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ABSTRACT

For scatterers with axial or N-fold rotational symmetry, the T-matrix is one of
the most efficient techniques to obtain the scattering properties. Extended boundary
condition method (EBCM) and invariant imbedding T-matrix method (II-TM) are
currently two of the most effective realizations of the T-matrix. The T-matrix of
the scatterers with the rotational symmetry will be fully or partially decoupled be-
tween different azimuthal components, which can dramatically increase calculation
efficiencies.

However, the ill-conditioned problem will occur for the EBCM whereas memory
requirements and time consumption will be exponentially increased for the II-TM
when scatterers have large aspect ratios (the ratios of the heights to the characteristic
widths of the scatterers). The many-body iterative T-matrix method (MBIT), which
uses the T-matrix and many-body techniques, is developed and generalized to target
the homogeneous and inhomogeneous scatterers with large aspect ratios.

For infinite scatterers with one dimension periodicity, a semi-analytical solution
instead of the iterative technique has been obtained by extending the application
of the MBIT method to infinite number of sub-units. The semi-analytical solution
of a scatterer with 1-D periodicity can be treated as an proxy and the limit of the
corresponding finite scatterer with extreme large aspect ratios. For oceanic diatom
scatterers, which have chain structures in preferential orientations, the MBIT method
is applied to get the scattering properties, which can be the indicators of scatterer

orientations, compositions, and shapes.
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1. INTRODUCTION*

In the simulation of light scattering, the T-matrix method is a powerful technique
to get the scattering properties of a single scatterer, especially one with axial or N-
fold rotational symmetry [1, 2, 3]. Extended boundary condition method (EBCM)
[4, 5] and invariant imbedding T-matrix method (II-TM) [6, 7] are two of the most
effective realizations for the T-matrix method. However, the effectiveness of T-
matrix method will be highly reduced with the increase of aspect ratio of a scatterer.
The matrix inversion process will bring ill-condition problems for EBCM whereas
the time consumption and memory requirements during calculations will increase
dramatically for II-TM.

Based on T-matrix and many-body techniques, a many-body iterative T-matrix
method (MBIT) was developed to target scatterers with large aspect ratios [8, 9].
The aspect ratio is defined as the ratio of the height and the characteristic length of
the cross-section of a scatterer. It is theoretically proven that, by dividing a scatterer
with a large aspect ratio into several sub-units with small aspect ratios along the
direction of the height, its scattering properties can be iteratively obtained in terms
of those of the sub-units. The stabilized bi-conjugate gradient iterative method has
been employed to accelerate the convergence rate [10, 11, 12]. The axial translational
coefficients are employed to take the different frame of references the sub-units have
been using into consideration [13, 14, 15, 16]. The method has been generalized
from homogeneous to inhomogeneous scatterers with large aspect ratios. Using on

the T-matrix of the sub-unit, the MBIT method has been applied to various prolate

*Figure 1.1 is reprinted with permission from ”Atmospheric ice crystals over the antarctic
plateau in winter” by V. P. Walden, S. G. Warren and E. Tuttle, 2003. J. Appl. Meteorol., 42(10),
1391-1405. Copyright 2003 @American Meteorological Society.



scatterers with or without axial symmetry, such as, cylinders, spheroids, prisms based

on different orders of equilateral polygons, or combined shapes [8, 9].

Figure 1.1: Long prism crystals (From Walden et al. [17]).

In atmospheric observations, there are a lot of scatterers with extremely large
aspect ratios [17]. Figure 1.1 shows the long prism Shimizu crystals and the scribe
is 250um apart [17]. In this case, the scattering properties of the scatterers can
be compared with those of the corresponding infinite scatterers with one dimen-
sional periodicity, which are obtained by extending their two ends to the infinity.
The MBIT method is correspondingly extended to simulate the scattering proper-
ties of a scatterer with one dimensional periodicity [18]. A semi-analytical solution
is obtained in terms of the T-matrix of a sub-unit and the axial translational co-
efficients [13, 14, 15, 16]. A direct matrix inversion is employed instead of an it-
erative method. Relative to numerically accurate methods, such as discrete dipole

approximation method [19] and finite difference time domain method [20], the semi-



analytical solution can be computationally efficient. Moreover, the solution of 1-D
periodic scatterer can be treated as the proxy of the corresponding scatterer with

the same cross-section but extremely large aspect ratios [18].

Figure 1.2: Diatom chains.

A lot of oceanic observations show that the marine scatterers, such as, diatoms,
not only have large aspect ratios, but also connect together to form diatom chains.
Figure 1.2 shows the diatom chains within a phytoplankton thin layer in East Sound,
WA 2013 using the HOLOCAM symtem [21]. These diatom chains are essentially
horizontally oriented due to current flow. Moreover, these diatom chains have some
specific compositions and shapes in the ocean. The MBIT method can be properly
applied to study the scattering properties of these diatom chains. The scattering
patterns can be the indicators to detect orientations, compositions, and shapes. The
refractive indices of diatoms relative to water are close unity. These particles are
so-called soft particles, whose forward scattering is dominated by the anomalous
diffraction [22], which contains the inference between diffraction and direct trans-

mission, instead of the diffraction. The diffraction is dependent on the shape and

3



independent of the refractive index of a scatterer.



2. LIGHT SCATTERING BY A SINGLE SCATTERER AND T-MATRIX
METHOD

2.1 Scattering by a single scatterer

Light scattering by a single scatterer is the foundation of remote sensing from
active and passive sources as well as its use in radiative transfer theory. There are
many ways to describe light scattering. The commonly used one is based on the
scattering plane, which contains the incident and scattered directions [22].

The incident wave is assumed to be a plane wave since any field can be decom-

posed into superpositions of plane waves in terms of a Fourier transformation:
E™ = Egexp(iké™ - 1) (2.1)

where Eq is the amplitude of incident field. The convention exp(—iwt) (w, angular
frequency) is employed and always surpressed in the formulation. In the far-field

region, the scattered electromagnetic field is a transverse spherical wave:

exp(ikr)

sca
E |kr—>oo =

E{“ 2.2
—ikr ! (2.2)
where r is the radial coordinate, k is the wavenumber of surrounding medium and
E7* is the amplitude of scattered electric field.

The amplitude of incident and scattering electric fields can be decomposed into
parallel and perpendicular components relative to the scattering plane (Figure 2.1).

The relationships between the unit vectors are defined as:

EL X B =%, ey x @l = @i (2.3)



Figure 2.1: Decomposition of the amplitudes of incident and scattered electric fields
associated with the scattering plane, which contains the incident and scattered direc-

tion. The incident direction is along the z-axis of the laboratory frame of reference.

There must be a linear relationship between incident and scattered electromagnetic
fields due to the linearity of Maxwell’s equations. Consequently, the amplitude scat-

tering matrix S can be represented as [22, 23, 2|

E exp(ik<,]:_z)) Su Sz By (2.4)
B AT So1 Sa2 EY

where the incident direction is along the z-axis of the laboratory frame of reference.
All of the scattering information is contained in the matrix S. The four complex
elements consists of eight independent constants. There are seven independent con-
stants since only the relative phase is effective in scattering considerations. Ampli-

tude scattering matrix is the relationship between electric fields. In measurements,



the quantity devices measure is energy or flux related.
The monochromatic Stokes vectors (I Q U V)T, which represent energy flux, are

defined as [24]:

[=EFE +E.FE: (2.5)
Q=E\E - ELE] (2.6)
U= EE. +E.E; (2.7)
V =i(E\E} - ELE}) (2.8)

The phase matrix (or Mueller matrix) is the relationship between incident and scat-

tered Stokers vectors:

I Py Py Pi3 Pu I;
Qs _ k21 : Pyy Py Pay Py Qi (2.9)
U, " | Py Py Py Py U;
Vs Py Py Pis Pu Vi

Of 16 elements, only 7 are independent since the phase matrix elements can be



represented by the elements of the amplitude scattering matrix, which are:

Py = %(|S11|2 + 1512 + [ Sa1 | + [Sa]?)
Pia = 5(1Sul? = Sul? + [Snl ~ 52 P)
P13 = Re(S11575 + 52155)
Py = Im(S1157, + S21.555)
Py = %(|511|2 + [S12|* = [Sa1|* — |S22[?)
P = 5(18uP? = Sl = |af? +1S2l)
Py3 = Re(S11575 — 52155)

P24 == [m(SllsiKQ - SQIS§2>

Py = Re(S1155; + S12555)
Py = Re(S1155; — S12555)
Py3 = Re(S11555 + S12551)
Psy = Im(S11555 — S12551)
Py = Im(S},S91 + S75522)
Py = Im(S7,S91 — S79522)
Py3 = Im(S7,S92 — S1253;)

P44 = Re(SiHSQQ - 512551)

(2.10)
(2.11)
(2.12)
(2.13)
(2.14)
(2.15)
(2.16)

(2.17)

(2.18)
(2.19)
(2.20)
(2.21)
(2.22)
(2.23)
(2.24)

(2.25)

There must exist nine independent relationships which connect the elements [25].

The Mueller matrix includes all the scattering information as the amplitude scatter-

ing matrix does.



The integrated scattering quantities, scattering, absorption, and extinction cross
sections, associated with a range of sizes also play an important role in scattering
study. They are defined as the total scattered, absorbed, and removed monochro-
matic powers from the original beam divided by the monochromatic energy flux of the
incident wave [22, 2]. The scattering and extinction cross section can be formulated

using the amplitude of incident and scattered fields [2]:

1
sca = ———— dQ B2 2.26
k2’E6n0|2 \/471’ | 1 | ( )
47 . -
ot = — = _Re Fsce émt . Einc 2.97
= g R ) B (227

where Eqs.(2.1) and (2.2) have been used. Eq.(2.27) is also called the optical theorem,
in which the extinction cross section is only related to the exact forward scattering
even though the extinction is the combined effect of scattering and absorption. Due
to energy conservation, the absorption cross section is the difference between the

extinction and scattering cross section.
2.2 T-matrix method and symmetries

Many methods have been developed to obtain the amplitude scattering matrix
or Mueller matrix of a single scatterer. For homogeneous spherical particles, an
analytic solution, so-called Lorenz-Mie theory [22, 23], has been obtained. The whole
range of sizes for homogeneous spherical or multiple-shell spherical particles can be
calculated due to the improvement by Wiscombe [26]. For non-spherical particles,
an theoretical solution has been obtained for homogeneous spheroids in terms of
spheroidal coordinates by Asano et. al [27, 28]. Several numerically accurate methods
have been developed to obtain light scattering properties by small particles, such as

the finite-difference time domain method [29, 30], the discrete dipole approximation



method [31] and the pseudo spectral time-domain method [32].

