Electrostatic interactions between
spheroidal dielectric particles
Cite as: J. Chem. Phys. 152, 024121 (2020); https://doi.org/10.1063/1.5129756
Submitted: 04 October 2019 . Accepted: 24 December 2019 . Published Online: 13 January 2020
Ivan N. Derbenev

, Anatoly V. Filippov

, Anthony J. Stace

, and Elena Besley

ARTICLES YOU MAY BE INTERESTED IN
Compressed intramolecular dispersion interactions
The Journal of Chemical Physics 152, 024112 (2020); https://doi.org/10.1063/1.5126716
Techniques for high-performance construction of Fock matrices
The Journal of Chemical Physics 152, 024122 (2020); https://doi.org/10.1063/1.5129452
Adventures in DFT by a wavefunction theorist
The Journal of Chemical Physics 151, 160901 (2019); https://doi.org/10.1063/1.5116338

J. Chem. Phys. 152, 024121 (2020); https://doi.org/10.1063/1.5129756
© 2020 Author(s).

152, 024121

The Journal
of Chemical Physics

ARTICLE

scitation.org/journal/jcp

Electrostatic interactions between spheroidal
dielectric particles
Cite as: J. Chem. Phys. 152, 024121 (2020); doi: 10.1063/1.5129756
Submitted: 4 October 2019 • Accepted: 24 December 2019 •
Published Online: 13 January 2020
Ivan N. Derbenev,1,2

Anatoly V. Filippov,2,3

Anthony J. Stace,1

and Elena Besley1,a)

AFFILIATIONS
1

School of Chemistry, University of Nottingham, University Park, Nottingham NG7 2RD, United Kingdom

2

Troitsk Institute for Innovation and Fusion Research, 108840 Troitsk, Moscow, Russia
Joint Institute for High Temperatures, Russian Academy of Sciences, 125412 Moscow, Russia

3

a)

Author to whom correspondence should be addressed: Elena.Besley@nottingham.ac.uk

ABSTRACT

Theory is developed to address the significant problem of electrostatic interactions between charged polarizable dielectric spheroids. The
electrostatic force is defined by particle dimensions and charge, dielectric constants of the interacting particles and medium, and the interparticle separation distance; and it is expressed in the form of an integral over the particle surface. The switching behavior between like
charge repulsion and attraction is demonstrated as depending on the ratio of the major and minor axes of spheroids. When the major
and minor axes are equal, the theory yields a solution equivalent to that obtained for spherical particles. Limiting cases are presented for
nonpolarizable spheroids, which describe the electrostatic behavior of charged rods, discs, and point charges. The developed theory represents an important step toward comprehensive understanding of direct interactions and mechanisms of electrostatically driven self-assembly
processes.
Published under license by AIP Publishing. https://doi.org/10.1063/1.5129756., s

I. INTRODUCTION
Direct interactions and electrostatic forces often serve as a basis
for novel self-assembly mechanisms, where the interacting particles
combine to form larger ordered structures, typically when subjected
to an external stimulus (solvent polarity, pH factor, irradiation, and
temperature) and driven by thermodynamic and other constraints.
Significant advances1 have been reported on designing nanoparticles with specific shapes, morphological features, and interfaces
that result in directional interactions in order to achieve the desired
extended structures and their functionalities. Breakthroughs in particle synthesis led to the production of particles in the shape of rods,2
cones,3 and discs, typically containing silica, metals, metal oxides,4–6
and polymers,7 with high yield and size/shape selectivity; these
include some elegant examples of rods and ellipsoids of Au-Pt,8
CdSe,9 gold,10 gibbsite,6 and polymer latex.11 These new approaches
to particle synthesis have offered a diverse spectrum of particle
anisotropy and clustering behavior, including the formation of low
symmetry clusters,12 spherical self-assembled objects,13 chain-like
structures,13 and bundling.14 Equilateral polygonal platelets have
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been lithographically fabricated to demonstrate that colloidal
interactions and self-assembly in anisotropic nematic fluids can
be effectively tailored through the control over the particles’
shapes.15
Some additional chemical and biological application areas
reliant on the accurate description of electrostatic interactions
between objects with spheroidal, or near spheroidal, shapes are
fullerenes of higher order (e.g., C70 ),16 complex polyoxometalates (POMs) (e.g., Preyssler-type POMs),17 elliptocytes (abnormally shaped red blood cells),18 and some proteins.19,20 Moreover, nonsphericity affects the self-assembly of many other types
of nanoparticles,21 the formation photonic and liquid crystals,22,23
and light scattering.24 Therefore, it is crucial to understand the
correlation between the shapes of building blocks, the electrostatic
interactions between them, and the morphology of the resulting
structures.25 For example, proteins having different amino acid
sequences can fold into very similar shapes and subsequently selfassemble into oligomers and other hierarchical structures, such
as fibers, closed shells, or tubes.26,27 Further examples are the
multicellular tumor spheroid (MCTS) models for mimicking the
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microenvironment of tissues.28 These experiments have shown
the effect of surface charge on nanoparticle penetration into a
MCTS.
Directed self-assembly of polarizable ellipsoids in an external
electric field has been computationally studied using Monte Carlo
simulations of a two point-charge model of polarizable prolate ellipsoids.29 However, there have not been corresponding developments
toward a general methodology for treating electrostatic interactions between nonspherical particles. Exact solutions to this problem
have only been presented for a single uniformly charged spheroidal
shell30 and where the image charge method has been used to treat
conducting ellipsoidal particles.31
In this paper, an analytical theory of electrostatic interactions
between spheroidal particles has been developed, building on previous work,32–36 where analytical expressions have been given for
the electrostatic force between charged, dielectric sphere—sphere,32
and sphere—planar surface systems.33 In these electrostatic models, the mutual effect of charge is obtained from Gauss’s law,
which couples uniquely the electrostatic potential with the distribution and magnitude of electric charge on the surfaces of the
interacting objects. The accumulated surface charge is integrated
to obtain an analytical expression for the electrostatic force acting on interacting objects at arbitrary separation. The result is a
simple series expression for the force that can be efficiently generalized for studying interactions not only in vacuum32,33 but also
in solution34 and in electrolytes.35,36 The solution has been evaluated by comparison with existing solutions for a range of simple
geometries including a point charge corresponding to a nonpolarizable sphere, a charged rod corresponding to a nonpolarizable prolate spheroid, and a disc corresponding to a nonpolarizable oblate
spheroid.

