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Abstract

In this paper, we propose a novel method to extend the fast multipole method (FMM) to calculate the electrostatic
potential due to charges inside or outside a dielectric sphere. The key result which allows such an extension is the construc-
tion of a small number (two for a 1072 relative error in reaction potentials inside the sphere) of image point charges for
source point charges inside or outside the dielectric sphere. Numerical results validate the accuracy and high efficiency of
the resulting algorithm.
© 2006 Elsevier Inc. All rights reserved.
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1. Introduction

The fast multipole method (FMM) [1,2] has been recognized as one of the most significant recent algorithm
developments with important scientific and engineering applications, such as electrostatic potential calcula-
tions [3], and fast solvers for integral equations for electromagnetic scattering [4,5]. The FMM relies on the
analytical property of Green’s functions for the Laplace operator for electrostatic potentials or the Helmholtz
operator for wave scattering. Therefore, the FMM has only been used for the cases of homogeneous media or
the situations where Green’s functions can be obtained by methods of images for layered media [5]. In this
paper, we propose a novel method to extend the FMM to the case of a dielectric sphere where source point
charges are either inside or outside. The problem of finding the electrostatic potential for charges inside a
spherical cavity with a dissimilar dielectric constant than the surrounding medium has applications in the
study of quantum dots, and the calculation of the reaction field within a hybrid explicit/implicit spherical sol-
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vation model for biomolecules such as proteins [6]. A fast algorithm of O(/) will have wide impact in com-
putational simulations in many other areas, too.

An important development, which allows us to extend the FMM to the case of a dielectric sphere, is the
construction of a small number of discrete images (two images for a 102 relative error and four images
for a 10* relative error for most cases in reaction potentials inside the sphere) for charges inside or outside
the sphere to approximate the potential field in the whole space. This construction is based on a result of over
100 year history dating back to Neumann in 1883 [7] and Lindell in 1994 [8-10], which extended the Kelvin
image [11] for a conducting sphere to the case of a dielectric sphere. In the case of a dielectric sphere, in addi-
tion to an image point charge at the Kelvin image inverse point, there is an image line charge along a ray
extending from the inverse point to infinity or to the center of the sphere depending on whether the source
charge is inside or outside the sphere and where an observation point is located. Lindell has provided the
power law distribution for the line charge density along the ray. To the knowledge of the authors, this elegant
and incredible result has not been put into use in developing a numerical algorithm for calculating the poten-
tial field due to charges located inside or outside a dielectric sphere. It is noted that the calculation of potential
fields for multiple closely spaced conducting cylinders and spheres has been addressed in [12,13] using a method
of image charges. In this paper, we will develop specific methods to construct a small number of equivalent
image point charges for a dielectric sphere, based on the image line charge results of Neumann/Lindell,
and apply the FMM to calculate potentials in the whole space due to source point charges inside or outside
the dielectric sphere.

The rest of this paper is organized as follows. In Section 2, we will briefly review the classical electrostatic
theory to find the potential of a point charge inside or outside a dielectric sphere. In Section 3, we will first
review the results of image line charges for point charges inside and outside a dielectric sphere with detailed
derivations being provided for completeness in Appendix A. Then, we will show how to construct equivalent
sets of discrete image point charges to represent the image line charges. Careful study of various choices of the
discrete point charges (magnitudes and locations) is given. The smallest number of image point charges is pro-
vided for a given source charge location for a desired accuracy in the reaction potential. In Section 4, we will
discuss how to apply the FMM to calculate the potential in the whole space due to source point charges.
Numerical examples are given in Section 5 to demonstrate the accuracy of images and the efficiency of the
FMM with the image point charges for potential calculation. Finally, a conclusion is given in Section 6.

2. The potential of a point charge and a dielectric sphere

In this section, we shall briefly describe the classical electrostatic theory to find the potential of a point
charge inside or outside a dielectric sphere. In particular, we shall consider a dielectric sphere of radius a with
dielectric constant ¢;, which is centered at the origin of coordinates and embedded in an infinite homogeneous
medium of dielectric constant ¢,

We will denote by x the physical location of a point in the space and x the distance of this point to the
center of the dielectric sphere.

2.1. Point charge inside the dielectric sphere: r; < a

Let us begin by considering the potential of a point charge ¢ located on the x-axis inside the sphere at a
distance r; from the center of the sphere, see Fig. 1(a). With respect to a spherical coordinate system
(r,¢,0), it is well-known that, because of the azimuthal symmetry, the potential V(r,0) at any field point F
due to the point charge ¢ can be expressed in terms of Legendre polynomials of cos 6.

More precisely, when the field point F is outside the sphere, i.e. r > a, since the potential must be zero at
infinity, it should be of the form

o0

A,
Vi(r,0)= e P,(cos0),
n=0

where P,(x), n=20,1,2,..., are Legendre polynomials.
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Fig. 1. A point charge and a dielectric sphere. (a) The point charge is inside the sphere (s < a); (b) The point charge is outside the sphere
(rs > a).