Of the calculation methods for the scattering of non-spherical particles, a semi-
analytical method, called T-matrix, is one of the most efficients methods, especially,
for scatterers with axial or N-fold rotational symmetries. A transition matrix (T-
matrix) associated with incident and scattered fields, which is independent of incident
direction, can be achieved. Immediately, the random orientation can be analytically
reached [33, 34] and the scattering in arbitrary fixed orientations can be obtained
[35]. This is a great advantage obtaining the scattering results with random orienta-
tions compared to the numerically accurate methods, which need the incident direc-
tion for the calculation of arbitrary fixed orientation. Extended boundary condition
method (EBCM), which was proposed by Waterman [4, 5] and greatly generalized
by Mishchenko [2], and Invariant imbedding T-matrix method (II-TM), which was
proposed by Johnson [6] and numerically implemented by Bi et.al and applied to
many shapes of scatterers [7, 36, 37, 34], are currently two of the most effective

realizations.
2.2.1 T-matrix method

Before introducing the T-matrix method, the matrices associated with solid angles

are defined in spherical coordinates for convenience [6]:

Ann(0,0) = (1) ymexp (imp) | i, (6) (2.28)

_Tmn(e)

B0, ) = (=1)" v exp (imp) | 7,,,(0) (2.29)

T (0)

10



NCICES AN()

Con(0, @) = (—1)"7n exp (imep) 0 (2.30)
0
Yo (0, 0) = [Apn(0,0), Biun(0, ¢), Crun (0, )] (2.31)

where 6 and ¢ are polar or zenith and azimuthal angles, v, = ,/ 4;:2;11), and 7, (0),

Tmn(0), and, d?, . (0) are formulated as follows [2]:

R (el L) Ly
T (60) = ﬁdgm(e) (2.33)
T (0) = d%dgm(e) (2.34)

where P(cosf) is the associated Legendre function. The matrix associated with

radial coordinates are defined as [6]:

zn(kT) 0
Zn (kr) = 0 %d(ir) (krzp(kr)) (2.35)
0 n,(;ﬂ) zn (k)

where Z,,(kr) represents the two kinds of Bessel functions (J for Bessel function and
H for the Hankel function of the first kind).

The vector spherical wave functions are as follows [2]:

(RgM,n (7, Q2), RgN i (1,92)) = Y0 (2)J 0 (1) (2.36)

(M, (7, Q2), Nopn (7,92)) = Y () HL, (1) (2.37)

where RgM and RgN represent the regular ones, which are finite at the origin

11



(7= 6), and M and N are the outgoing ones, which are proportional to 1/kr for the
transverse components and to the high order of 1/kr for the longitudinal components
in the far field region.

Consequently, incident and scattered fields can be expanded by the vector spher-

ical wave functions as follows:

B =30 o R () + b RN (] (239)
n=1m=-—n
B =3 3 oMo b7) + @uNon 677 > s (2.39)

n=1m=-n

where r+ is the radius of the circumscribed sphere of a single scatterer and, a,,,, byun,
and, Pmn, ¢mn are expansion coefficients for incident and scattered fields, respectively.
In terms of Eq.(2.1), the expansion coefficients of the incident field are formulated

as follows [38, 1, 2J:

Ump = 4T "Eq - A%, (07¢, 0") (2.40)

bn = 47" Eq - BE, (0, ™) (2.41)

where Eqs.(2.28) and (2.29) have been used and (¢, ¢"¢) are the incident zenith
and azimuthal angles relative to the laboratory frame of reference.
Due to the linearity of maxwell’s equations, there must exist a linear relationship

between the expansion coefficients of incident and scattered fields, called T-matrix

oo n’ 11 12
Pmn Z Z Tm’nm’n’ Tmnm’n/ Ao/ ! (2 42)
Gmn n'=1m/'=—n’ Tg}nm/n/ Tgfnm/n/ bm/n/

Generally, T-matrix associated with different azimuthal terms (denoted by m and

12



m’) are fully coupled for an arbitrary scatterer; however, for scatterers with N-fold
rotational symmetry, the T-matrix can be partially decoupled. For scatterers with

axial rotational symmetry, it is fully decoupled in terms of m.

Figure 2.2: Decomposition of the amplitudes of incident and scattered electric fields
associated with their meridional planes, which contain the z-axis of the laboratory

frame of reference and the incident or scattered directions.

Another kind of amplitude scattering matrix is represented in terms of the merid-

13



ional planes (Figure 2.2) of the incident and scattered fields [2]:

Egee exp(ikr) S Sy Bt (2.43)
sca N _k mn ‘
E: L SMsM Ent

In terms of Eqs.(2.38), (2.39), (2.40), (2.41), (2.42) and (2.43), the amplitude scat-

tering matrix can be formulated as follows [2]:

M Asca Amc sca inc
Sy (e = § Uit [ Dt T (07 ) T (07

mnm'n’

+T711nm 'n! Trmn(esca) (Q’an) Trzmm n’Tmn(esca)ﬂ—m/n' <0in0)

T2 T 0 T (67 expli(mip™ — g™ (2.44)
SM (gsea_giney — Z Qo [TEL 0 (059 Ty (677)
T O s 07) - T2 o (0 1 07
T2 T 0 (07 expli(mi™® —ml™)]  (2.45)

SHE ™) =i Y Qs [Tt T (0 o (07)

mnm/n’

+Tr}qnm ! Tmn (‘QSCQ)Tm n’ (emc) + Tr2rmm n'ﬂmn(esca)wm’n' (ch)

Tt Tonn (0% T (07°°)] expli(mp*e® — m/ ™)) (2.46)
Sé\g(ésca7 émc) — Z Qpmmmin’ [Ty}q,lnm/n’Tmn(esca)Tm’n’(Qinc)
+Trfnm T (0% ) T /(ch) + Tr?zlnm n'ﬁmn(esm)Tm’n’(emc>
AT Tonn (0% s (67°°)] expli(mep*e® — m/ ™)) (2.47)
where > represents >, Y. > >, (0°%, ¢°®) are the scattered zenith and
mnm'n/ n=1m=—nn/=1m/=—n’

14



azimuthal angles relative to the laboratory frame of reference and

/ / 2 DH(2n' +1
oy = (1) | 2 D@ L) (2.48)
n(n+ )n/(n’ + 1)

The amplitude scattering matrix relative to the scattering plane in Eq.(2.4) can
be immediately obtained using the one relative to the meridional planes, and then
the Mueller matrix.

The scattering and extinction cross sections can be represented in terms of the

expansion coefficients of incident and scattered fields [2]:

Chea = k;2|Em°’|2 Z Z [Pl + |Gl (2.49)

n=1 m=—n

Ce:vt ,I{}2|Elnc|2 Z Z Re amnpmn + bmannn] (250)

n=1 m=-—n

2.2.2  Symmetry in T-matrix

No matter which T-matrix realization, EBCM or II-TM, is employed, matrix stor-
age and inversions are necessary in the process of calculation. For scatterers with
specific symmetries, the T-matrix can be partially or fully decoupled [3, 2]. After
considering the symmetries, the calculation efficiency for T-matrix can be dramati-

cally increased.

Generally, the calculation of T-matrix is in the particle frame of reference, which
can take all particle symmetries into considerations. The T-matrix in the laboratory
frame of reference can be obtained in terms of the rotation of the T-matrix in the

particle frame of reference [39, 2, 3|:

Tmnmn (L a,ﬁ fY Z Z Dmm1 ) mnm'n/ (P)Dgzml( g _57 _a) (251)

mi=—nms=—n'
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where D (o, 8,7) = exp(—ima)dy,, (B)exp(—imyy). Dy, and dp,. —are the
Wigner-D and Wigner-d functions [2]. «,8,7 are the Euler angles, which rotate
the laboratory frame of reference into the particle frame of reference and use ’'zyz’
convention, which is first to rotate o angle relative to the z-axis of laboratory frame
of reference, 5 angle relative to the new y-axis, and at last v angle relative to the
newest z-axis.
The rotation operation relative to the z-axis of particle frame of reference can be
proceeded as o # 0 and =y = 0:
TV

mnm/n

, — exp|—i(m —m/)a]T" (2.52)

mnm'n/

If a scatterer has a N-fold rotational symmetry along the z-axis(denoted as Cly), the
T-matrix remains the same with the Cy operation (o = 27/N according to Eq.(2.52)

). The azimuthal terms must have the following relationship:

m—m'=Nxkk=0,+1+2, .. (2.53)

The T-matrix is partially decoupled by the Cy symmetry. For instance, a hexagonal
prism has a Cg symmetry, which means m — m’ = 6k and the original T-matrix is
decomposed into 6 sub-matrices. For scatterers with axial rotational symmetry, such
as a right cylinder and a spheroid, or with a Cy, symmetry, the T-matrix is fully
decoupled according to the term m, that is, T gnm,n, =T fnjnmn,.

If a scatterer has a Cy symmetry perpendicular to the z-axis of particle frame of
reference, the T-matrix has the following relation [3]:

le _ (_1)(n+n’)(_1)(m+m’)le

—mn—m/'—n’ mnm'n/

(2.54)
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For a horizontal reflection or mirror operation relative to the xoy plane of particle
frame of reference (denoted as op,), T-matrix has the transition as follows [3]:

T

mnm/n/

U# (_1>(m+m’)(_1>(n+n’)<_1>(l+j)le

mnm'n/

(2.55)

If a scatterer has the o, symmetry, for example a spheroid or a cylinder, half of the
T-matrix elements has to be 0:

T

mnm'n/

=0, if (—1)HD)HmEm)Foi) — (2.56)

For two vertical refelction or mirror operations relative to xoz plane (denoted as

0.-) and to yoz plane (denoted as 0,.), T-matrix has the following transitions [3]:

oz (—1)0mtm) (1) DT

mnm'n/

ijmn—m’—n/ - . (257>
% <_1)(l+j)T7lr]mm’n’

If a scatterer has the o,, or the o,., symmetry, only parts of T-matrix need to be
calculated if the T-matrix is decoupled associated with different m. For instance, the
T-matrix of a spheroid is fully decoupled according to different azimuthal terms of
m. Only the T-matrix with m = 0,1, 2,3, ... needs to be calculated since the terms
with m = —1,—2, =3, ... can be obtained in terms of Eq.(2.57).

Only parts of symmetries associated with T-matrix are displayed in this sub-
section. The more detailed derivations and symmetries associated with T-matrix

can be found in Schulz et. al [3] and Mishchenko et. al [2].
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2.3 Extended boundary condition method (EBCM)

In terms of the vector Green’s theorem, incident and scattered fields can be

formulated as two surface integrals [38, 1, 2J:

Eme(if) = — / ds{iwpoli x H, (7] G (7, 7) + [ x By (7] - [Vx G (7, 7)]}(2.59)

s

where 77 is in the exterior region of a scatterer for E***(+) and in the interior region for
E™(7"), the permeability 1 has been assumed to be the y in vacuum, the integration
surface s encloses the volume of the scatterer and the subscript '+’ represents the
exterior side of the surface s, and, 8 is the dyadic green function, which can be

expanded in terms of vector spherical wave functions [2, 6]:

G (7 7) = 3 Youn (g, (r, )Y, () (2.60)

ikH, ()X ("), r >0
g.(r,7") = 8 ik[H, (r)IT() + I, () HE())/2, 7 =1 (2.61)
ikJ, (rYHL(r"), r <7’

where Eq.(2.31) has been used, T represents the operations of complex conjugation
and transpose and 7' the transpose operation.