II. METHODOLOGY
A. Geometry of the problem and expansion
of the electrostatic potential
The problem to be addressed involves two dielectric spheroidal
particles, denoted as i = 1, 2 in Fig. 1, of arbitrary size and defined by
semiaxes ai and ci , permittivity ki , and carrying an arbitrary charge
Qi in a surrounding dielectric medium of permittivity km . The particles are placed on the same axis of symmetry z at the distance
R between their centers. The problem is solved in spherical coordinate systems with an origin at the center of the spheroids. The
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distribution of electric potential inside and outside the spheroids is
described by the Laplace equation
ΔΦ = 0,

(1)

which is supplemented by two boundary conditions. The first
assumes continuity of the electric potential on the surface of the ith
spheroid,
Φi,in ∣ri =ρi (μi ) = (Φi,out + Φj,out )∣ri =ρi (μi ) ,

(2)

where Φi,in is the potential inside the spheroid, Φi,out + Φj,out is the
potential outside the spheroid with contributions from both the ith
and jth spheroids, j = 3 − i, ri is the radial coordinate in the spherical
coordinate system with the pole in the center of the ith particle, and
ρi (μi ) is the spheroid surface radial coordinate in the spherical frame
system,
1 − μ2i μ2i
+ 2)
a2i
ci

−1/2

ρi (μi ) = (

,

where μi = cos θi , θi is a polar angle. The second boundary condition
states that the normal component of the dielectric displacement field
is discontinuous due to the presence of a free charge on the surface
of a spheroid,
ki (ni ⋅ ∇Φi,in)∣ri =ρi (μi ) − km [ni ⋅ ∇(Φi,out + Φj,out )]∣r =ρ (μ ) =
i

i

i

σi (μi )
.
ε0
(3)

Here, ni is the unit normal vector on the surface of the ith spheroid,
σi (μi ) is the surface charge density of the ith spheroid, and ε0 is the
permittivity of vacuum.
The electrostatic potential inside the ith spheroid, which satisfies the Laplace equation (1) can be expanded in terms of Legendre
polynomials Pn (μi ),37
∞

Φi,in = ∑ An,i rin Pn (μi ).

(4)

n=0

The potential outside each spheroid that satisfies Eq. (1) and vanishes at infinity takes the form37
∞

Φi,out = ∑ Bn,i ri−n−1 Pn (μi ).

(5)

n=0

In order to apply boundary conditions (2) and (3) and determine the
expansion coefficients An,i and Bn,i , it is necessary to re-expand the
potential (5) and use only one set of spherical coordinates for each
spheroid,38
∞ ∞

FIG. 1. A geometric representation of two interacting dissimilar spheroids. Dielectric constants, permanent charges, and the semiaxes for spheroids 1 and 2 are
denoted as k 1 , Q1 , a1 , and c1 and k 2 , Q2 , a2 , and c2 .
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Φj,out = ∑ ∑ Bm,j
n=0 m=0

(m + n)! −m−n−1 n
R
ri Pn (μi ).
m!n!