On the other hand, when the field point F'is inside the sphere, i.e. 0 < r < «, the potential due to the source
point charge in a homogeneous medium is ¢/(4me;R). We must superimpose on this a potential (reaction poten-
tial), due to the polarization of the dielectric, which must be finite at » = 0. Therefore, when 0 < r < a, the total

potential is

V(r0) = st S B,#"P,(cos 0). (1)
1 n=0

Meanwhile, the potential due to the source point charge alone can also be expressed in terms of Legendre
polynomials, see Appendix A.l. Depending on whether r > r; or r < ry, we have

q ;(g) P,(cos0), r <r<a,

q dner
4TC€1R q 7 n
P ; <i’_b> P,(cos), 0<r<rs.

Hence, the potentials inside and outside the sphere take the form

0 An
rgmpn(cose), a < r,
= q rs\" n
V(r,0) =< > 4n€r(;> + B, |P,(cosB), r,<r<a, (2)
n=0 i
00 q 7 n
> ol + B, |P,(cos ), 0<r<r.
€il's s

n=0
The expansion coefficients 4, and B, in Eq. (2) are to be determined by the boundary conditions that the

potentials are equal at the boundary of the sphere and the flux normal to the boundary is the same at either
side of the boundary, i.e.

Via*,0) =V(a,0),
ov(r,0) oV (r,0)

g P YT
or '

or

r=at r=a

Using the orthogonality of Legendre polynomials, we obtain
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q l+y 2y
A, = e — 24+ ——, =0, 3
dne T2 ( +1—y+2n) " 3)
q n T+y
B, =— ey ([ 1+—, =0, 4
4ne; a*rt! / < 1o Y+ 2n> " @
where y = (¢ — €,)/(¢; + €,). Note that y = 1 corresponds to the case that the sphere is of infinite dielectric con-
stant. Conversely, when y = —1, the surrounding dielectric of the sphere is of infinite dielectric constant.

2.2. Point charge outside the dielectric sphere: ry> a

Similarly, when the source point charge ¢ is outside the dielectric sphere, as shown in Fig. 1(b), it can be
readily shown that the potentials inside and outside the sphere take the form

> C,r"P,(cos ), 0<r<a,
n=0
e q r\" D,
V(r,0) = EO dme ) o P,(cosl), a<r<r, (5)
i 1 (E)n + D P,(cos), ri<r
4me,r \r ptl ’ ’

n=0

and the coefficients C,, and D,, in Eq. (5) are given by

g 1 1-9 2y
Co=— —- (2 , n=0, 6
dne, el 2 ( +1y+2n> " (6)
2n+1
q a 1—y
Dy=————y- (l=—— ), nx0. 7
4ne, it / ( 1y+2n> ! 0

3. Charge images of a point charge and a dielectric sphere
3.1. Image line charges for a source point charge

In 1883, Carl Neumann gave an ingenious mathematical formulation of image line charges for a point
charge inside or outside a dielectric sphere [7], effectively extending Kelvin’s image charge of a point charge
inside or outside a conducting sphere. Over one century later, these remarkable results had been rediscovered
independently by Lindell [8-10] and Norris [14] in the 1990s. Below, we include in Table 1 the results in Nor-
ris’s paper that give the magnitudes and the positions of various images. For completeness, we also include an
appendix which contains the main derivation of these results (not available in Norris’s paper).

In summary, in the case of an internal source point charge at r,, the reaction potential inside the sphere due
to the polarization charges induced on the surface of the sphere is equal to the potential generated by an image

Table 1
Positions and magnitudes of image charges

Position Magnitude Distributed image line charges
Internal source
Interior field ri (=a) g5 =72q qii(x) = gy(lzﬁ') (j—‘)7IT r<x
Exterior field rs (<a) diy = (14+7)q g (x) = %“"(]2*"") (i)fl%, 0<x<rg
External source
Exterior field ri (<a) Goo = —V14 qh.(x) = %"(12_7') (r{)’%, <x <y
Interior field rs (=a) g =(1-7y)q q'(x) = %>'(1;>') (i)*'T’7 re < x

Note. a is the radius of the sphere; r, is the radial position of the source charge ¢; r; = a*/ry is the inverse point, and y = (& — €,)/
(6 + €), —1 <y < 1. The potential from the source point charge ¢ at ry will be added to the potential from the images for interior field
points when ¢ is inside the sphere, and for exterior field points when ¢ is outside the sphere.
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point charge ¢); outside the sphere at the inverse point r; = a’r;/r2, and an image line charge that stretches
from this inverse point to infinity with the charge distribution defined by ¢!/(x). The potentials of these (point
and line) image charges and of the original source charge must be added together to find the total potential
field inside the sphere. Both the source and image charges are taken as acting in a homogeneous material of
dielectric constant ¢;, which is that of the material of the sphere. On the other hand, the potential outside the
sphere is equal to that from an image point charge ¢/, at the location r of the source charge and an image line
charge that stretches from the source point r, inward to the center of the sphere with the charge distribution
given by gj; (x).

Likewise, in the case of an external source point charge at r, the reaction potential outside the sphere due to
the charges induced on the surface of the sphere is equal to the potential generated by an image point charge
q., inside the sphere at the inverse point r;, and an image line charge that distributes from this inverse point
inward to the center of the sphere with the line charge distribution defined by ¢/ (x). The potentials of these
(point and line) image charges and of the original source charge must be added together to find the total
potential field outside the sphere. Both the source and image charges are taken as acting in a homogeneous
material of dielectric constant ¢,, which is that of the surrounding material outside the sphere. On the other
hand, the potential inside the sphere is equal to that from an image point charge ¢/, at the location r; of the
source charge and an image line charge that distributes from the source point ry outward to infinity with the
charge distribution given by ¢J;(x).

