.

In this paper we have also discussed how to calculate sin-
gular volume and surface integrals for light scattering. The reason
for including this discussion is that we think the type of singular
integrals we discuss are generic for the singular integrals that will
arise while calculating wave scattering using the EOS approach.
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Appendix. Matrix elements

In this section we detail the entries of the updating matrix M in
(2.1) where Q is a vector containing the components of the
electric field and the magnetic field at all points of the grid with a
size 6 X Ny x Ny, x N, where N,, N, and N_ are the number of
grid points in the x, y and z directions. To simplify the writing,
we denote

A =N, X Ny x N,
AQZNyX]VZ,

Az = 6/,

L= MAoi + Nj + k,
L=AN+1,
I3 =2A + L,
L, =3MN+1,
[5 =4\ + T,
It =5A + 1.
Thus Q is expressed by

n+1 n+1

[er,ijkla,
[ea,ijkla,

[Onla,
[OnA
[On]a,
[Orla
[Ora
[Or]a,

[e3,ijxla,
[D1,ijxln
(D2, kA

(D3, kA,

where [e; ; ; « 14, Tepresents the vector containing the components
of the electric field e; at all points of the grid indexing in %, j, i
order. [e;;;]s, and so on follow the same rule. Due to the
complexity of the matrix, here we only illustrate the entries of the
rows of M corresponding to the components QF';“. Other entries
of the matrix can be expressed in the same way.

After applying the Lax—Wendroff method, we have

n+l __ _n n n n
ek =elijk T wilelijidy + wilelj )z — wilez iy

—wiles e + wabsiix)y — wabyjp):
U

O =0 + wi@n)y + Wi(Qn)z — Wi(Qn)y

—wi(@p)x: + w2(0r)y — W2(0n):, (A1)
where
cIA??
w1 = 5
2
wy = c2At.

The coefficients of the right side of the equation (A.1) are
corresponding to the I';th row of the matrix M and the values
of them are depended on the values of 7, j and k. In order to
have a compact and uniform expressions, we write

1
(QF())) = A_y(é.fZQsz + ElenLl
+ 80k + § 0k + £ 0k,
1
W(&zQX,Z + 010,
+ 00 + 610y, + 520,

(w-407, + w307,

(@n)y =

(QFz)xy - 3AxAy

+ W—ZQsz + W—IQT—] + wQT
+ w10y + w2 0v + w30y + wiOry),

where
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o & o o .
Table A1. (a—y, ﬁ) or (E’ {‘912) related coefficients.
jork by &g 0 b ) §a & 3 & &
0 0O 0 -5 2 -1/5 0 0 12 2/3 -1/10
n—1 /s 2 -5 0 0 1/10 -2/3 —1/2 0 0
(,p—2] 0 1 -2 1 0 0 -1/2 0 12 0
Table A2. a%y or % related coefficients.
i jor k W_4g Ww_3 W_» w_q w wq Wy w3 Wy
0 0 0 0 0 0 9 -5 0 -5 1
n—1 0 0 0 5 -9 0 —1 5 0
[1, 5’) 0 o o0 o0 3 -3 -1 0
[Ln-2] o o 0 3 -3 0 0 1 -1l
N,-1 0 5 —1 0 -9 5 0 0 0
n—1 1 -5 0 -5 9 0 0 0 0
[1, E) —1 1 0 0 -3 3 0 0 0
[Ln-2] o -1 1 -3 3 0o 0 0 0
[1,N,-3] 0 0 0 1 0 3 -1 0 -3 0
n—1 -1 0 0 1 -3 0 0 3 0
[Lyp—2] -3/4 0 3/4 0 0 0 3/4 0 -3/4
N,-2 0 0 3 0 0 -3 1 0 0 -1
n—1 0 -3 0 -1 3 0 1 0 0
(ly—21 -3/4 0 3/4 0 0 0 3/4 0 -3/4
X1:E+A’z, X2:E+2NZ, X]:E+1, X2:E+2,
xq =0 -N, xg=nh—-1
X2 = D - 2NZ7 R = Fﬁ, X2 = E - 2’ R = FS’
k1 =T + N, k=I5 +1,
ky = T + 2N, ke1=1Ts = N, Ky =I5 + 2, Koy =15 — 1,
R_p = F6 — ZJVZ, K_p = F5 — 2,
n =Ny, T=10, n=N, T=1I5
Y,=DL—A — N, Ta=0—-MN-1
T,3:F2—A2, T,2:F2—A2—|—]VZ, T—3:P3_A25 T—ZZFS_AZ"'I’
T,IZ].—‘z—NZ, T,=153-1,
NT=0L+N, L=0L+MA-N, G=15+1, L=+
G=0L+A G=1I5+ Ay,

Y=L+ A+ N,

The expressions for (Qr,);, (Qr),; and (Qr,),, have the same
forms as (Qr, )y, (Or)yy and (Qr, ), respectively, but with

T4:F3—|—A2—‘r1.

After discussing the locations of i, j and k, the values of the
coefficients are listed in tables Al and table A2.

10
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For example, if i = 0, j = 0 and k = 0, the entries of the
I';th row of the matrix M are the following

Mn,[‘] =1- 51/{1 — 5V1, MFl,Fl+N;, = 2141,

My 1408, = —%ul,
My, = luz, My N = zuz,
2 3
Mg o8, = —Luz,
’ : 10
My, = us, My 4y, = —5Sus,
My 40, = —Sus,
My 4 n N, = U3, M n+1 = 2vy,
1
Mr 42 = — Vi,
5
Mrnr, = %Vz, My 41 = %m
Mg 2 = *va,
10
My, = 9vs, Mr 1= —5vs,
MH,B-H\Z = —5v3,
Mg 58,11 = V3,
otherwise M, »+ = 0 and where
_w W _ Wi
Ty T Ay " 3AAy
W L) - wj
= @’ B A_z © 3AxAz
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