(6)

The corresponding derivatives of the electrostatic potential are
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Here
√ and thereafter, the components of the normal vector n = nr r̂ +
nθ 1 − μ2 θ̂ on the surface of the spheroid are defined as

∂Φi,in ∞
= ∑ An,i nrin−1 Pn (μi ),
∂ri
n=0
∂Φi,out ∞
= ∑ Bn,i (−n − 1)ri−n−2 Pn (μi ),
∂ri
n=0

nr = √

∂Φj,out
(m + n)! −m−n−1 n−1
= ∑ ∑ Bm,j n
R
ri Pn (μi ),
∂ri
m!n!
n=0 m=0
∞ ∞

∂Φi,in
1 ∞
n
=
∑ An,i (n + 1)ri [μi Pn (μi ) − Pn+1 (μi )],
∂μi
1 − μ2i n=0

nθ =

(7)

∂Φi,out ∞
= ∑ Bn,i ri−2n−1 (n + 1)rin [μi Pn (μi ) − Pn+1 (μi )],
∂μi
n=0
∂Φj,out ∞ ∞
(m + n)! −m−n−1
= ∑ ∑ Bm,j
R
(n + 1)rin[μi Pn(μi) − Pn+1(μi)].
∂μi
m!n!
n=0 m=0

The surface charge distribution σi (μi ) is found from the
assumption that the surface of an isolated spheroid is equipotential,
Φout ∣r=ρ(μ) = ϕ0 ,
where the surface potential ϕ0 is described as39,40
√ 2
⎧ 1
a
⎪
Q ⎪
⎪ √a2 −c2 arctan c2 − 1, a > c;
ϕ0 =
⎨
√
c+ √c2 −a2
4πkm ε0 ⎪
⎪
√1
,
c > a.
⎪
2
2
⎩ 2 2 ln
c −a

c−

(8)

(9)

c −a

∞

′

−n−1

n=0

(μ) = ϕ0 ,

′
∑ βkn Bn
n=0

k = 0, 1, 2, . . . ,

(10)

(11)

where
1

βkn = ∫ ρ

−n−1

(μ)Pn (μ)Pk (μ)dμ.

(12)

∞

∞

n

∑ An,i ρi (μi )Pn (μi ) = ∑ Bn,i ρi

−n−1

n=0

∞ ∞

(μi )Pn (μi ) + ∑ ∑ Bm,j
n=0 m=0

(m + n)! −m−n−1 n
×
R
ρi (μi )Pn (μi ).
m!n!

σ(μ) = −km ε0 (n ⋅ ∇Φout )∣r=ρ(μ) .

Here, the electrostatic potential of the jth spheroid is re-expanded
in a spherical coordinate system with the origin at its center using
an addition theorem for Legendre polynomials.38 Multiplying both
sides of (17) by Pk (μi ) and integrating over the limits −1 to 1 yield
∞

∞

∞ ∞

n=0

n=0

n=0 m=0

∑ αkn,i An,i = ∑ βkn,i Bn,i + ∑ ∑ αkn,i

(m + n)! −m−n−1
R
Bm,j ,
m!n!

1

αkn,i = ∫ ρni (μi )Pn (μi )Pk (μi )dμi
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(19)

−1

and βkn ,i is defined by Eq. (12). The second boundary condition (3)
expanded in terms of Legendre polynomials takes the form
∞

∞

k=0

k=0

∑ Ck Pk (μi ) = ∑ Dk Pk (μi ),

+ nθ μ)Pn (μ) − nθ Pn+1 (μ)].
(14)

Published under license by AIP Publishing

where

(13)

Using (5) and the expansion coefficients B′ n,i , the surface charge
distribution is given by
σ(μ) =

(17)

(18)

The solution of the linear system (11) gives the expansion coefficients B′ n,i . Inside an isolated spheroid with an equipotential surface,
the electric field is zero; therefore, the second boundary condition,
(3), can be rewritten as

km ε0 ∑ B′n ρ−n−2 (μ)(n + 1)[(nr
n=0

(16)

C. Two spheroids at a finite separation

−1

∞

.

Figure 2 compares the numerical results obtained using Eq. (14) and
the analytical expression (16) for three different cases corresponding to the aspect ratios of a:c = 1:1 (sphere), a:c = 3:4 (prolate), and
a:c = 4:3 (oblate). The deviation of the numerical results is within
0.1%, mainly in the charge deficient areas as compared to the distribution of charge on the surface of a sphere, thus demonstrating the
reliability of the proposed method.

n=0

≡ 2ϕ0 δk,0 ,

(15)

− 12

1 − μ2i μ2i
Qi
σi (μi ) =
(
+ 4)
4πa2 cρi (μi )
a4i
ci

where B′ n are constant coefficients corresponding to an isolated
spheroid. Expanding both parts of Eq. (10) in terms of Legendre
polynomials yields
∞

,

If two spheroids are located at a finite distance apart, the
boundary condition (2) takes the following form:

Using expansion (5) in (8) gives
∑ Bn Pn (μ)ρ

1

2
− c12 ) μ2 (1 − μ2 )ρ4
( a12 − c12 )μρ2
.
√
2
1 + ( a12 − c12 ) (1 − μ2 )μ2 ρ4

1 + ( a12

Note that Eq. (14) is expressed in a general form and can be applied
to any three dimensional shape with axial symmetry. In this paper,
it is tested against the known formula for the surface charge density
on an isolated spheroid with a uniformly distributed potential,39

B. The case of the isolated spheroid

2

scitation.org/journal/jcp

(20)

where
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FIG. 2. Surface charge distribution on an isolated spheroid: analytical results using Eq. (16) are shown as black lines and numerical values obtained by Eq. (14) are shown
by circles (sphere), triangles (prolate), and squares (oblate). The embedded plots represent the relative deviation between the two approaches.