3.2. Discrete image point charges for a source point charge

Within a given error tolerance in the potential field, we show how to construct an equivalent set of image
point charges to represent the image line charges listed in Table 1. The basic idea is to transform the under-
lying line integral for the potential for an image line charge onto the finite interval [—1,1], and then apply
appropriate Gauss—Radau quadrature related to specific Jacobi polynomials. The resulting Jacobi—-Gauss—
Radau points and weights will give us magnitudes and locations of the desired discrete image point charges.

3.2.1. Source point charge inside the sphere: ry <a

(a) The potential inside the sphereWe begin by considering how to accurately approximate the potential due
to the image line charge ¢//(x), which stretches from the inverse point r; to infinity, see Fig. 2(a). Recall
from Section 3.1 that the total potential at a field point F(r) inside the sphere, due to an internal point
charge ¢, consists of three components: the potential V(r;¢) from the original source point charge ¢ at r,,
the potential Vi,(r; ¢) from the image point charge ¢}; at the inverse point r;, and the potential Vy(r; ¢) due
to the distributed image line charge ¢/ (x), i.e.

Fig. 2. Discretization of the image line charges ¢//(x) and g7, (x). (a) ¢/ (x); (b) ¢l (x).
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q i ¥ gix)
Viriq) = Vilrig) + Viplriq) + Valrs ) = 4me; - |r — 1 T ane Ir — * 4me; - [r — x| . ®)
where
-
2 141 -7
n=2 di=12q, dx) _ a1ty (£> , ri<x
7 7 a 2 7

One key to the success for the proposed extension of the FMM in Section 4 is to approximate, within a given
error tolerance, the potential Vj(r;¢) due to the image line charge ¢/ (x) by the potentials of a small number of
discrete point charges. In order to achieve this, we discretize the following line integral by an appropriate
numerical quadrature

[ )

First, by introducing the change of variables r;/x = ((1 — 5)/2)° with T > 0, we have

o 1
I=1- 2%/ (1= )" h(r,s; 7)ds, (10)
-1
where o = (1 — y)t/2 — 1 and
Ztl"i
h T = - 11
Next, we shall employ a numerical quadrature to approximate the integral 7 in Eq. (10). Note that s = —1

corresponds to the Kelvin image location x =r. Also we have o> —1 since —1<y<1 and 7>0.
Therefore, we can choose Gauss-Radau quadrature based on Jacobi polynomials. The Jacobi polynomials
P;"ﬁ(s) on the interval [—1,1] are orthogonal polynomials under the Jacobi weight w(s) = (1 — s)*(1 + 5)”,
ie.

/ (1= 571+ 5P PP 5)ds = b

where o> —1, > —1 [15]. More precisely, let s,,, w,,, m =0,1,2,..., M be the Jacobi-Gauss—Radau points
and weights on the interval [—1, 1] with s = —1 and « = (1 — 7)t/2 — 1, f = 0. Then, the numerical quadrature
for approximating 7 in Eq. (10) is

M
%r-Z%TZwmh(r,sm;r), (12)
m=0

which yields

o [ 4i) N T
Vil(l',q)—/ri 7(1)(7 2411617_, (13)

4me; - r — x| = o

where for m=0,1,2,..., M,

i o L
gy =27 "9(1 4 y)t0ng - 72, (14)

) 2 \°
x'r:l:ri-<1_s). (15)

Note that xii = r;. Therefore, after combining together the point image charge ¢/, and the first discrete point
charge ¢, we have an approximation of the total potential inside the sphere in terms of the potentials of
M + 2 point charges

and
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g g+ M g
V(r: ~ il 0 m . 16
(r; ) dne; - v — x| 4me - r—r| £ 4ne - |r— x| (16)

Remark 1 (Three special cases). The parameter t > 0 in the change of variables r;/x = ((1 — 5)/2)° can be used
as a parameter to control the accuracy of numerical approximation. When t = 2/(1 — y) we have « = 0, and in
this case the quadrature given by Eq. (12) simply reduces to the Legendre-Gauss—Radau quadrature. When
t=3/(1 —v), we have « = 1/2. And when 7= 1/(1 — y), we have a = —1/2.

Remark 2 (Spacing analysis). Assume that s,, = 1 — O(1/M?). Then xi, = O(M*) - @*/r, is the farthest image
point charge. A bigger t will produce a bigger x! , which will consequently produce a bigger FMM cube in the
FMM algorithm. Consider a few examples: In a typical biomolecular application where y ~ —1, when © = 3/
(1 —9) =~ 3/2, we will have xi, = O(M?) - a*/r; when ©=2/(1 — y) ~ 1 we will have xi, = O(M?) - a*/r; and
when t=1/(1 — y) 2 1/2 we will have xi, = O(M) - a®/r;. Hence in terms of the size of the FMM cube, it
seems that t = 1/(1 — 7) will be the best choice.