In terms of Egs.(2.38), (2.39), (2.60) and (2.61), the expansion coefficients of
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incident and scattered fields can be formulated as surface integrals [2]:

s N_ o (kr, 0, 0)

bmn

. M_ . (kr, 0,
— (—1)mk/ds{wu0[ﬁ x H (7)) g )

—mn(kr, 0, )
—ik[h X By (7)] b (2.62)
M—mn k”l“ 07@
Pmn . RQM mn k?" 9790
—04V%/ﬁ%wwan46]
Gmn s RgN_,.,(kr, 0, v)
2 63

RgN—mn ]{,’T’ 97 90
ikl % By (7) }
RgM ... (kr, 0, )

The interior electromagnetic field of the scatterer, supposed, can be expanded in

terms of regular vector spherical wave functions [2]:

E™(7) =) " [emn RgMn (k17) + dypn RGNy, (Fr 7)) (2.64)
. k .
H™(F) = - ;[dmnRngnw) + RGN (1™ (2.65)

where k; is the wavenumber in the scattering medium, and ¢,,, and d,,, are the
expansion coefficients of interior electromagnetic field.
The Maxwell’s boundary conditions in the surface s are employed:

VxE,=VxE_
(2.66)

VxH, =V xH_

where the subscript -’ represents the interior side of surface s.

In terms of Egs.(2.62), (2.63), (2.64), (2.65) and (2.66), two relationships as-
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sociated with the expansion coefficients of between incident and interior fields and

between scattering and interior fields can be represented as matrix forms [2]:

a Qn Qp Y

= (2.67)
b Qy Qp d
R R c
p _ 9Qu RgQy (2.68)
q RgQ, RgQy d
where
and
(Rg)JH . = (—=1)™ / dsi - [RgM e (k1) X (RG)M i (E77)] (2.73)
(Ra) P = (1" [ s [RgMo (1) x (RN (k) (270
(B9) 2z = (1" [ dsit (RGN () % (RMo(17] (275
(Rg)J2 . = (—1)™ / dst - [RgN pr (k17) X (Rg)N_ (k7)) (2.76)
The T-matrix can be formally expressed as follows:
—(RgQ)Q™" (2.77)
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where a and b, ¢ and d, and p and q, are the corresponding matrix expressions of
the expansion coefficients of incident, interior, and scattering fields.

The gist of the EBCM is constructing the relationships between incident and inte-
rior fields, and between scattering and interior fields in terms of boundary conditions.

Then the T-matrix can be obtained in term of an matrix inversion.
2.4 Invariant imbedding T-matrix method

The invariant imbedding T-matrix method is based on the volume integral equa-

tion of electromagnetic field [40]:

E(7) = E"(7) + /V &#r' Gy (7, 7)u()E() (2.78)

where u(7”) = k*(¢(r) — 1) and ¢ is the permittivity of a scatterer, the dyadic green

function in the volume integral contains a singular term [1]:

G (7,7) Zé(if)——é(rk;r)ff (2.79)

where Egs.(2.60) and (2.61) have been used. Taking the singularity into considera-

tion, Eq.(2.78) can be rearranged as [6]:

E(7) = E"(7) + /V &' G (7, P)u()Z(7)B(7) (2.80)

where

Z(r) = 0 10 (2.81)
0 01
E(F) = Z(ME(7) (2.82)



Outside the scatterer, the effective electric field E is actually the same as E. In
convenience, we will substitute the signal E for E in the following introduction.
The incident and scattered fields will have the expansions as Eqs.(2.38) and (2.39)
do. Due to the linearity between scattered and incident electric fields, we can assign
the incident wave as a single multipole component. The volume integral Eq.(2.80)

can be presented as the single multipole component:
R
Em’n’ (7“, Q) == Ym/n/(Q)Jn/(T‘) + / d?“/ Z Ymn(Q)gn(’f‘, r')anm/n/(r', Q,) (283)
0 mn
where R is the radius of circumscribed sphere and the vector field F is defined as:
Fonmn (1) = rz/dQYLm(Q)u(r, NZ(r, D) E i (1,Q) (2.84)

The vector field F can also be formulated in terms of Eq.(2.83) as the form of a

Fredholm equation [41]:

R
Frnmn (1) = Uy (1) I (1) +/ dr’ Z Unnming (r)gm (r, T,)melm’n’(rl) (2.85)

0 miny

where

U (1) = TQ/dQYI,m(Q)u(r, DZ(r, )Y o () (2.86)

For the far field region, r > ’. In terms of Eqs.(2.61), Eq.(2.83) can be formally

represented as follows:

En (1,2) = Yo (DT (1) + D Yo (O H (1) T (2.87)
where
R
Tmnm’n’ - Zk/ dT']z:(T)anm’n’(T) (288)
0
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Using matrix expressions and numerical quadrature formulas, Egs.(2.85) and

(2.88) can be transformed into summations:

F(r;) = U(r)J(r;) + ijU(ri)g(ri, r;)F(r;) (2.89)
T =ik » w3 (r;)F(r)) (2.90)

where 7; and w; are quadrature points and wights, respectively. Eqgs.(2.89) and

Figure 2.3: Systematic diagram for invariant imbedding process. The blue area rep-

resents the scatterer and the dashed lines represent the invariant imbedding process.

(2.90) are the key equations to execute the imbedding processes [6, 42]. When the

imbedding process has reached the n-th layer, Eqgs.(2.89) and (2.90) are set to be as
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follows for 1 < n < N:

F(n|r;) = U(ry)J(r;) + ijU(ri)g(ri, rj)F(n|r;), i=1,..,n (2.91)

T(r,) = ik > w; 3" (r;)F(nlr;) (2.92)

J=1

The transmission of the electric field in the n-th layer is set to be Ly. Consequently,

the recurrence relation of the field F should be:
F(n|r;) = F(n — 1|r;)(I+ Ly) (2.93)

where I is a unit matrix.

For i =n, Eq.(2.91) can be transformed as follows:
F(n|r,) = w,'Q(r,)[J () + H(r,)Lg] (2.94)

where Eq.(2.61) has been used, and,

Q(ry) = w[l — w, U(rn)g(rn, )] U (1) (2.95)
Ly = ik ijJ(rj)F(n|7‘j) (2.96)

where the physical meaning of Ly is the reflection coefficient of the electric field in
the n-th layer.

For 1 <i<mn-—1, Eq.(2.91) can be formulated as:

Lr = Qp + QqLr (2.97)
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where Eqs.(2.91), (2.93) and (2.94) have been used, and,

Qu () = hH (1) Q (1) H (1) (2.98)

Quz(rn) = kH (1) Q(r) I (ry) (2.99)

In terms of Eqs.(2.93) and (2.94), Eq.(2.96) and (2.92) can be formulated as

follows:
T(rn) = Qo + (I+ Qy)Lr (2.100)
Lz = T(rn-1)(I+Ly) (2.101)
where
Qy1 () = kI () Q(r ) H(r) (2.102)
Qoo () = ik I* (1) Q(r) I (7) (2.103)

In terms of Eqgs.(2.97), (2.100) and (2.101), the T-matrix with n shells can be
obtained in terms of the one with (n — 1) shells and functions associated with the

n-th shell:

T(rn) = Qoo(rn) + (T+ Qo () )= T (rsn—1) Qu1 ()] T (1) (T4 Qua () (2.104)

Only function U defined in Eq.(2.86) contains the information of the refractive
index of a scatterer. The T-matrix of inhomogenous scatterers can also be obtained
by the II-TM by applying the corresponding refractive index associated with different
positions on function U.

The vector spherical wave functions are series with infinite orders. In a numerical
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calculation, the order has to be truncated only if convergent results can be obtained.
The truncation order is empirically taken referring to the truncation of Lorenz-Mie

theory [26].
2.5 Conlcusion

The EBCM is based on the surface integral equation while the II-TM on the
volume integral equation of electromagnetic field. The calculation speed of EBCM is
faster than the one of II-TM, because the EBCM only needs to do matrix inversion
once whereas the II-TM needs many matrix inversions to progress the imbedding
process; however, the I[I-TM is more stable than the EBCM since the inverse process
of the II-TM is only related to the Bessel functions with the same radial coordinate
while the EBCM to the Bessel functions with the radial coordinates in the surface
region. Numerically, the condition number for the II-TM inverse is smaller than the

one of the EBCM inverse.
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3. SCATTERING BY FINITE SCATTERER WITH LARGE ASPECT RATIO
USING MANY BODY ITERATIVE T-MATRIX METHOD (MBIT)*

3.1 Introduction

The single-scattering properties of small particles are the foundation blocks of
both radiative transfer simulation and remote sensing implementation and have been
studied for many years. The Lorenz-Mie theory [22, 23] offers an analytic solution for
the scattering properties of a sphere. When non sphericity is involved, a non-physical
model allowing an analytic solution is an infinite right circular cylinder [22, 23] |
which is a valid approximation when the ratio of the height to the diameter of the
cross section is much larger than unity. Using the separation of variables technique in
the corresponding coordinates, the analytic solution for a spheroid can be obtained
in terms of an analytic series [27, 28, 43]. In addition to the analytic approaches,
other accurate numerical methods, such as the finite-difference time domain (FDTD)
method [29, 30, 44|, the discrete dipole approximation (DDA) method [31, 45, 46],
and the pseudo-spectral time domain (PSTD) method [32, 47, 48], have been used
extensively for scattering computations. For particles with size parameters less than
100, these methods are preferred to calculate the scattering properties. However, for
size parameters larger than 100, the aforementioned methods become impractical,
and the geometric optics method in terms of the ray tracing technique is a reasonable
alternative [49, 50, 51, 52]. Note that this method is capable of giving quite accurate
results for size parameters on the order of 30, but the physical rationale remains an

enigma [50, 52].