1

Ck =

Hence, Eq. (20) can be rewritten as

2k + 1
{ki (ni ⋅ ∇Φi,in ) − km
2 ∫

nmax

nmax

−1

ki ∑ An,i [nΓkn,i − (n + 1)Γkn,i ] + km ∑ Bn,i (n + 1)
(4)

(3)

× [ni ⋅ ∇(Φi,out + Φj,out )]}∣

ri =ρi (μi )

Pk (μi )dμi ,

(21)

n=0

n=0

nmax n−nmax

× [Γkn,i + Γkn,i ] − km ∑ ∑ Bn,j [lΓkl,i − (l + 1)Γkl,i ]
(2)

(1)

2k + 1
Υk ,
2

Dk =

(22)

1

×

Υk = ∫ σi (μi )Pk (μi )dμi .

(4)

(3)

l=0

n=0

(l + n)! −l−n−1
R
= Υk .
l!n!

(26)

−1

Substitution of the derivatives (7) of the electrostatic potential into
Eq. (21) gives
Ck =

∞
∞
2k + 1
(4)
(3)
{ki ∑ An,i [nΓkn,i − (n + 1)Γkn,i ] + km ∑ Bn,i (n + 1)
2
n=0
n=0
∞ ∞

× [Γkn,i + Γkn,i ] − km ∑ ∑ Bm,j
(1)

(2)

n=0 m=0

(3)
× [nΓkn,i

(m + n)! −m−n−1
R
m!n!

(4)
− (n + 1)Γkn,i ]},

(23)

∞

∞

∞

n=0

n=0

n=0

n=0

∞

∞

∞

∞

n=0

n=0

n=0

n=0

(27)

where i = 1, 2, j = 3 − i, k = 0, 1, 2, . . ., ∞,
nmax −n

γkn,i ≡ ∑

1

=∫

∞

∑ αkn,i An,i + ∑ 0 ⋅ An,j − ∑ βkn,i Bn,i − ∑ γkn,i Bn,j = 0,

∑ Λkn,i An,i + ∑ 0 ⋅ An,j + ∑ Ωkn,i Bn,i − ∑ Θkn,i Bn,j = Υk,i ,

where the following notation has been introduced:
(1)
Γkn,i

Finally, combining Eqs. (18) and (26) gives the required set of linear
equations for the coefficients An,i and Bn,i ,

ρ−n−2
(μi )nr,i (μi )Pn (μi )Pk (μi )dμi ,
i

l=0

(l + n)! −l−n−1
R
αkl,i ,
l!n!

Λkn,i ≡ ki [nΓkn,i − (n + 1)Γkn,i ],
(3)

−1
1

nmax −n

Γkn,i = ∫ ρ−n−2
(μi )nθ,i (μi )[μi Pn (μi ) − Pn+1 (μi )]Pk (μi )dμi ,
i
(2)

−1

Θkn,i ≡ km ∑ [lΓkl,i − (l + 1)Γkl,i ]
(3)

(4)

l=0

(24)

1

(4)

(l + n)! −l−n−1
R
,
l!n!

(28)

Ωkn,i ≡ km (n + 1)[Γkn,i + Γkn,i ],
(1)

Γkn,i = ∫ ρn−1
(μi )nr,i (μi )Pn (μi )Pk (μi )dμi ,
i
(3)

−1

(2)

∞

Υk,i ≡ ∑ B′ n,i Ωkn,i .

1

Γkn,i = ∫ ρn−1
(μi )nθ,i (μi )[μi Pn (μi ) − Pn+1 (μi )]Pk (μi )dμi .
i

n=0

(4)

−1

D. Electrostatic force

Similarly, substitution of Eq. (14) into Eq. (22) yields
∞

Υk = km ∑ (n + 1)B′ n,i (Γkn,i + Γkn,i ).
(1)

n=0
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(2)

(25)

The Maxwell stress tensor is used to calculate the electrostatic interaction force41 acting on spheroid i due to the presence
of spheroid j,
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Fi = ∮ Tin dS,

(29)

Si

where
1
1
Tn = ε0 km (En E − nE2 ) = ε0 km [ (En2 − Eτ2 )n + En Eτ τ]
2
2

(30)

is the √
normal component of the Maxwell stress tensor and
τ = −nθ 1 − μ2 er + nr eθ is the tangent unit vector. Here, the normal
component of the electric field is given by
En,i = −(ni ⋅ ∇(Φi,out + Φj,out ))∣ri =ρi (μi )
∞

= ∑ Bn,i (n + 1)ρ−n−2
(μi ){Pn (μi )nr,i (μi )
i
n=0

same shape, size (a1 = a2 ≡ a, c1 = c2 ≡ c), and dielectric constant
(k1 = k2 ≡ k), but with different charges Q1 /Q2 = 2, whilst keeping
the capacitance of spheroids constant. We assume that at an infinite
separation distance between spheroids, their capacitance is equal to
the capacitance of a sphere. The assumption of the constant capacitance implies that during the deformation of an isolated sphere,
the ratio between its surface charge and surface potential remains
constant. Therefore, this assumption has been chosen as the most
physically meaningful for the case when the effect of nonsphericity
on the electrostatic interaction is studied and the effects of changed
charge and/or potential are excluded.
This approach allows us to find the relationship between the
axes of a spheroid, a and c, and the radius of the corresponding
sphere, r, into which the spheroid degenerates at a = c. Under the
assumption of constant capacitance,

+ [μi Pn (μi ) − Pn+1 (μi )]nθ,i (μi )}
∞ ∞

− ∑ ∑ Bm,j
n=0 m=0

(m + n)! −m−n−1 n−1
R
ρi (μi )
m!n!