(b) The potential outside the sphere
As stated in Section 3.1, the total potential at a field point F(r) outside the sphere due to an internal point
charge ¢, see Fig. 2(b), consists of only two components: the potential Vi,(r;q) from the image point
charge ¢!, at the same location r as the source charge, and the potential Vj(r;¢g) due to the distributed
image line charge ¢/, (x) stretching from r, inward to the center of the sphere, i.c.

g, " )
V(r;q) = Vip(r; Vi(rq) = " N dx, v
(r;9) p(riq) + Valrg) 4me; - |r — s " /o 4me; - r — x| ) o

where

14y
) " y(1+y) [x\ 7
g, = (1 +7)q, qio(x)—q()<) , 0<x<rs.

7s 2 7s

Similarly, to construct an equivalent set of discrete image point charges for the image line charge ¢/ (x) within
a given error tolerance, we need to approximate the following line integral by a numerical quadrature

14y
s 1 X 2
"/o x| (‘) & {18

After introducing the change of variables x/r; = ((1 — 5)/2) © with 7 > 0, we obtain a similar integral as in Eq.
(10) with

I S
|(1—s)rs— 21|

Therefore, for the same reason, we employ the numerical quadrature defined in Eq. (12) to approximate [ in
Eq. (18), yielding

h(r,s;t) = (19)

S A S g
Vﬂ(l';Q):/O mm%;mv (20)
where for m=0,1,2,..., M,
g = 27751+ 7)tn, 1)

and

A 1—s,\°
w=n (152, (22)
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Note that xi¢ = r;. Therefore, after combining together the point image charge ¢/, and the first discrete point
charge gy, we obtain an approximation of the total potential outside the sphere in terms of the potentials of
M + 1 point charges

G+ a5 | q
V(r: ~ io 0 m
(l" q) 4TE€i . |l' — l’s| + Z 4TC€i .

(23)

3.2.2. Source point charge outside the sphere: ry > a

When the source point charge is outside the sphere, we can also construct equivalent discrete image point
charges to the image line charges ¢, (x) and ¢”;(x). As a matter of fact, after introducing similar changes of
variables, we can transform the involving line integrals for the potentials from the image line charges into
the same integral as in Eq. (10) but with a slightly different /A(r, s; 7). Therefore, the same Jacobi-Gauss—Radau
quadrature defined by Eq. (12) can be applied to find equivalent image point charges and their locations,
which are summarized below.

(a) The potential outside the sphere
The total potential at a field point F{(r) outside the sphere due to an external point charge ¢ consists of
three components: the potential V(r;q) from the original source point charge ¢ at r,, the potential from
the image point charge ¢/ at the inverse point r;, and the potential due to the distributed image line
charge ¢/ (x), i.e.

q g, g (x)
V(r;qg) = 00 —Foo\) 4y 24
(r:9) 4TE€0-|l‘—l‘5|+4TC€0-|l'—l'i|+/0 dre, - r—x| (24)
where
1+y
1—1 2
Goo = —7 4. qiﬁo(x):gy( /)G) , 0<x<n.
rs a 2 ¥

The approximation of Eq. (24) in terms of M + 2 equivalent image point charges is
Vi) ~ g ot Ly

qOO
~ ”’ 25
4me, - r — 15| 4me, - r — 1 (25)

— 4ne, - r — x9°| ’

m

where for m=0,1,2,..., M,

=l a
g =27""(1 = 7)Tong -, (26)

N

v 1 —s,\"
X0 =r ( 3 ) (27)

(b) The potential inside the sphere
The total potential at a field point F{(r) inside the sphere due to an external point source charge ¢ consists
of only two components: the potential from the image point charge ¢/, at the same location as the source
charge r,, and the potential due to the distributed image line charge ¢”;(x) stretching from r, outward to
infinity, i.e.

and

q14 o0 //'(x)
V(r: _ oi oi 2
(r;q) 47e, - r — 1] +A 4re, - r — x| dx, (28)

where

gy 1=y (x\
gy = (1 =7)q, qyx) == (2 )<—> , rs <X

s s
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The approximation of Eq. (28) in terms of M + 1 equivalent image point charges is

q/_ +q8i M qoi
V(r;q) ~ o L —, 29
(r;q) 4me, - |r — 1] £~ 4me, - Ir — x0i| (29)
where for m=0,1,2,..., M,
oi il P x;i
qm =27 )7(1 - V)Ta)mq . r_v (30)

N

and

oi __ 2 i
X =r (1 _Sm) . (31)

For convenience, we list in Table 2 the magnitudes as well as the positions of all discrete image point charges
for all four cases, where s,,,, ®,,, m =0,1,2,..., M denote the Jacobi-Gauss—Radau points and weights on the
interval [—1, 1] with the Jacobi weight w(s) = (1 — s)*(1 + s)ﬂ, o= (1—-1v1/2 -1, and B =0. Both s,, and w,,
can be obtained with the program Orthpol [15].

4. Extending the FMM to dielectric spheres

With the approximation for the potentials by discrete point charges established, we are ready to extend
the FMM to compute the potential involving a dielectric sphere. For instance, the procedures to evaluate
the interior potential field due to point charges inside the sphere are as follows. All other cases can be
done similarly.