*Reprinted with permission from ”Many-body iterative T-matrix method for large aspect ratio
particles” by B. Sun, P. Yang, and G. W. Kattawar. J. Quant. Spectrosc. Radiat. Transfer, 127,
165-175. Copyright 2013 @QElsevier.
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The T-matrix is another semi-analytic technique. The most efficient scheme to
obtain the T-matrix is the extended boundary condition method (EBCM), initially
proposed by Waterman [4, 5]. The T-matrix depends on the physical properties
of a particle, such as the refractive index, size parameter, and particle shape, but
not on the incident field. In principle, EBCM can be applied to particles with
arbitrary shapes, even to composite objects [53, 54]. This method is extremely
powerful when the scattering particle is rotationally symmetric, such as a spheroid,
a circular cylinder, and a Chebyshev particle [33, 55, 56, 57, 58|; however, numerical
stability deteriorates with increased aspect ratios. Some researchers used the discrete
sources method in order to alleviate the numerical difficulty [59]. In this study, we
employ the many-body iterative T-matrix (MBIT) method, initially introduced by
Yan et al. [8, 60]. In the following parts, we will discuss the method and illustrate

some simulations based on the approach.
3.2 The MBIT method

In the T-matrix method, the incident and scattered electric fields are expanded

in terms of the vector spherical wave functions [2] in the form:

E"k) =Y > [anRgM,,, (k) + by, RgN,,, (k7)) (3.1)

n=1m=-n

E ) =Y Y [PonMinn (k) + G Non (k7)) 7> 75 (3.2)

n=1 m=-—n

where k£ and r- denote the wave number in a vacuum and the radius of the small-

est circumscribed sphere of the scatterer; RgM RgNN M,,... and N,,,, are the

mn? mn?

vector spherical wave functions; and, a,,, and b,,,, and p,,, and ¢,,, are the corre-
sponding incident and scattering expansion coefficients. The specific definitions of

vector spherical wave functions and expansion coefficients of the incident plane wave
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can be found in [2]. The scattered electric field in the region between the surface
and the smallest circumscribed sphere of a scatterer cannot be expanded in terms of
outgoing spherical wave functions, M,,,, and N,,, [2]. Consequently, the restriction
of many-body scattering calculations using the vector spherical wave functions is
that the smallest circumscribed spheres of particles do not intersect.

The expansion coefficients of the incident and scattered fields can be connected

by the transition matrix or T-matrix, which is normally obtained in terms of the

EBCM [4, 5, 2]:
Pmn = " Tnlllnm’n’ Trln2nm’n’ Am/n/
=2 2 (3.3)
qmn n'=1m/=—n' Tg’gn,m’n’ T?i”?nm/n’ bm/n/

In practical calculations, the infinite expansion series are truncated for the sake of
numerical stability. The order of the expansion term at which the truncation is
performed is closely related to the particle refractive index, size, and shape. The
particle aspect ratio is one of the most significant factors influencing the T-matrix
convergence. A major numerical procedure of the T-matrix method is matrix in-
version. When the characteristic aspect ratio is much larger than unity, the matrix
dimension becomes so large that the T-matrix computation diverges due to the loss
of numerical precision in the matrix inversion procedure. The MBIT method can
be employed to alleviate the divergence problem and to calculate prolate particles
with relatively large aspect ratios. In this method, the prolate particle is artificially
divided into N sub-particles in the direction of the rotational axis in order for each
sub-particle to remain rotationally invariant, and there are 2N frames of reference:
N frames for N sub-particles and N frames for the original particle. We assume that

the 2N frames of reference have the same spatial orientations. For every sub-particle,
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the surface consists of two parts: the primary part from the surface of the original
particle and the second from the artificial boundary, which are denoted, respectively,
in terms of superscripts p and b in the present formalism based on the notations used
in [8]. Figure 3.1 shows the schematic divisions of a spheroid and a cylinder, where
b and p, respectively, denote the surfaces of the artificial and primary boundaries.
In Figure 3.1, a spheroid is divided into two sub-particles and a cylinder into three

sub-particles.

Figure 3.1: The schematic divisions of a spheroid and a cylinder. The spheroid is
divided into two sub-particles and the cylinder into three sub-particles. The letters
b and p respectively denote the surfaces for the artificial and primary boundaries of

the original particle.
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Using Eq.(3.3), we have the following equation for the N sub-particles [8, 2J:

(4) ()

Pmn i am/n’ .
=310 i=1,..,N (3.4)
’r(rlz)n m/n’ b(i)/ /

where the index ¢ enumerates the sub-particle and 7 indicates the T-matrix of the
1-th sub-particle. For clarity in the following derivations, a spheroid divided into two
sub-particles is taken as a canonical problem, as shown in the left panel of Figure 3.1.
The surface electromagnetic field of the two sub-particles can be formally expressed

as:

) (EH)y,(7) T E S

(E[H),,(7) = . (3.5)
(E[H)1,(7) = (E[H)5™(7) 7€ s
EH 2p T 7 Sop

(ElH)., (7 = { D) © (3.6)

(E[H)2(7) = (E[H)"(F) 7€ s2

Where s; and sy denote the surfaces of lower sub-particle and upper sub-particle
and subscripts p and b denote the primary part and the artificial part of the surface.
E"(7) and H" (7), EY" (7) and HS" () represent the internal electromagnetic fields
of the lower and upper sub-particles. The physical meaning of the above set of equa-
tions are that the incident electromagnetic field of the sub-particle is composed of
two parts: the primary surface part, which is the original incident electromagnetic
field plus the scattered electromagnetic field from another sub-particle, and the arti-
ficial surface part, which is actually the internal electromagnetic field of the adjacent
sub-particle.

The incident field and scattered field can both be expressed as surface integrals

involving surface electromagnetic fields through the EBCM. Consequently, the ex-
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pansion coefficients can be expressed as surface integrals involving the surface elec-
tromagnetic fields and vector spherical wave functions [2]. We first set the common
reference frame of the original scatterer to coincide with that of the first sub-particle.

The incident expansion coefficients of the original scatter can be expressed as [2]:

a%ly M (k7))
1 :@w%%@ wpoli % H, (7]
o) s N_ (k)
N (k71)
—ik[iv x B, (7)] (3.7)
M (k7))

where the superscript o(1) denotes the expansion coefficients of the original scatterer,
whose reference frame coincides with that of the first sub-particle. n is the outward
unit normal at the surface area of the original scatterer indicated by s. The surface
integration can be divided into two parts based on the compositions of the surface:
the primary surfaces of the lower and upper sub-particles. The integration fs ds can
be divided as ( me dsip + fszp dsy,) . Similarly, the incident expansion coefficients of

the lower sub-particle are [2]:

agbzz m . Mfmn(kfl)
= e f ds1 4 wpioli x Hy, (7)
bmzz . N—mn(kfl)
N_,.n (k1)
—ik[ii x Ey, (7] (3.8)
M—mn(kﬂ?l)

Likewise, the surface integration can be divided into two parts based on the compo-
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sitions of the surface: the primary surface and the artificial surface:

(1)

Amn m ~ _mn<k_»1)
=0 k/ ds1p q wholit x Hip(7)]
bgnzz S1p N—mn(k _‘1)
)
N—mn(kﬂ?l)
—Zl{?[ﬁ X Elp(m]
Mfmn(kfl)
m ~ ant [ = Mimn(k_»l)
+(=)"k dsyy § wo[h x Hy™ ()]
S1b N—mn(k _)1)
. men(kf)l)
—ikli x B (7] (3.9)
M—mn(kfl)

where the above expression has already used the Eq.(3.5). For Eq.(3.9), the first

term can be written as in terms of Eq.(3.7):

a,?,gl) m R M—mn(kfl)
" = s § ol x Hy(7)
b;)nn 52p N—mn(kr'?l)
N_,n (k)
—ik[n X Eqp(7)] (3.10)
M—mn(kfl)

On the artificial surface, the boundary conditions are invoked:

n x HY(F) = —n x HP(7), A x EYY(7) = —a x EYY(7), 7 € spllsy (3.11)

The vector spherical wave functions are based on the frame of reference of the lower
sub-particle in Eq.(3.9). They can be transformed into the functions based on the

frame of reference of the upper sub-particle in terms of the addition theorem [61, 62,

33



63]:

M_mn(kjfl) b AimZ/Uﬂ?lz) Bile(lﬂ’_”lg) RgM kFQ)

S e - v 3.12)

men(kfl) n'=s B:;:Z/(kflg) A:Zzz/(kflg) RgN k‘FQ)

fmn’(

where s = max(1,|m|) and 7y < 2. In Eq.(3.12), 7} = 715 + 7 and 75 represents
the displacement vector from the origin of the lower sub-particle to the origin of
the upper sub-particle. The functions A(krjy) and B(kr2) are the translational
coefficients from the addition theorem and the specific expressions are defined in
[2]. Combining Eqgs.(3.9-3.12), the incident expansion coefficients of the lower sub-

particle can be transformed as:

(1) o(1) o0 —mn (1.2 —mn (1,2 (2)
Amn Amn A_mn/(k7’12) B_mn/(krlQ) Py
= 1
(1) o(1) * Z —mn (1.2 —-mn (1.2 (2) (3 3>
bmn bmn n’'=s B,mn/(k:TIQ) A,mn/(kn“lQ) qmn’

where the scattering expansion coefficients of the upper sub-particle are defined in

[2]:
2 E
pmn/ ~ = Rngmn’ (kTQ)
s = (—)mk‘% dsy { wpon x Hy, (7)]
q.), 52 RgN—mn’ (lm??)
Rngmn/ (sz)

—ik[i X By, (7)] (3.14)

RgM_,,,. (kT%s)

Similarly, the relation can be given when the common reference frame of the orig-

inal scatterer coincides with that of the second sub-particle. Furthermore, we can

34



generalize the expression for the number of sub-particles from 2 to N as:

(7) o(1) N oo —-mn (1.2 —_mn (1.2 (4)
Amn Amn Afmn’ kri j Bfmn/ kri j Py
bi boin )T \ B k) AT (k) )\ d

J#i

where ¢ = 1,..., N. The superscript o(i) denotes the expansion coefficients of the
original scatterer, whose reference frame coincides with the one of the i-th sub-
particle, and 77; represents the displacement vector from the origin of the i-th sub-
particle to the one of the j-th sub-particle. There are similar derivations in [§].
Eq.(3.15) has a physical meaning similar to many-body scattering problems. The
incident field of the i-th sub-particle is composed of the original incident field, the
scattered field from other sub-particles, and the internal field from adjacent sub-
particles in this situation while the original incident field and the scattered field from
other particles are used for the many-body problems. That is the reason that the
expansion coefficients include the contribution of the artificial boundary part. When
the sub-particles are separated in the axial direction to the extent that the smallest
circumscribed spheres of the particles do not intersect, the contribution of the arti-
ficial boundary part disappears and Eq.(3.15) returns exactly to the expressions of
axial many body scattering. In Eq.(3.15), all of the coefficients are decoupled with
a different m due to axial translations among the sub-particles. In the case of non-
axial translations, translational coefficients are coupled with different m-components.
In order to decouple addition coefficients from different m-components, an efficient
algorithm introduced by Fuller and Mackowski [64] is employed. We assume the
non-axial translation in Eq.(3.15) to be implemented from the reference frames of
the i-th sub-particle to the j-th sub-particle. The translation can be decomposed

into three steps: a coordinate rotation from the i-th reference frame toward the j-th
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frame; an axial translation; and, an inverse coordinate rotation of the i-th reference
frame [64].