× {nPn (μi )nr,i (μi ) + (n + 1)[μi Pn (μi )
− Pn+1 (μi )]nθ,i (μi )}.

(31)

(34)

Csphere = 4πkm ε0 r

(35)

and
Cspheroid

Eτ,i = −(τ i ⋅ ∇(Φi,out + Φj,out ))∣r =ρ (μ )
i
i
i
√
∞
= 1 − μ2i ∑ (n + 1)Bn,i ρ−n−2
(μi )
i

√
√
−1
⎧
a2 −c2
⎪
⎪
⎪ a2 − c2 (arctan c ) , a > c;
= 4πkm ε0 × ⎨ √
√
−1
⎪
c+ √c2 −a2
2
2
⎪
⎪
⎩2 c − a (ln c− c2 −a2 ) , c > a.

nr,i (μi )
[μi Pn (μi ) − Pn+1 (μi )] − nθ,i (μi )Pn (μi )}
1 − μ2i
√
∞ ∞
(m + n)! −m−n−1
R
+ 1 − μ2i ∑ ∑ Bm,j
m!n!
n=0 m=0
×{

⎧
r arctan x2 −1
⎪
,
⎪ √2
c = ⎨ r x −1 1+√1−x2
⎪
⎪
⎩ 2√1−x2 ln 1−√1−x2 ,
√

× ρn−1
(μi ){nnθ,i (μi )Pn (μi )
i
(32)

Equation (30) can be substituted into Eq. (29) for the electrostatic
force and rewritten as
√
1 2
2
)μi − En,i Eτ,i 1 − μ2i ]nr
Fz,i = −2πε0 km ∫ {[ (En,i
− Eτ,i
2
−1
√
1 2
2
) 1 − μ2i + En,i Eτ,i μi ]
− Eτ,i
− [ (En,i
2
√
× nθ 1 − μ2i } × ρ2 (μi )
¿
2
Á
À1 − [( 1 − 1 )μ ] ρ4 (μ )(1 − μ2 )dμ ,
×Á
(33)
i
i
i
i
2
2
ai ci
1

which solves the posed electrostatic problem.

We next consider the effect of nonsphericity on the nature of
electrostatic interactions between two polarizable spheroids of the

J. Chem. Phys. 152, 024121 (2020); doi: 10.1063/1.5129756

a>c

(oblate);

c>a

(prolate).

(37)

The relationship (38) has been used in all numerical tests presented
in this paper for a range of x from 0.83 to 1.17.
The electric potential generated by a point charge Qpoint is typically represented by equipotential surfaces (regions in which every
point has the same potential), which take the form of concentric
spheres centered at the point charge.39 If the point charge is substituted by a small sphere with the same charge, Qsphere = Qpoint , and the
uniformly distributed surface potential (this condition also implies
the uniformly distributed surface charge), the sphere will create the
same electric potential outside its boundaries as the point charge
(Gauss’s law). Therefore, the electrostatic forces between two point
charges and two uniformly charged nonpolarizable and nonoverlapping spheres are equivalent. The same reasoning can also be
applied to charged objects of any arbitrary shape using the superposition principle. For example, a prolate spheroid has an equipotential surface of a uniformly charged rod with the length equal to
the interfocal distance 2f of the corresponding spheroid, and an
oblate spheroid has an equipotential surface of a disc with the radius
equal to the radius of the focal line f and with the following radial
distribution of surface charge density,41

III. RESULTS AND DISCUSSION

Published under license by AIP Publishing

(36)

Using the nonsphericity parameter x = a/c and substituting Eqs. (35)
and (36) into (34) gives the following relationship between the radii
of a spheroid, a, c and the radius of the equivalent sphere, r:

n=0

nr,i (μi )
[μi Pn (μi ) − Pn+1 (μi )]}.
1 − μ2i

Csphere = Cspheroid ,
where

The tangential component of the electric field is defined as

+ (n + 1)