(1) For each source point charge ¢, at ry = (xg, Vs, z5) inside the sphere, find the corresponding point image
I : ; ; _ 2 2 (42 2 2\1/2
q; = (ya/rs)q, outside the sphere at the inverse point r; = a’r,/r;, where ry = (x; +y; +2z2) /"
(2) In addition, for each source point charge g, at ry = (xg, ys, z5) inside the sphere, include M + 1 discrete
image point charges of magnitude

ii

gn =27""9(1 4 )twng -2, (32)
at the location rii = riir/r;, where
2 T
. a 2
11
R 33
" (1 - sm> ’ (33)
Table 2
Positions and magnitudes of discrete image point charges
Magnitude Position
Internal source -
Interior field qij, = 2T|r717(1 +7)10ng x; =T (lfs,,, )
Exterior field q° =271 + p)tong Xy =75 (IES"' )
m=0,1,2,.... M
External source .
Exterior field qg:) = er’ly(l — ) TOng .% xS{) - (1—25", )‘[
Interior field ¢ =271 = 9)tmg - % Xy =T (13vn, )’

m=0,1,2,...,. M

Note. s, 0, m=0,1,2,..., M are the Jacobi-Gauss-Radau points and weights on the interval [—1,1] with 5o = —1 and « = (1 — y)t/
2 — 1, = 0. The potential from the source point charge ¢ at r, will be added to the potential from the images for interior field points when
q is inside the sphere, and for exterior field points when ¢ is outside the sphere.
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and s,,, 0, m=0,1,2,..., M are the Jacobi-Gauss—Radau points and weights on the interval [—1,1]
based on the Jacobi polynomial with & = (1 — 7)t/2 -1, =0 and 7> 0.

(3) Apply the FMM to calculate the potential by including all original point charges ¢, all point image
charges ¢}, and all discrete image point charges ¢! into the FMM cube, where all charges are taken
as acting in a homogeneous medium of dielectric constant ¢;. (In the case that the source charges are out-
side the sphere, the dielectric constant outside the sphere €, will be used).

Remark 3 (Adaptive FMM). 1t should be noted that, even though the original point charges could be
uniformly distributed inside or outside the sphere, image charges will be highly nonuniformly
distributed in a FMM cube. For instances, when evaluating interior fields due to internal sources, the
distribution of image charges outside the sphere will become sparser when moving away from the
boundary of the sphere. In contrast, when evaluating exterior fields due to the same internal sources,
the distribution of image charges inside the sphere will become denser when moving toward the center of
the sphere, see Fig. 3. For these reasons, an adaptive FMM [16-19] should be needed to achieve the best
efficiency.

Remark 4 (Single multipole representation of all image charges). In calculating the potential inside the sphere
using the images outside the sphere, it is possible to convert all the potentials from those image charges in
terms of one single multipole expression at some point, say, the inverse point r;. As the field inside the
sphere produced by the exterior images can be considered in most cases far field, only a few terms will
be needed in this expression. Similar arguments apply for the exterior field due to images inside the
sphere. This way, we will achieve a smaller FMM cube and a smaller number of total charges in the
FMM algorithm. However, this approach will need a modification of the existing FMM code, which will
be addressed in a future paper.

Remark 5 (Direct calculation for very small rga). For source charges very close to the center of the
dielectric sphere, the image charges according to (33) will be far away from the sphere boundary,
resulting in a large FMM cube. Therefore, in this case, direct calculation with series expansion (2) can
be used where only a few terms will be needed due to the fast convergence for small r,. For instance,
if this approach is applied for ry/a<0.01, approximately one millionth of uniformly distributed
source charges will be affected (see also Remark 4 for alternative approach to reduce the size of the
FMM cube).

a o o 1k
201 o o o
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o R ° o ° o ° R o
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° o
sp o oo o 02f
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Fig. 3. Distribution of 4728 image charges for 1182 source point charges uniformly distributed in the region 0.2 < r <0.99 on an equatorial
cross-section of a unit sphere. The images are obtained for M =3 and T = 1/(1 — y). (a) Images for interior fields; (b) Images for exterior fields.
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5. Numerical results

Due to the similarity of the analytical results for internal and external source point charges, we will only
present here numerical results for the case that the charges are all inside the sphere. This case has considerable
relevance in biophysical applications, as in biological structural analysis [6]. Unless otherwise specified, for
demonstration purpose we assume all point charges are randomly but uniformly distributed in the region
0 < r < 0.9q inside the sphere with the magnitude of each point charge being either 1 or —1 such that the
whole sphere is neutral. In addition, the radius of the sphere « is equal to 1, and the dielectric constants of
the sphere and the surrounding medium are ¢; = 2 and ¢, = 80, respectively. Also, in this section NP represents
the number of source point charges and NF represents the number of field points, respectively.

5.1. The number of image point charges vis the source location

As indicated earlier, the success of the proposed approach depends on whether the image line charges can
be approximated, for a given error tolerance, by a small number of image point charges. To answer this ques-
tion, we consider here one single point charge inside the sphere at a distance ry away from the center of the
sphere to investigate the dependence of the number of required discrete image point charges on the source
location. When calculating the errors of the numerical approximation of the reaction potential, we use the
results obtained with 200 Jacobi-Gauss—Radau points and t = 2/(1 — 7) as the “exact” values. Also, in the
following table ||E]| denotes the relative error in the reaction potential measured in L., norm over all NF field
points uniformly distributed on a cross-section through both the center of the sphere and the point charge, i.e.

V(xx) — EV(xz)
EV(x;)

where EV(x;) and V(x;) denote the exact and the numerical reaction potential at a field point x, respectively.