In Egs.(3.4) and (3.15), an iterative technique [10, 11, 12] is employed to calculate
the expansion coefficients by assuming the initial values of the incident expansion
coefficients of sub-particles are equal to the original incident expansion coefficients,
that is, a'D, = %) and b1, = 6%, After the sub-particles expansion coefficients
are obtained by the iterative technique, the expansion coefficients of the original

scatterer can be calculated using the addition theorem:

il | _ (o) SR [ RATI ) RoBI ) (e g
oo | e |7 —mn (g —mn (g ) (8.16)
dmn dmn ]:;1”/:5 RgB_mn/(krij) RgA_mn/(kTij) Dnn’

JF

where the functions RgA(kr;;) and RgB(kr;;) are translational coefficients, whose
expressions can be found in [2], and the other notations are consistent with previous
ones. In Eq.(3.16), a different o(i) represents a different reference frame for the
original scatterer; however, the choice of origins is independent of the scattering
properties of particles. Thus, we can make the common reference frame coincide
with that of the first sub-particle. Eqs.(3.15) and (3.16) are similar to the two
equations for the case of multiple cylinders found in [60].

From Eqgs.(3.15) and (3.16), a transitional matrix connecting the original scat-
tering expansion coefficients and incident expansion coefficients relative to the same
reference frame can be obtained. In this study, we focus on the iterative algorithm,
and a simpler way than Eq.(3.16) is employed to express the scattering expansion

coefficients of the original scatterer. In the far field, Eq.(3.2) can be simplified as:

exp(ikr)

Esca<k7?)|kr—>oo - —ikr

D =) P (A (0,9) /7] + Gn B (6, 9)]} (3.17)

mn
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where Eqs.(2.28) and (2.29) have been used and (7,6, ¢) are the field point coor-
dinates in spherical coordinates. When the origin of the reference frame translates
from point 1 to point 2, the same field point coordinates of the two reference frames

in the far field approximations can be formulated as:

— — — F
01 :6)2,@1:(,02,’/’1: \/|T’12+T2|2%T’2+T12'T—2 (318)
2

where 7 /ry = /11 = l%s is the unit vector of the field point direction. At the
same point, the value of the electric field is independent of the choices of the origin.
Through Eq.(3.17), the scattering expansion coefficients of the two reference frames

have the relation:
(2) (1)

Pmn mn -
= exp(iks - T12) (3.19)
(2) 1)
an an

Consequently, the scattering expansion coefficients of the original scatterer, whose
common reference frame coincides with that of the first sub-particle, can be expressed

in terms of the expansion coefficients of the sub-particles:

o(1) (1) N (4)
Pmn Pmn Pmn —
exp(—iks - T1; 3.20
o(1) (1) Z_: ) & 1) (3:20)
an an j=2 an

Eq.(3.20) is substituted for Eq.(3.16) in the MBIT method.
3.3 Simulation results and discussion

Three codes, T-matrix [65, 35], ADDA [66], and MSTM [67], are chosen as bench-
marks to compare the simulation results with those calculated by the MBIT code, in
which the transition matrix of each sub-particle in Eq.(3.4) is calculated using the

T-matrix code. Normally, two methods are used to express the amplitude matrix
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that connects the scattered electric field with the incident electric field; the first is

with respect to the meridional planes of the scattered and the incident directions [2]:

Fsca l{? sm gm Eint
o = —exp(; r) | o ’ (3.21)
sca —1IRT m m in

B s st B} t

Due to the linearity of Eq.(3.21), the amplitude scattering matrix can be obtained
by setting the incident doublets, (E3™, E;”t), as (1,0) and (0,1), respectively. In terms
of Eqgs.(2.28), (2.29) and (3.17), the amplitude scattering matrix can consequently

be formulated as follows:

ST=) ) (=) (1) exp(imp) [T ()P + Toun (0) ) (3.22)

n=1 m=—n

Sh=Y_ (=)™ (1), exp(i10) [Tinn ()P + Tonn(0)Gn ] (3-23)

3

ST = ) ) (=) (= 1)y exp(imp) [T (0)p2 + Trn (0)am,) (3.24)

s =) Y (=) (= 1)y exp(imp) [Toun ()2 + T (0)am,]  (3.25)

where 7, = 473L7z:i1), 7 and 7 have been defined in Eqs.(2.32), (2.33) and (2.34),

and the superscript 1 and 2 represent the corresponding expansion coefficients of the
scattered field associated with the incident doublets (1,0) and (0,1), respectively.
The second one expressing the amplitude scattering matrix is with respect to the

scattering plane containing both the incident and scattering directions [22, 23]:

Epe :%Zw) S11 512 Ell:lnt (3.26)
Eica —IRT S21 S22 ETt

38



In this study, the incident direction is fixed and the scattering properties in differ-
ent scattering directions are calculated with an iterative algorithm. The amplitude
matrix is straightforward to calculate in terms of the respective meridional planes
of scattering and incident directions. Most scattering studies present the scattering
properties with respect to the scattering plane, which is equivalent to expressing the
scattering properties in the incident reference frame. Consequently, a transformation

between two amplitude matrices can be formulated as:

su Sz | —ng - ch(ps) g - fb((,ws) ST ST _'flg) o ﬁ((ai) T 3.97)
S21 S22 ﬁJ_ . ﬁés) ﬁJ_ . ﬁfps) Sgi 85% ﬁél) . TAU_ flcpz : ﬁj_
g s a0 = iy x Y = @10 (3.28)

where 7y and 7, denote the unit vectors of the zenithal and azimuthal directions with
respect to the meridional plane, 72, and 7n) denote the unit vectors perpendicular
and parallel to the scattering plane, and 7(® and 7" denote the unit vectors of
the scattering and incident directions. We assume the incident direction (6;, ;) is
relative to the laboratory reference frame. The scattering direction (6, ¢), relative to
the incident reference frame, can be transformed into the scattering direction (6, ;)

relative to the laboratory reference frame:

cos s = —sin6; sin 6 cos ¢ + cos 0; cos 6
cos ; cos ; sin O cos p—sin @; sin 6 sin p+sin H; cos p; cos O
CoS g = i COS p; P sﬁzes ® i COS P (3‘29)
: __ cos#; sin p; sin 6 cos p+-cos p; sin 0 sin p+sin ; sin p; cos O
S s = sin O
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The matrix elements in the transformation of Eq.(3.27) are:

ny - fzés) = — cos ; sin  cos 0 cos(ps — ;)

+ cos p cos O sin(ps — ;) — sin 6; sin p sin (3.30)
ng - ﬁif) = cos f; sin psin(ps — @;) + cos p cos(ps — ;) (3.31)
ng - fzg) = —siny (3.32)
ny - fzg) = Ccos ¢ (3.33)

In terms of Eqgs.(3.27-3.33), we obtain the amplitude scattering matrix related
to the scattering planes from the matrix related to the meridional planes. The
Mueller matrix can be obtained in terms of Eqs.(2.10-2.25). The following sub-
sections describe the simulation results of the Mueller matrix elements of different

types of particles relative to the incident frame of reference.
3.3.1 Simulation results of many particles

Figure 3.2 shows the Mueller matrix elements of three cylinders calculated by the
MBIT in comparison to those calculated with the ADDA. The diameter and height
of each cylinder are 10 and 90 (note, hereafter physical lengths are specified in units
of A\/2m, where A is the incident wavelength in a vacuum) and the refractive index
relative to the surrounding medium is 1.14i0.0. The configuration of three cylinders
is shown in the figure, and the incident direction and the rotational axes of the three
cylinders are in the same plane. The angle between the rotational axes and the inci-
dent direction is 60°. The distance between the centers of neighboring cylinders is 30.
If the three cylinders were not divided, their smallest circumscribed spheres would
intersect, and are shown in the figure. However, when each cylinder is divided into

three identical sub-cylinders, the smallest circumscribed spheres of the sub-cylinders
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do not intersect except with those associated with the original cylinder. Both the
axial and non-axial translations between the sub-particles reference frames are in-
volved in practical calculations. Moreover, the circumscribed spheres between the
sub-particles with non-axial reference frames do not intersect. The Mueller matrix
elements of the configuration relative to the incident reference frame are shown. The
abscissae from 0° to 180° represent the zenith scattering directions and the scattering
properties are averaged in the azimuthal directions. The results calculated using the

MBIT are perfectly consistent with the ADDA calculated benchmark results.
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Figure 3.2: The Mueller matrix elements of three cylinders calculated by the MBIT

in comparison to those calculated with the ADDA.

Figure 3.3 shows the Mueller matrix elements of two identical prolate spheroids
calculated by the MBIT in comparison to those calculated with the ADDA. The
configuration of the two spheroids is shown in the figure, and the incident direction

is perpendicular to the rotational axes. The semi-major and semi-minor axes of
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each spheroid are 40 and 10, respectively, and the refractive index is 1.2+i0.001.
The two-spheroid configuration possesses the rotationally invariant property. The
configuration of the Mueller matrix is the same as in Figure 3.2. As shown in the
figure, the MBIT is applicable to many-particle systems for which the circumscribed

spheres of the sub-particles do not intersect.
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Figure 3.3: Mueller matrix elements of two spheroids calculated by the MBIT in

comparison to those calculated with the ADDA.

Figure 3.4 shows the Mueller matrix elements of an aggregate composed of one
spheroid and one sphere calculated by the MBIT in comparison to those calculated
with the ADDA. The figure shows the configuration, in which the rotational axes of
the two particles are in the same line and the angle between the incident direction

and the line is 60°. The semi-major and semi-minor axes of the spheroid are 40
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and 10, respectively, and the refractive index is 1.14+i0.0. The radius of the sphere
is 15 and the refractive index is 1.24+i0.0. The distance between the centers of the
spheroid and the sphere is 60. The configuration of the Mueller matrix is the same
as in Figure 3.2. As shown in the figure, the agreement between the MBIT and the
ADDA results further validates the applicability of the method to solve the normal

many-body scattering problem.
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Figure 3.4: Mueller matrix elements of one spheroid and one sphere calculated by

the MBIT in comparison to those calculated with the ADDA.