scitation.org/journal/jcp

σ(r) =

Qdisc
,
√
2πf f 2 − rd2

(38)
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where Qdisc is the charge of the disc and rd is a radial coordinate
on the disc surface. Table I contains the analytical equations of the
electrostatic forces for the following cases:
● two point charges at a distance R, which corresponds to two
spheres of radii r1 and r2 at a surface-to-surface separation
s = R − r1 − r2 ;
● a charged rod of length 2f and a point charge separated at a
distance R from the center of
√the rod that corresponds to a
prolate spheroid with c = f / 1 − x2 , and a sphere of radius
r at a surface-to-surface separation s = R − c − r;
● a charged disc of radius f and a point charge at a distance
R from the center of √
the disc that corresponds to an oblate
spheroid with c = f / x2 − 1, and a sphere of radius r at a
surface-to-surface separation s = R − c − r;
● a charged disc of radius f 1 and a charged rod of length 2f 2
at a distance R between their√centers that corresponds to an
oblate spheroid with c1 = f1 / x12 − 1, and a prolate spheroid

scitation.org/journal/jcp

√
with c2 = f2 / 1 − x22 at a surface-to-surface separation s = R
− c1 − c2 ;
● two charged rods of lengths 2f 1 and 2f 2 at a distance
R between their centers √
that correspond to two prolate
2 at a surface-to-surface
spheroids with c1,2 = f1,2 / 1 − x1,2
separation s = R − c1 − c2 .
The electrostatic force calculated using Eq. (33) for nonpolarizable
spheroids: k1 = k2 = km , including a sphere as a specific case, should,
therefore, give the same result as the electrostatic force obtained
from the simple expressions summarized in Table I for cases involving a charged rod, a disc, and a point charge. For these simple
geometries, Fig. 3 compares calculations of the electrostatic force as
a function of surface-to-surface as defined with reference to Table I.
The results obtained using the methodology presented above and the
corresponding analytical expressions given in Table I are in excellent
agreement. These limiting cases can be interpreted as electrostatic
forces between nonpolarizable spheroids.

TABLE I. Simple limiting cases of the interactions involving a charged rod, disc, and point charge. Expressions for the
electrostatic force are derived in Appendix A.

Fpoint - point = K

J. Chem. Phys. 152, 024121 (2020); doi: 10.1063/1.5129756
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Q1 Q2
(Coulomb force)
R2

Frod - point = K

Qrod Qpoint
R2 − f 2

Fdisk - point = K

Qdisc Qpoint
R2 + f 2

Fdisc - rod = K

R + f2
R − f2
Qdisc Qrod
(arctan
− arctan
)
2f1 f2
f1
f1

Frod - rod = K

Qrod1 Qrod2 (R + f1 − f2 )(R − f1 + f2 )
ln
4f1 f2
(R + f1 + f2 )(R − f1 − f2 )
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FIG. 3. (a) Electrostatic force, scaled by the Coulomb force, calculated as a function of the surface-to-surface separation for a prolate spheroid and a sphere (1), an oblate
spheroid and a sphere (2), an oblate and a prolate spheroid (3), two prolate spheroids (4), and two spheres (Coulomb force) (5). Lines are analytical results given by the
equations in Table I; symbols are numerical calculations using Eq. (33) with x = 4/3 for oblate spheroids and x = 3/4 for prolate spheroids. (b) Relative errors.

Consider next the transition from repulsion to attraction of
like charged identical spheroids by changing their eccentricity. It
should be noted that determining the range of parameters in which,
for particles of the same charge, a transition from repulsion to
attraction takes place as the distance between them decreases is
not a trivial task. Even for spherical particles, the boundaries of
this region are determined by the ratio of the charges on the particles, the ratio of their sizes, and their dielectric constant relative to that of the medium.32,42 For particles with a spheroidal
shape, even for the case of an axially symmetric distribution of
surface charges, the eccentricities have to be added to the parameter space. This challenging task remains outside the scope of the
present work, which is focused primarily on the development of
analytical and numerical solutions to the electrostatic interactions
between different nonspherical geometries of charged dielectric
particles.
It is well known that for the case of spherical particles of the
same radius carrying equal charges, there is no attraction even for
conducting particles.42,43 Consider the case when one particle carries twice the charge of the other, i.e., Q1 = 2Q2 . As the distance
between the surfaces of the particles decreases, the number of terms
in the multipolar expansion required for an accurate estimation of
the potential increases and the dimensionality of the set of algebraic equations defining the expansion coefficients increases accordingly (see Ref. 44). Therefore, the test calculations are restricted to
interactions at sufficiently large interparticle distances, s = 0.01r, at
which for spherical particles with the same dielectric constant repulsion transforms into attraction at k1 = k2 ≈ 18.5 (km = 1). Therefore, for comparison, we consider the values k1 = k2 = 18, 18.5,
and 19.
For the case of polarizable spheroidal particles in vacuum
(km = 1), Fig. 4 shows the electrostatic force between two identical spheroids carrying different amounts of charge (Q1 /Q2 = 2) as a
function of the nonsphericity parameter, x, calculated for three values of the dielectric constant, k = 18, 18.5, and 19. The spheroids
are kept at a fixed surface-to-surface separation s = 0.01r. The