Table 3 lists the smallest number of image point charges needed to approximate reaction potential within a
given error tolerance for different source locations. The listed results are for the case of t = 3/(1 — 7) only, but
we have also tested the other two special cases T = 1/(1 — y) and T = 2/(1 — y). The two cases T =2/(1 — y) and
7 =3/(1 — y) have comparable accuracy, and both are better than the case of T = 1/(1 — y). When calculating
interior reaction fields, we use 100 x 100 field points uniformly distributed (under the polar coordinates) inside
a unit disk. And when calculating exterior fields, we use 100 x 100 field points uniformly distributed (under the
polar coordinates) inside a ring @ < r < 5a. For example, from Table 3, we can conclude that when the source
is located at r¢ = 0.5a away from the center of the sphere, 4 and 5 image point charges (including the Kelvin
image charge) are needed for the approximation error to be less than 107> in relative errors when calculating
the interior reaction fields and the exterior fields, respectively.

|IE|| = max

1<k<NF ’

Table 3
Dependence of the number of image point charges on the source location

rila
Interior fields
IE| 0.01 0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8 0.9 0.95 0.99
1072 2 2 2 2 2 2 2 2 2 2 2 2
1073 2 2 2 2 2 2 2 3 3 3 4 5
1074 2 2 2 2 3 3 3 4 4 5 7 10
1073 2 2 3 3 3 4 4 5 6 8 10 17
107°° 2 3 4 4 4 5 5 6 7 10 13 24
Exterior fields
IE| 0.01 0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8 0.9 0.95 0.99
1072 2 2 2 2 2 2 3 3 3 4 4 5
1073 2 2 3 3 3 3 4 4 5 6 6 8
1074 2 3 3 3 4 4 4 5 6 7 9 11
1073 3 4 4 5 5 5 6 6 7 9 11 14
10°¢ 4 5 5 7 7 7 8 8 9 11 13 17
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As can be seen, only a small number of discrete images (less than 5 for most cases) are needed for 10~*
accuracy. In particular, when calculating interior reaction fields, two image charges are sufficient for the
approximation error to be less than 1%, regardless of the source charge location. (If the Jacobi—-Gauss quad-
rature is employed to construct discrete image charges, it has been found that three image charges are sufficient
for the approximation error to be less than 0.1%, regardless of the source charge location.) For higher accu-
racy, unfortunately, more image point charges have to be used when the charge is close to the spherical bound-
ary. As demonstrated in Section 5.2, compared with direct expansions, however, the proposed image method
requires much less computations to achieve the same accuracy.

5.2. Comparison between the method of direct expansion and the method of images

It is well-known that when a charge is close to the boundary of the sphere, the convergence by direct series
expansion (2) or (5) is slow, requiring a great number of terms to achieve high accuracy in the potential.
Numerical experiments have shown that the method of direct expansion generally needs 50-70 terms to
achieve the same order of accuracy as the method of images with only 4-5 equivalent image point charges
(including the Kelvin image). Consequently, without using any acceleration strategy (like Ewald summations
[20] for the method of direct expansion or the FMM for the method of images), the method of images gen-
erally is a factor of 20-30 times faster than the direct expansion approach. It is expected that this ratio will
get larger as ry — a.

For example, Fig. 4(a) shows the approximation errors by direct expansion (2) when calculating interior
fields due to NP randomly but uniformly distributed point charges in the region r < 0.9« inside the sphere,
while all NP field points are distributed randomly but uniformly inside the whole sphere. When calculating
the errors of the numerical approximations, we use the results obtained by direct expansion with 200 terms
as the “exact” values. Also, the relative error ||E|| is measured in L., norm over all NP observation points, i.e.
max [V(x) — EV(x,)|

max |[EV(x)|

I1<k<N

(34)

1E]] =

where EV(x;) and V(x;) denote the exact and the numerical total field potential at a field point x;, respectively.
In this case, the approximation errors by the method of images with 4 image charges and t = 1/(1 — 7) are
1.97x 107, 5.15x 107, 6.09x 107>, and 8.83x10°° for NP =6250, NP = 12,500, NP = 25,000, and
NP = 50,000, respectively. It clearly shows that the direct expansion approach needs 50-70 terms to achieve
the same order accuracy as the method of images.

10°

10°
O NP=6250 O NP=6250
a A NP=12500 b A NP=12500
-0- NP=25000 -0- NP=25000
10_‘ NP=50000 ] 0_‘ NP=50000
R
B I S
NN N
102 o % 102 T
= RSN s g
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Fig. 4. Accuracy analysis results for the method of direct expansion, where NExp represents the number of used terms. (a) Results for

interior fields; (b) results for exterior fields.
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Fig. 5. Accuracy analysis results for the method of images. On the left panel are the results when calculating the interior fields, while on

the right are those when calculating the exterior fields. (a,b) T = 1/(1 — y); (¢,d) T =2/(1 — y); and (e,f) = 3/(1 — y).
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Table 4
CPU time in seconds on a 3 GHz-clock rate, 2GB-memory processor
NP Interior fields Exterior fields
NC With FMM No FMM NC With FMM No FMM

6250 29,759 13.8 5.3 25,000 10.6 4.4
12,500 59,487 18.4 21.2 50,000 11.3 17.9
25,000 118,476 23.1 85.4 100,000 12.6 71.2
50,000 236,308 434 338.3 200,000 15.2 284.9

Similarly, Fig. 4(b) shows the approximation errors by direct expansion (5) when calculating exterior fields
with the same set of internal point source charges. In this case, all NP field points are located in the region
a <r < 5a outside the sphere. The approximation errors by the method of images with 5 image charges
and T=2/(1 —y) are 1.04x107%, 5.62x 1075, 421x 107>, and 5.56x 107> for NP = 6250, NP = 12,500,
NP = 25,000, and NP = 50,000, respectively. Again, it clearly indicates that the direct expansion approach
needs 50-70 terms to achieve the same order accuracy as the method of images.