Figure 3.5 shows the Mueller matrix elements of two separated spheres with
different refractive indices calculated by the MBIT in comparison to those calculated
with the MSTM. The configuration of two spheres is shown inside the p;; panel,

where the centers of the two spheres and the incident direction are in the x-z plane
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of the laboratory reference frame. The first sphere is centered at (0,0,0), the radius is
30, and the corresponding refractive index is 1.1+i0.0. The second sphere is centered
at (60,0,60), the radius is 20, and the corresponding refractive index is 1.2+i0.0. The
incident zenithal and azimuthal angles relative to the laboratory frame are (60°,0°).
The figure shows the scattering properties in one single scattering plane, which has
a 54° angle with the x-axis of the incident reference frame, and is in the zenithal

direction from 0° to 180°. The comparison results show a perfect match between the

MBIT and the MSTM methods.
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Figure 3.5: Mueller matrix elements of two spheres calculated by the MBIT in com-

parison to those calculated with the MSTM.
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3.3.2  Simulation results of a single particle

Figure 3.6 shows the Mueller matrix elements of a homogeneous prolate cylinder
with an extremely large aspect ratio calculated by the MBIT in comparison to those
calculated with the ADDA. The cylinder configuration, in which the incident direc-
tion is perpendicular to the end surfaces, is shown inside the p;; panel. The diameter
and height of the cylinder are 10 and 180 and the refractive index is 1.24i0.001. For
this calculation, the cylinder is divided into six identical sub-cylinders. The abscissae
from 0° to 180° is the scattering direction relative to the incident direction and the
scattering matrix is independent of the azimuthal direction. As shown in the figure,
the acute spikes have a few differences. For the end-on incidence, the electromag-
netic fields will have strong interference, which cause the numerous oscillations in
the phase function. Due to the limits of computational precision, some slight errors
may appear in the spikes. Figure 3.7 shows the Mueller matrix elements of a prolate
spheroid calculated by the MBIT in comparison to those calculated with the T-
matrix. The spheroid configuration, in which the incident direction is perpendicular
to the cross section, is shown inside the p;; panel. The semi-major and semi-minor
axes are 50 and 10, respectively, and the refractive index is 1.05+i0.0. As shown in
the figure, the spheroid is divided into two sub-particles in the practical calculations.
The abscissae from 0° to 180° are the scattering directions relative to the incident
direction and the scattering matrix is independent of the azimuthal directions. In
the figure, the simulation results have some small discrepancies compared with those
calculated with the T-matrix for the elements p1o/p11 and pss/p11 in the backscat-
tering direction. The reason for the discrepancy will require further study. Figure
3.8 shows the Mueller matrix elements of an inhomogeneous prolate cylinder calcu-

lated by the MBIT in comparison to those calculated with the ADDA. The cylinder
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Figure 3.6: Mueller matrix elements of a single cylinder calculated by the MBIT in

comparison to those calculated with the ADDA.

configuration is shown in the figure, and the angle between the rotational axis of
the cylinder and the incident direction is 60° and the refractive indices relative to
the surrounding medium of the sub-cylinders are marked. The diameter and height
of the cylinder are 10 and 90. In the calculation, the cylinder is divided into three
sub-cylinders with identical sizes but different refractive indices. The configuration
of the Mueller matrix is the same as in Figure 3.2. The two results from the MBIT
and the ADDA are again in good agreement. Figure 3.9 shows the Mueller matrix

elements of a compound particle with a half spheroid and a half cylinder calculated
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Figure 3.7: Mueller matrix elements of a single spheroid calculated by the MBIT in

comparison to those calculated with the T-Matrix.

by the MBIT in comparison to those calculated with the ADDA. The compound
particle configuration is shown in the figure, and the angle between the rotational
axis of the particle and the incident direction is 60° and the refractive indices relative
to the surrounding medium of the sub-cylinders are marked. The upper half of the
particle is a half spheroid with semi-major and semi-minor axes of 50 and 10, re-
spectively. The refractive index relative to the surrounding medium is 1.1+i0.0. The
lower half of the particle is a cylinder with a diameter and height of 20 and 40. The

refractive index relative to the surrounding medium is 1.2+i0.0. The configuration
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Figure 3.8: Mueller matrix elements of an inhomogeneous cylinder calculated by the

MBIT in comparison to those calculated with the ADDA.

of the Mueller matrix is the same as in Figure 3.2. The comparisons show excellent

agreement between the MBIT and the benchmark method.
3.4  Conclusion

A new iterative method based on the T-matrix method is employed to calculate
the scattering properties of composite particles and particles with large aspect ratios.
The original particle is divided into several sub-particles and the scattering of each
sub-particle is calculated using the T-matrix method. The scattering properties of
the original particle are obtained in terms of a series of iterative equations of the
sub-particles scattering. The results computed from the iterative method agree well

with those from the conventional T-matrix (EBCM), ADDA, and MSTM methods.
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Figure 3.9: Mueller matrix elements of a combined particle with a half spheroid and
a half cylinder calculated by the MBIT in comparison to those calculated with the
ADDA.
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4. SCATTERING OF 1-D PERIODIC SCATTERER AND ASYMPTOTIC
COMPARISON USING THE MBIT METHOD*

4.1 Introduction

The single-scattering properties of finite non-spherical scatterers with small size
parameters can be solved by numerically accurate methods, such as the finite-difference
time domain (FDTD) method [29, 30, 44], the discrete dipole approximation (DDA)
method [31, 45, 46], and the pseudo-spectral time domain (PSTD) method [32, 47,
48]. They can also be obtained by using the extended boundary condition method
(EBCM) [4, 5, 2] and invariant imbedding T-matrix (II-TM) method [6, 7]. These
methods can generally be applied to scatterers with size parameters up to approx-
imately 100. For scatterers with axial rotational symmetry, the EBCM and II-TM
can be applied up to size parameters of 200. However, the EBCM has been reported
to have ill-conditioned problems for scatterers with high aspect ratios [68]. Several
methods are developed in order to obtain the single scattering by scatterers with high
aspect ratios (e.g. null-field method with discrete sources [59], many-body iterative
T-matrix method (MBIT) [8, 9] and iterative EBCM (IEBCM) [69, 70, 71]. The
iteration and division of scatterers techniques are employed by both the MBIT and
the IEBCM; however, the MBIT uses boundary conditions of adjacent sub-scatterers
whereas the IEBCM uses a point-matching method to establish the relationships of
different sub-scatterers.

In the case of the scattering of light by an infinite right circular cylinder, an accu-

rate solution can be obtained [22, 23], which can be used to estimate light scattering

*Reprinted with permission from ”Scattering of 1-D periodic scatterer and asymptotic compar-
ison using the many-body iterative T-matrix method” by B. Sun, P. Yang, G. W. Kattawar and L.
Bi. J. Quant. Spectrosc. Radiat. Transfer, 146, 459-467. Copyright 2014 @QElsevier.
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by a finite cylinder [72]. For a scatterer with a periodic structure, a numerically
accurate solution can be obtained with the DDA method [73, 19]. In the literature,
the scattering of periodic arrays of particles is discussed by Waterman and Pedersen
[74] using the T-matrix method. In this study, a semi-analytical solution based on
the MBIT [8, 9] will be presented for scatterers with a 1-D periodic structure.

Although scatterers with infinite size do not exist in reality, the scattering prop-
erties of scatterers with large aspect ratios may be replaced with the properties of
infinite scatterers. In the literature, the optical properties of ice crystals and marine
diatoms have been extensively reported (e.g.[75, 76, 77]). Many atmospheric and
oceanic observations show the existence of scatterers with large aspect ratios (e.g.,
[17, 78]). If the aspect ratios of these particles are large, the scattering properties
can be characterized by infinite long scatterers, and the preliminary results of this
study indicate the scattering properties of finite scatterers with large aspect ratios
can be approximately represented by those of their infinite counterparts.

This section is organized into six parts. A detailed theoretical derivation will
be given in 4.2 and 4.3. A brief explanation for the extension of the MBIT from
scatterers with axial rotational symmetry to those without will be at the end of 4.3.
4.4 will show validations in terms of the analytical solution of an infinite cylinder
and the DDA method with periodic boundary conditions. In 4.5, a preliminary
asymptotic comparison of cylinders and hexagonal scatterers will be described. The

study conclusions are in 4.6.
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4.2 The MBIT method in a 1-D periodic scatterer

For finite scatterers, incident and scattered electric fields can be expanded in

terms of vector spherical wave functions [2]:

E™(k) =Y Y [anRgM,,,(k7) + bpnRgN,,, (k)] (4.1)

n=1 m=—n

E*(k7) = Z Z [P Mo (B7) + @run N (k7)], 7 > 1< (4.2)

n=1 m=—n

where 7~ represents the radius of the smallest circumscribed sphere of the scatterer;
RgM and RgN are the regular vector spherical wave functions, which are finite at
the origin; M and N are the outgoing wave functions, which characterize radiating
waves in the far field region; a,,, and b,,, are expansion coefficients for the incident
field; and, p,,, and ¢,,,are expansion coefficients for the scattered field. According
to the MBIT method, a scatterer with a large aspect ratio is divided into several
sub-scatterers; and, the expansion coefficients for the incident and scattered fields
associated with the scatterer can be represented by the ones associated with the
sub-scatterers. Consequently, a 1-D periodic scatterer can be divided into an infinite
number of identical sub-scatterers. Figure 4.1 is the schematic diagram showing
several scatterers with periodic structure, where (a) is an infinite cylinder, (b) discrete
periodic cylinders, and (c) an infinite hexagonal prism. For continuous scatterers,
such as an infinite cylinder and a hexagonal prism, the sub-scatterer may have the
same cross section but different aspect ratios. The origins of the frame of references
are always located at the centers of the sub-scatterers; however, for infinite scatterers,
there are an infinite number of options. These sub-scatterers are enumerated as
continuous integers from minus to plus infinity, that is, (—oo,...,—1,0,1,...,4+00).

Suppose a,@n and b%)n, p£f2n and qgi)n, are the expansion coefficients for the incident
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Figure 4.1: The schematic scatterers with 1-D periodic structure. (a) is an infinite
cylinder; (b) are discrete periodic cylinders, where only 6 units are displayed; (c) is
an infinite hexagonal prism. The origins of frame of references are always located in

the center of scatterers. In this figure, the origins are situated at the bottom surface

only for clarity.

field and scattered field of the i-th sub-scatterer, af,f;? and bf,&i), p%ﬁl) and q%fl) , are the
expansion coefficients of the 1-D periodic scatterer relative to the frame of reference

of the i-th sub-scatter. In terms of the MBIT method [8, 9], the relationship of the
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series of expansion coefficients can be represented as:

amn | amd ) i i AT (ki) B2 (k) | P 43
bl b | e \ BO(k) AT (k) )\ g
i
o(i) (%) 00 - ()
Pmn Pmn mn’ (kri;) RgBZ ZLL:LL’(k"Tl) Dy
o(i) - (7) + Z Z mn J mn J () (44)
Gt o j——oon'—s RgB~ ", (kTi;)  RgAZ", (kTij) qn]m
j#i
where i = —o00,...,00 and s = max(1, |m|); 7i; represents the displacement vector

from the origin of the i-th frame of reference to the one of the j-th frame of reference,
and A, B, RgA, and, RgB are axial translation coefficients [61, 62, 63, 13, 14, 79].
Due to sub-scatter equivalence, i=0 can be taken without loss of generality in the

following discussion.
4.3 Semi-Analytical solution of 1-D periodic scatterer

In the far field, the scattered field of the j-th sub-scatterer can be formally ex-
pressed as:
E*“(ki7,)| :MZ[ (G) AP (9 90)+qJ)Aq)(9 ©) (4.5)
J/lkr—o0 k?”j - mn*tmn :
where AP (6, ¢) and A9 (6, ) are general functions of the scattering angles (6, ¢) .
The phase of scattered field of the j-th sub-scatterer in the far field can be expanded
s [19]:

[(kro)? = (Fs - 7o,)?] (4.6)

J 0 0j 0 s " 105
2]{?7"0

where rg, r;, and, r; represent radial coordinates relative to the 0-th and j-th frame

of reference and the distance between the two origins, respectively; and, Es = kro/ro
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is the scattered wave vector.