J. Chem. Phys. 152, 024121 (2020); doi: 10.1063/1.5129756
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values given for the dielectric constants have been selected from
extensive numerical experiments, to reveal the switch in electrostatic behavior from attraction to repulsion, between like-charged
spheroids depending on the value of the nonsphericity parameter, x. For k = 18.5 and above, the interaction can switch from
a counterintuitive attraction between like-charged particles (negative value of the force ratio) driven by charge-induced polarization to repulsion (positive value of the force ratio). This switch
occurs either as the shape of the interacting spheroidal particles
changes from oblate to prolate or if the value of the nonsphericity parameter for two oblate spheroids is increased sufficiently. For
chosen values of dielectric constant and charge ratio, the minimum in the electrostatic force corresponds to two oblate spheroids
(x > 1). This behavior is a result of a specific distribution of the

FIG. 4. The electrostatic force scaled by the Coulomb force between two identical
like-charged spheroids in vacuum (k m = 1) with the charge ratio of Q1 /Q2 = 2
calculated as a function of the nonsphericity parameter x = a/c at a fixed surfaceto-surface separation s = 0.01r for three values of the dielectric constant k = 18,
18.5, and 19.
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surface charge, which depends on the nonsphericity parameter (see
Fig. 2), and the complex nature of polarization interactions between
spheroids.
IV. CONCLUSIONS
An analytical expression for the electrostatic force acting
between two dielectric spheroids located on the same axis of symmetry is presented. Variation in the electrostatic force with a change
in the value of the nonsphericity parameter shows an interesting
switch in electrostatic behavior between two like-charged spheroids
with a charge ratio of 2. At a critical value of the dielectric constant,
k = 18.5, and above, the F/F Coulomb ratio has a negative value, which
corresponds to an attractive interaction between like-charged oblate
spheroids. If the shape of the interacting spheroidal particles changes
from oblate to prolate or if the value of the nonsphericity parameter
of two oblates is increased sufficiently, the interaction switches from
attraction to repulsion.
The proposed analytical model has been benchmarked against
existing analytical solutions for the interaction between nonpolarizable rods, discs, and point charges and against an earlier electrostatic
model for dielectric spheres,32 showing excellent agreement. The
result is of practical significance and represents a first step toward a
more general theory of electrostatic interactions between nonspherical objects as it can be generalized to any arbitrary shape with axial
symmetry, as shown in the approach taken in Ref. 45. Derivations
for the electrostatic force for the simple limiting cases of a charged
rod, disc, and point charge and additional computational issues are
discussed in Appendixes A–C.
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FIG. 6. Two uniformly charged rods with charges Qrod1 and Qrod2 and lengths 2f 1
and 2f 2 . R is the distance between their centers.

R+f

Frod,z = ∫ K
R−f

where K =

1
4πϵ0

Qrod Qpoint dz
Qrod Qpoint
=K 2
,
z2
2f
R −f2

(A1)

≈ 9 × 109 Vm/C is a constant of proportionality.

2. Two uniformly charged rods
The force between two uniformly charged rods (see Fig. 6) can
be derived by a double integration of the force between infinitely
small elements of the rods over their lengths,
R+f2 f1

Frod - rod = ∫ ∫ K
R−f2 −f1

=K

Qrod1 Qrod2 dz1 dz2
(z2 − z1 )2 2f1 2f2

Qrod1 Qrod2 (R + f1 − f2 )(R − f1 + f2 )
ln
.
4f1 f2
(R + f1 + f2 )(R − f1 − f2 )

(A2)

Here, z = 0 is assumed to be the center of the first rod.
3. Charged disc and point charge
The force between a uniformly charged ring and a point charge
(see Fig. 7) can be derived by integrating the force between an
infinitely small element of the ring and the point charge over the
circumference of the ring,
2πr

Fr,z = ∫ KQpoint
0

R
cos α Qring
dl = KQpoint Qring
.
2
r2 + R2 2πr
(r + R2 )3/2

(A3)

The force between a disc with the surface charge density
APPENDIX A: DERIVATION OF ELECTROSTATIC
FORCES FOR SIMPLE LIMITING CASES
GIVEN IN Table I
1. Uniformly charged rod and point charge
The force between a uniformly charged rod and a point charge
(see Fig. 5) can be derived by integrating the force between an
infinitely small element of the rod and the point charge over the
length of the rod,

FIG. 5. A uniformly charged rod with charge Qrod , length 2f, and a point charge
Qpoint . R is the distance between the center of the rod and the point charge.
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FIG. 7. A uniformly charged ring with charge Qring , radius r, and a point charge
Qpoint . R is the distance between the center of the ring and the point charge.
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R+f2

Fd,z = ∫
R−f2

scitation.org/journal/jcp

Qdisc Qrod
KQdisc Qrod dz
=K
2f1 f2
2f2 (f12 + z2 )

× (arctan

R − f2
R + f2
− arctan
).
f1
f1

(A5)

APPENDIX B: LIMITING CASE OF TWO
POLARIZABLE SPHERES
As verification, the presented methodology has been tested for
the case of two dielectric spheres: ai = ci ≡ ai , i = 1, 2. In this case,
FIG. 8. A charged disc Qdisc with the radius f and a point charge Qpoint . R is the
distance between the center of the disc and the point charge.