5.3. Accuracy of the method of images

In this section, we shall further investigate the dependence of the accuracy of the image method on the num-
ber of discrete image point charges. We only consider here the case that all NP point charges are inside the
dielectric sphere.

Fig. 5 shows the error analysis results when we use images to calculate the total potentials inside and out-
side the sphere. First of all, it can be seen that for interior fields, only 3-4 discrete image point charges are
needed to achieve 0.01% accuracy even for the worst choice of T =1/(1 — y). To achieve accuracy around
1%, only two image charges are needed! For exterior fields, even though the overall accuracy seems to be
not as good as the interior field case, still only 5 image charges are needed to achieve 0.01% accuracy with
1 =2/(1 — 7). Secondly, for both interior and exterior fields, the error analysis results seem to indicate that
the accuracy for the case of t = 2/(1 — y) (which corresponds to the Legendre-Gauss—-Radau quadrature) is
the best.

5.4. Field computation by the FMM

To investigate the efficiency of the method of images in conjunction with the FMM, the algorithm described
in Section 4 has been implemented by using the free software FastLap, a general FMM-accelerated solver for
Laplace problems developed by Professors Jacob K. White and Luca Daniel at MIT [3]. We assume that NP
fields points are distributed randomly but uniformly inside the whole sphere or in the region a < r < 5a outside
the sphere, respectively. The experiments are carried out on a Dell OptiPlex GX280 workstation with a CPU
clock rate of 3 GHz and a memory of 2 GB.

In Table 4, timing results of FMM calculation are reported and compared with those obtained
without the FMM acceleration. The expansion order and the partitioning level in the FMM are set to
be 2 and 9, respectively. To eliminate far point image charges, when calculating interior fields, we use
direct summation of series expansion for charges near the center with r;<0.lqa, i.e. 1 out of 1000 source
point charges are treated by direct calculation (see Remark 5). For the same reason, when calculating inte-
rior fields, the number of image charges is adjusted based on how close a source point charge is to the
boundary of the sphere. When calculating exterior fields, the number of image charges is set to be 4
for all source charges. As can be seen, the timing scales as O(N*) without the FMM acceleration, and
linearly with the FMM. Note that in Table 4, NC denotes the number of total charges included in the
FMM cube.

As the final remark, it should be noted that the software we employed, FastLap, is a general multipole-
accelerated solver for Laplace problems. Therefore, it is possible to achieve better efficiency if we could
develop a FMM solver specifically for field computation with our method of images. More importantly, since
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the distribution of image charges are highly nonuniform, we believe much better efficiency can be achieved if
an adaptive FMM is used.

6. Conclusion

In this paper, we have extended the FMM to calculating electrostatic potentials due to point charges inside
or outside a dielectric sphere. Such an extension was made possible by constructing a small number of point
image charges, based on a result of Neumann published in 1883, to approximate the potential accurately in the
whole space. Numerical results have demonstrated the high accuracy of the images in approximating the
potentials, and the high efficiency of using the FMM together with the constructed image charges to evaluate
the resulting potentials. As the images constructed are not uniformly distributed, an adaptive FMM is pre-
ferred to achieve the best efficiency. As a further extension, a single pre-calculated multipole expansion can
be derived to represent the potential produced by the image charges of a given source charge inside the sphere.
These implementation improvements will be addressed in a future publication. Moreover, generalization of
the image charge method to linearized Poisson-Boltzmann equations can also be done, which will be addressed
in another future publication.
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Appendix A. Derivation of image charges of a point charge and a dielectric sphere
A.1. Harmonic expansion of the potential of a point charge in a homogeneous dielectric medium

Suppose that a point charge ¢ is located on the z-axis at z = d, see Fig. 6. Then, it is well-known that the
electric potential at a field point F(r) generated by this single point charge equals to

q q 1
V(l‘) — - = . s (A 1)
dneR dme /12 L @® — 2drcos 0
where R is the shortest distance between the point charge and the observation point F, 6 is the angle between d
and r, and ¢ is the dielectric constant of the homogeneous medium.
If the radius r of the observation point Fis greater than d, we may factor out 1/r and expand the square root
in Eq. (A.1) in powers of (d/r) <1 using Legendre polynomials P,(x)

Q2

Fig. 6. Point charge in a homogeneous dielectric.
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00

V(r) = 4g€r 3 (‘:) ", (cos0). (A.2)

n=0

Conversely, if the radius r is less than d, we may factor out 1/d and expand the square root in Eq. (A.1) in
powers of (r/d) <1 using Legendre polynomials

V(r) = 471 ~ : (g)nP,,(cos 0). (A.3)

A.2. Source point charge inside the sphere
A.2.1. Interior field

To obtain the potential inside the sphere due to the polarization, we plug the expansion coefficients B, in
Eq. (4) into Eq. (2) and obtain

ZOB,J/’PH(COS 0) = Z Ine am -y(l + m)r P,(cos b))

n=0
g a~~(r !
= — - P, 0
Aner; v, ; (ri> (cos )
g y(1+7) 5~ 7 2
— S . -r'P, 0) =S, +.S,.
dne 2 20 a1l 1 —vy+2n "Pa(cos ) 1o

The first part S; becomes exactly the expansion obtained from Eq. (A.3) by putting d = r; and € = ¢; for a point
charge of magnitude

, a
9 =749

rs

outside the sphere at the inverse point r;. For the second part, we note that

/x Loy 2 1\ 7
A S l—y+2n \r .