In terms of Eqgs.(4.5) and (4.6), Eq.(4.4) can be replaced by a simplified version

9]:

0(0) (0) 00 (4)

Pmn B Pmn " Z Pmin y
0(0) (0) < (4)
an an J=—00 an
J#
N 1 2 o
exp {i [Foe iy + g (b = (]} @)

The phase of the incident plane wave can be expressed as:

— —

exp(ik; - ) = exp(ik; - 7;) exp(ik; - To;) (4.8)

where 7; = jheé,, j = £1,£2,43..., h is the height of a sub-scatterer and k; is the
incident wave vector. In the situation of an infinite number of sub-scatterers, the

relationship of scattering coefficients between the j-th and the 0-th sub-scatterers is:

() (0)
meL — pmn
= exp(ik; - 75 4.9
| = etk | (4.9

an q mn

From Eq.(4.9), Eq.(4.7) can be simplified as:

0(0) (0) 00
pmn pmn

o(0 - 0 Z
Gy LI —

exp {106 = R - (he2) + (b = (7|} (20

2]€T0

In the exponent, the second term is an infinitesimal quantity relative to the first
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term. Subsequently, the scattering direction has the following restriction [19]:

— —

(ks — k;) - (hé,) =2lm, 1 € {0,+1,£2, ...} (4.11)
The scattering and incident angles satisfy the following relationship:

2rl
cosf, = cosb; + % [ €{0,£1,+2, ...} and |cost,| < 1 (4.12)

where h must be the smallest periodic height and, 6, and 6; are the scattering and
incident angles, respectively, relative to é,, which coincides with the direction of the
scatterer with periodicity as shown in Figure 4.1. The smallest periodic length of
a continuously 1-D periodic scatterer is 0. According to Eq.(4.12), [ can only be 0,
that is, 05 = 6,. Referring to the method of Draine and Flatau [19], the summation

in Eq.(4.10) can be treated as an integration:

> e {i [pstr+ g (Gor)? - 7]}

j=—o0

Sl )

j=—00
00 kh 2 o3 295
> lim [ djew {i(1+ie) {]ZHTS;:”

\2mikrg

= Shend (4.13)

Similar to Eq.(4.5), the scattered field of a 1-D periodic scatterer can be repre-

sented as:

exp(ikry)

B (k7o) g -100 = > BDADO.¢) AN 0.  (@19)

mn

k’TO
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In terms of Eqgs.(4.10), (4.13), and (4.14), the scattered field is reduced from

spherical to conical scattering:

V2mi  exp(ikry)
khsin@s /krg

Esca(kﬁ)> |kr0~>oo =

> [PAL0.0) + dDAD6.2)] (115)

mn

Actually, the reduction is from the contribution of high order infinitesimal phase
differences of the expansion coefficients for the scattered field in a different frame of
reference because of an infinite number of sub-scatterers as described by Eqgs.(4.5),
(4.6), and (4.7). From Eq.(4.15), the scattered field of a 1-D periodic scatterer can be
obtained if the scattering expansion coefficients pS,?L and q,(,% of the 0-th sub-scatterer

are known.

Eq.(4.3) can be rearranged in terms of Eq.(4.9):

(0) 0(0) 00 A—mn R—mn (0)
Amn Qmn A" (kh) BZM (kh ot

_ i A ER) B (BR) |2 (4.16)
b, 09 )=\ B kny Amen) |\ g

where the series of equations have m-decoupled properties due to only axial transla-

tion and

AT (kh) i AT (kTo5)
BZ (kh) = B (kToj)

exp(ik; - ;) (4.17)

Eq.(4.17) can be approximately obtained through the truncation of infinite sum-
mation because of the convergence of A and B at infinity. Furthermore, incident and

scattering expansion coefficients can be connected by the T-matrix:

(0) (0)

am’n’

Pmn
I 418
o "2 0 19
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Through Eqs.(4.16) and (4.18), we can obtain the matrix expression of the scat-

tering expansion coefficients p,(% and qﬁ% of the 0-th sub-scatterer:

—1
p(O) A B a°)
=|1-T T (4.19)
A po(0)

<
e
ws])

According to Eq.(4.19), the solution depends on the property of the T-matrix of
a sub-scatterer. Consequently, if the sub-scatterer is axial rotationally symmetric,
Eq.(4.19) will be m-decoupled; otherwise, only partially de-coupled or fully coupled.
From Egs.(4.15), (4.17), (4.18), and (4.19), the semi-analytical solution of a 1-D
periodic solution can be obtained.

The scattering pattern of 1-D periodic scatterer is conical instead of spherical
scattering in term of Eq.(4.15). Subsequently, in the consideration of the common
definition of spherical scattering [22, 23] and the definition of infinite cylinder scat-

tering [23], the amplitude scattering matrix is to be re-defined as:

Bt | _explikro) [ su s | [ B (4:20)
Z(Iji VEro 821 S22 E;Tti

where the subscripts 6 and ¢ represent the components along zenithal and azimuthal
directions and the subscript || and L the parallel and perpendicular components rel-
ative to the scattering plane containing the incident and scattered directions. When
the electric fields are expanded according to zenithal and azimuthal directions, it
is called meridional plane expansion while scattering plane expansion is conducted
with respect to the parallel and perpendicular directions relative to scattering plane.

The definition of the Mueller matrix is the same as the one commonly employed

[2, 22, 23).
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Up to the present, the MBIT method has only been applied to scatterers with
axial rotational symmetry [8, 9, 60]. For sub-scatterers without axial rotational
symmetry, taking a hexagonal unit as an example, the method cannot be directly
applied because the smallest circumscribed sphere of adjacent units will intersect
with its side faces in addition to its vertices of end faces. In this case, we could
treat the unit as an equivalent two-layer scatterer: the inner layer is the original unit
and the outer layer, with the same refractive index as the surrounding medium, is its
smallest circumscribed cylinder. According to a T-matrix formulation of multilayered
scatterers [80], we can construct the same T-matrix relation as Eq.(4.18) between
the incident and scattered field of the multilayered scatterer. After the treatment,
the cylinder incident and scattering expansion coefficients are satisfied for use of the

MBIT method [8, 9].
4.4 Validation of semi-analytical solution

The analytical solution of an infinite cylinder [22, 23] and the DDSCAT code
[73, 19] are employed to validate the simulation results of continuous and discrete
infinite scatterers calculated by the semi-analytical method. The scattering direction
of a 1-D periodic scatterer is along either one or several particular angles according
to Eq.(4.12). Subsequently, the scattering will only be restricted in azimuthal angles
with certain zenithal angles. The incident and scattered field are expanded in the
meridional plane in infinite cylinder comparisons, and are expanded in the scattering
plane in discrete infinite cylinder comparisons. All incident and scattering angles are
relative to laboratory frame of reference as shown in Figure 4.1, in which é, coincides

with the direction of a scatterer with periodicity.
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Figure 4.2: Comparisons of the Mueller matrix elements, Py; and Pjy/Pjq of infinite

cylinder between analytical and the semi-analytical MBIT method calculated results.

Figure 4.2 shows the comparisons of the Mueller matrix elements, Pj;(phase
function) and Pjs/ P, of an infinite cylinder between analytical results and semi-
analytical MBIT method calculated results. The cross-section diameter parameter
is defined as xp = 27D/X = 10 and the height parameter of a sub-scatterer as
xg = 2rH/A = 30; the refractive index is n = 1.33 4 ¢0.01; the incident angles
are 0 = 500, ¢ = 180"; and, the abscissas-axis represents the corresponding
azimuthal angles. Due to scattering symmetry, only the results from 0° to 180° are
displayed. The errors are displayed in the lower panels. In the vertical-axis labels,

the relative error is defined as (Py1(M) — P11(A))/Pi1(A) and the absolute error as
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Pio(M) /P11 (M) — P5(A)/Pi1(A) , M is for MBIT, and A is for Analytic. The results

agree well.
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Figure 4.3: Comparisons of the Mueller matrix elements, P;; and Py5/Pj; of an
infinite cylinder between analytical results and the semi-analytical MBIT method

calculated results.

Figure 4.3 shows the comparisons of the Mueller matrix elements, Py; and Pyo/ Py
of an infinite cylinder between analytical results and the semi-analytical MBIT
method calculated results for a small incident angle. Incident angles are §*¢ = 10°,
"¢ = 180". The other parameters are the same as in Figure 4.2. Even at the small

incident angle, the simulation results are in great agreement with the analytical
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results.
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Figure 4.4: Comparisons of the Mueller matrix elements, Pj; and Pjy/Pj; of an
infinite discrete cylinder between the results calculated by DDSCAT and the semi-

analytical MBIT method calculated results.

Figure 4.4 shows the comparisons of the Mueller matrix elements, Py and Pjo/ Py
of an infinite discrete cylinder between the results calculated by DDSCAT and the
semi-analytical MBIT method calculated results. The sub-scatterer is composed of
a cylinder with xp = 20 and zy = 10 and a gap parameter z¢ = 27G/\; G is
the gap length; the refractive index is n=1.33+i0.01 ; and, the incident angles are
ginc = 60°, "¢ = 180°. Only the results in the scattering cone 6°¢ = 60° are

displayed. The DDSCAT results are displayed by two dipole numbers of 30 by 60
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and 50 by 100 in the directions of height and diameter. As the dipole numbers
increase, the numerically accurate method, DDSCAT, converges towards the results
calculated by the semi-analytical method.