σ(r) =

Fd,z = ∫ KQpoint
0

h
(r2

+ R2 )3/2

×

2πf

1
B′ n a−n−1 δnk = ϕ0 δk,0 ,
n=0 2n + 1

(B1)

B′k = (2k + 1)ak+1 ϕ0 δk,0 .

(B2)

∞

∑

KQpoint Qdisc
Qdisc
2πrdr =
.
√
(f 2 + R2 )
f 2 − r2

which gives

The normal vector components (15) are deduced to
nr = 1,

4. Charged disc and uniformly charged rod
The force between a disc with the surface charge density

2πf

Qdisc
√
f 2 − r2

and a uniformly charged rod (see Fig. 9) can be calculated by integrating the force from Eq. (A4) between the charged disc and an
infinitely small element of the rod over the length of the rod,

nθ = 0.

(B3)

Substituting (B2) and (B3) into (14) gives

(A4)

σ(r) =

Qi
4πkm ε0 ai

and ρi (μi ) = ai . Equation (11) takes the form

Qdisc
√
2πf f 2 − r2

and a point charge (see Fig. 8) can be calculated by integrating the
force from Eq. (A3) between an infinitely thin ring element of the
disc and the point charge over the circumference of the ring,
f

ϕi,0 =

σ(μ) =

Q
.
4πa2

(B4)

Therefore, the first equation in (27) takes the form
∞

An,i = Bn,i ai−2n−1 + ∑ Bm,j
m=0

(m + n)! −m−n−1
R
,
m!n!

(B5)

whereas the second equation in (27) gives
km B0,i a−1
i = ai ϕi,0 ,
ki Ak,i kak−1
i
∞

k = 0;

+ km Bk,i (k + 1)a−k−2
i

(k + n)! −k−n−1
− km ∑ Bn,j kak−1
R
i
k!n!
n=0

(B6)
= 0, k ≥ 1.

Substituting (B5) into (B6) yields
∞
Bk,i
(ki − km )k
(k + n)! −k−n−1 σi ai
+
aki × ∑ Bn,j
R
=
δk0 .
k+1
(ki + km )k + km
k!n!
km ε0
ai
n=0

(B7)

FIG. 9. A charged disc Qdisc with the radius f 1 and a uniformly charged rod Qrod
with the length 2f 2 . R is the distance between the centers of the disc and the rod.
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The same equation was obtained in Ref. 32 for the case of km = 1.
In order to confirm the analytical derivations made above, the
electrostatic force between two polarizable spheres of the same size
has been calculated using Eq. (33) and compared with the force
calculated using the model from Ref. 32. The following parameters have been chosen to reproduce the most relevant case of like
charge attraction: k1 = k2 = 20, Q1 = 1e, Q2 = 10e, and km = 1.
Figure 10 demonstrates that the results are in a good agreement
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APPENDIX C: ERROR ANALYSIS RELATED
TO THE NUMBER OF TERMS IN THE EXPANSION
OF THE ELECTROSTATIC FORCE

FIG. 10. Electrostatic force (relative to the Coulomb force) between two polarizable
spheres of the same radius r with the dielectric constants k 1 = k 2 = 20 and charges
Q2 /Q1 = 2 in vacuum k m = 1 calculated by means of the methodology from Ref. 32
(line) and the present model (33) (symbols) vs surface-to-surface separation s relative to the sphere radius r. The embedded plot represents the relative difference
between the forces.

and the relative error does not exceed 1% at short separation and
less than 10−5 % when the spheres are far apart. The greatest error
(0̃.15%) is achieved at the point where the force changes the sign
and crosses the x-axis.

Convergence of the present methodology is demonstrated for
the example of two geometrically identical spheroids with the same
dielectric constants but different charges. Numerical experiments
showed that in the case of Q1 /Q2 = 2 and k1 = k2 = 17 and
20, the solution is stable for 0.83 ≤ x ≤ 1.17. Figure 11 shows
the electrostatic forces and the calculation errors vs number of
terms for spheroids described here at a separation of 0.01r. For
the examples of prolate spheroids and spheres, the method shows
excellent convergence at values of n in the range 20 ≤ n ≤ 140,
whereas for the case of oblate spheroids, convergence stops at
n = 120, and thereafter, the error increases. The linear system (27) is generally sparse and ill-conditioned, i.e., contains
many zero elements and elements with large differences in values. Moreover, the problem of two oblate spheroids has no trivial
solution for the nonpolarizable case (unlike the problem of two
prolate, nonpolarizable spheroids). Three separate numerical methods have been tried to solve problem (27):46 lower-upper (LU)
decomposition with iterative improvement of a solution, singular value decomposition (SVD), and preconditioned biconjugate
gradient method (PBCG). All methods give identical results, and
for further calculations, the LU-decomposition method has been
chosen.

FIG. 11. Electrostatic force and calculation error vs number of terms for two dielectric spheroids with the dielectric constant k 1 = k 2 = 17 [(a) and (b)] and 20 [(c) and (d)] in
vacuum k m = 1 at x = 0.83 (1), 1 (2), and 1.17 (3). Lines are used to guide the eye.
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