Therefore, we have

g y(1+7) 5~ |’ /°° 1 ,

" 4ne = P

2 dmei 2 nzzo: r? no x 7t dx| 7P, (cos 0)
[ g 1yl4y) (x) "

:/; |f|’7T€QCd 2 Z nZO: 7) Pn(COSO) dx

Putting d = x and € = ¢; in Eq. (A.3), we can see that the inside of the above integral physically represents the
potential generated by charge ¢ (x) at x, where

1—y
1 Tz
G =2 (2) T

a 2 7

A.2.2. Exterior field
Substituting the expansion coefficients 4, in Eq. (3) into Eq. (2), we have the potential in the region outside
the sphere
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=\ A4, =gl 14y 2y 1
> — P,(cos0) =) yrt (2 i ST an rnﬁPn(cos 0)

n=0 n=0
1 1 > <\ 7
_ (1+7)q (r—) P,(cos0)
dme;r = \r

g (147 < 2 (£> -
+4neir 2 ; 1—y+2n \r P,(cos0) =S+ S,.

The first series S; is exactly the expansion obtained from Eq. (A.2) by putting d = ry and € = ¢; for a point
charge of magnitude

Gio = (1 +7)gq

at the same location as the source charge. For the second series S», first we note that

" %Jrn—l dx = 2 . %-HI
/0 X [ (rs)2

Then, we can rewrite the second series S, as

g 1+ Z‘” -7 / 1]
= (l X —P
& drer 2 {(rS) 0 * I n(cos 0)

2
n=0

[ A E0) S rems]e

- /0 lan(:r) i (’;‘) "P, (cos 9)1 dx.

Now it is easy to see, by putting d = x and € = ¢; in Eq. (A.2), that the inside of the above integral represents
the potential generated by a point charge ¢/ (x) at x, where

14y
(1 7
a0 =2 () T e

s 2 s

A.3. Source point charge outside the sphere

A.3.1. Exterior field
To calculate the potential in the region outside the sphere in the presence of an external point charge, we
plug the expansion coefficients D, is Eq. (7) into Eq. (5) and obtain

o Dn oS q a27’l+1 1 -7 1
Z rnﬁPn(cos 0) *nZO: dmey 7ol Y lim rnﬁPn(cos 0)

n=0
S (E) P,(cos6)
dneor rs £ \r

g 1=y a2 !
. .~ P,(cos0) = S, + Ss.
drne,r 2 Z 1l —y 420 (cos0) L

n=0
If we let d = r; and € = ¢, in Eq. (A.2), then we can see clearly that the first series S| corresponds to the expan-
sion of the potential due to a point charge of magnitude
a
Qoo = =74
inside the sphere at the inverse point r;. For the second series S, similarly noting that
2 =y

" ipn-1 Ly
X7 dx=—"—7--(n)2"",
/0 1 —vy+42n (1)
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we have

I+
g =) K | / e | 1
$2= dmeor 2 L { ( a ) dr| 5 Pu(cos )
_ (e 1=y N
B /0 [4%607 a ( ,) Z (r) (cos 6)

n=0

- i() picosn

dx

863

Likely, if we let d = x and € = ¢, in Eq. (A.2), we can see that the inside of the above integral physically rep-

resents the potential generated by a point charge ¢/ (x) at x with

14y
(1 — -
qgo(x)zi’(Ty)(rfi) . 0<x<r

a

A.3.2. Interior field

Finally, plugging the expansion coefficients C, in Eq. (6) into Eq. (5), we have the potential inside the sphere

Z” Z g 1 1—y 2y
Cnr”Pn 0) = 2 : rnPn 0
=0 (cos?) =5 4neo rett 2 < I—y 2”) (cos6)

_ (=g io: (£> nPn(cos 0)

dmeyrg 7

q 1—"/ N r\"
—| P, 0) =S8, +39,.
+4TteorS Z 1—“/+2n <rs> (cos 6) 1492

n=

The first part S; becomes exactly the expansion given by Eq. (A.3) for a point charge of magnitude
Goi = (1= 7)q

at the same location as the source point charge. On the other hand, by using the fact that

o0 1 2 1
/ = dx = T
n x Tl l—vy+2n PEaL

we can rewrite the second part S, as

_ g =z )
_MTZ |:}"S f mdx }’Pn(COSO)

n=0 X2

B /:O l4niox rlS ) (m) Z (x) (cos0) 1
= /:O l%g nf: G)nPn(cos 0)1 dx.

0

The inside of the above integral is the same as the expansion obtained by putting d = x and € = ¢, in Eq. (A.3)

for a point charge ¢, at x, where

1—y
p gy(1—yp)(x\ %
a= 20D (Y
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