The above comparisons directly validate the semi-analytical solution for 1-D pe-
riodic scatterers. The following part will asymptotically compare scattering results
from finite to infinite scatterers. The comparisons can indirectly validate the new
method, but we also provide an intuitive concept of replacing the scattering proper-
ties of large aspect ratio finite-sized scatterers with the ones of infinite-sized scatter-

ers.
4.5 Asymptotic comparisons from finite to infinite scatterers

The calculation time of the scattering properties of a finite scatterer is dependent
on its size, shape, and refractive index while the one for the semi-analytical solution
of a 1-D periodic scatterer only depends on the parameters of one sub-scatterer.
Infinite scatterers are non-physical; however, large aspect ratio finite scatterers have
scattering properties close to those of corresponding infinite scatterers. To a certain
extent, infinite scatterers can replace the finite scatterers given that the calculation of
the scattering properties of infinite scatterers are not too time-consuming to calculate
relative to finite ones.

Figure 4.5 shows the asymptotic comparisons of the Mueller matrix elements, P,
and Pyo/ Py, of cylinders between analytical and MBIT method calculated results.
The cross-section diameter parameter is xp = 20 for cylinders; the refractive index is
n = 1.33 +10.01; the incident angle is #7¢ = 60°, "¢ = 180° ; and, N represents the
aspect ratio of a finite cylinder, that is, zy/xp . The phase functions are normalized
by the value at p** = 180°. The definitions of relative and absolute differences are

the same as the ones of relative and absolute errors. From the difference comparisons,
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we can conclude the phase function and Pj5/ Py of finite cylinders with larger and

larger aspect ratios are convergent toward the ones of the corresponding infinite

cylinder. In this case, when the aspect ratio is equal to 12, the difference has an

upper bound around ten percent.
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Figure 4.5: Asymptotic comparisons of the Mueller matrix elements, P;; and Po/ Py,

of cylinders between analytical results and the MBIT method calculated results.

Figure 4.6 shows the intuitive comparison of cylinders with increased aspect ra-

tios. The parameters are the same as in Figure 4.5 except for xp = 10 and ¢™¢ = 0° .
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The abscissa axis represents the azimuthal angles while the vertical axis the zenithal
angles. The schematic phase function is on a logarithmic scale. With an increase in
the aspect ratio, the scattering distribution is rapidly concentrated to certain scat-
tering cones as expected from Eq.(4.12). In this figure, the scattering phase function

does not have recognizable change when N goes from 12 to 21.

180
N=12

Figure 4.6: Asymptotic comparison of phase function of cylinders with different

aspect ratios.

Figure 4.7 shows the phase function of discrete cylinders with 7 units. The unit
is composed of a cylinder with xp = 10, xg = 30, and a gap with x5 = 20 . Other
parameters are the same as in Figure 4.6. The discrete cylinders display multiple
scattering cones in large aspect ratios and the scattering angles are the ones expected

from Eq.(4.12).
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Figure 4.7: The phase function of discrete cylinders with 7 units.

Figure 4.8 shows the asymptotic comparisons of the Mueller matrix elements,
Pi; and Py5/ Py, of hexagonal scatterers with different aspect ratios. The diameter
parameter of a cross-section circumscribed circle is xp = 10 ; the refractive index
is n = 1.33 + 10.0; the frame of reference origin is in the center of the hexagonal
scatterer; the x-axis is perpendicular to one of the opposite sides as the left panel
shows as shown in (c) of Figure 4.1; the incident angles are §"¢ = 60°, "¢ = 45°
; and, N represents the aspect ratio of a hexagonal scatterer, that is, zy/xp . The
T-matrix of a hexagonal prism is obtained by the II-TM method. Relative to the
scatterer with a larger diameter of a cross section in Figure 4.5, the scattering pattern
is rapidly convergent towards the pattern of scatterers with infinite aspect ratios.

Figure 4.9 shows that the asymptotic comparison of the phase function of hexago-
nal scatterers with different aspect ratios. As a continuation of Figure 4.8, the larger

the aspect ratios, the more stable the scattering patterns.
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Figure 4.8: Asymptotic comparisons of the Mueller matrix elements, Py; and P2/ Py

of hexagonal scatterers with different aspect ratios.

4.6 Conclusion

Based on the MBIT method for finite scatterers with axially rotational symme-
try, a semi-analytical solution of scattering properties is obtained for the infinite
scatterers with 1-D periodic structures. The solution is validated by the analytic
solution of an infinite cylinder and the DDA method with periodic boundary condi-
tions. The preliminary comparisons of Mueller matrix elements between scatterers
with different aspect ratios are displayed. The results illustrate that the scattering

properties of large aspect ratio finite scatterers can be replaced by the scattering
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Figure 4.9: Asymptotic comparison of the phase function of a hexagonal scatterer

with different aspect ratios.

properties of the corresponding infinite scatterers with 1-D periodic structures. The
replacement depends upon the required accuracy. Since the II-TM can be applied to
any shape to get its T-matrix, the semi-analytical solution can be effectively applied
to any shape of a scatterer with 1-D periodic structures. However, the calculation
efficiency of the T-matrix of a sub-scatterer is sensitive to its shape. Accordingly,
the calculation efficiency and accuracy of the new method are sensitive to the shape

of the sub-scatterer.
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5. MARINE DIATOMS SCATTERING PROPERTIES IN TERMS OF MBIT
METHOD

5.1 Introduction

In Section 1, Figure 1.2 shows the raw hologram of diatom chains within a phy-
toplankton thin layer in East Sound, WA, 2013 [21]. These chains are actually
horizontally oriented with the action of current. The left panel of Figure 5.1 shows
the diatom chain is formed by the connection of a series of individual cells. The right
panel shows the shape of an individual cell, which has the siliceous outer hard shells
with cytoplasm in its interior and connected spines. The material for the outer hard
shells is essentially quartz glass so the refractive index relative to water is around 1.1
and the interior cytoplasm around 1.02. The relative refractive indices are close to
unity, which means that the diatom chains in ocean are soft particles. Generally, the
diffraction will dominate the forward scattering; however, the forward scattering for
soft particles is dominated by the anomalous diffraction, which takes the interference
between diffraction and direct transmission into considerations.

The scattering properties of an individual cell can be obtained in terms of in-
variant imbedding T-matrix method (II-TM), which is introduced in Section 2. The
MBIT method introduced in Section 3 and Section 4 can be properly applied on
diatom chains to obtain their scattering properties. For facet or simple scatterers
(e.g. right cylinders), the diffraction and anomalous diffraction can be obtained
analytically.

The scattering properties of a single chain is the foundation for the scattering
of oceanic scatterers. For instance, the bulk scattering properties can be obtained

after considering certain particle size distributions. In this study, we are focusing
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Figure 5.1: A diatom chain and the shape of an individual unit (From Nagumo et

al. [81]).

on the effect on scattering properties exerted by a single diatom chain with different
compositions, shapes, and orientations. In 5.2, the simulation model and methods

are introduced. The simulation results are presented in 5.3. Conclusion will be given

in 5.4.
5.2 Simulation model and methods

5.2.1 Simulation model

P

Figure 5.2: Simulation model for an individual cell and diatoms chains. The right

panel shows three units aligned in the main axis direction.

The right panel of Figure 5.1 roughly shows a trigonal prism with a core and two
connected spines. Consequently, the simulated model is taken as a prism based on

an equilateral trigon with a spherical core in the center of the prism and two spines
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connected to the centers of the two bottoms of the prism, which is shown in the left
panel of Figure 5.2. The diatom chain is constructed by stacking the units along the
direction of the main axis. The right panel of Figure 5.2 shows a chain with 3 units.

The particle frame of reference has to be set since the T-matrix is dependent
on the orientation of a scatterer. The main axis of an individual cell is set to be
the z-axis of the particle frame of reference and the z-axis is pointing to one of
the vertices in the plane perpendicular to the main axis, which are shown in Figure
5.3. The origin is always in the center of a scatterer. For diatom chains, the same
configuration is still employed. An individual cell or diatom chain has oy, 0,., C3
symmetries and a Cy symmetry perpendicular to the main axis according to Section
2. The calculation efficiency has been dramatically increased after taking all these

symmetries into consideration.
5.2.2  Simulation methods

According to the configurations of the diatom chains, the MBIT method, which
was introduced in detail in Section 3, is a great option to obtain their scattering
properties.

For particles with |m — 1| < 1 and = = 27L/\, m is the refractive index of
a scatterer and L is the characteristic length and A the incident wavelength, the
anomalous diffraction theory (ADT) [22] can be invoked to compare the simulation
results of forward directions with accurate results. The ADT approximates the field
in the region beyond the scatterer and keeps the same the amplitude like the absence
of a scatterer, but the phase is changed.

The electric field in the far field region can be formulated as the surface integral
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Figure 5.3: Particle frame of reference of an individual unit.

of electromagnetic field [40, 49]:

exp(ikr) k*
—ikr 4w

&5 x f{ﬁs x B(7') — & x [n, x H(7")]} exp(—iké* - #)d*7  (5.1)

E* (7:‘) | kr—oo —

where ¢é%%¢

represents scattering direction, s is the scatterer surface and n, is the
outward unit vector normal to the surface s.

Eq.(5.1) is also called Kirchhoff surface integral, which is mapping the near field
to far field. Accordingly, the contribution of Kirchhoff diffraction can be obtained
by mapping the incident field of the illuminated sides to far field. The diffractions

obtained by this surface integral is normally different from the one obtained by Babi-
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net’s principle except for the exact forward direction [22, 82]. For soft particles, the
contribution of direct transmission has to be considered since the direct transmis-
sion has a strong destructive interference with diffraction, which can be obtained
by mapping the electromagnetic field of un-illuminated sides to far field. The di-
rect reflection contribution has been ignored according to ADT. Consequently, the
anomalous diffraction consists of diffraction and direct transmission.

For facet particles, the diffraction and anomalous diffraction can be obtained
analytically [50, 52, 82]:

N

s=Y p,;sY (5.2)
j=1
k2 . =
D; = 1 explik(e™ = &) - 73,]C; / explik(A; — &) - @,d%3;]  (5.3)

S5

S = sin (i, - €5°) — cos O[(A; + &%) -y, ] + (g, - € (A; - €5°0) (5.4)

SE) = (i, - 1) (A; - &) (5.5)
S = sin (i, - é1) + (s, - €M) (A; - 1) (5.6)
SH) = —(A; + &) iy, + (i, - 61)(A; - e1) (5.7)

where the incident wave is Egexp(iké™ - '), j enumerates the faceted surfaces, 6 is
the scattering zenith angle, éiac’mc and é, are related to the scattering plane, 7 is
the position vector of the first vertex of the j-th surface, w; is the position vector in

surface s;, and C; and A; are defined as:

1 for Diffraction
C; = (5.8)
expli(m — 1)kér;,] for Direction transmission of ADT
= eine for Diffraction
(m — 1) zmes; + €™ for Direction transmission of ADT
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where m is the refractive index of a soft scatterer, (m — 1)o7, is the optical path
length difference of the first vertex of the j-th surface compared to the absence of the
scatterer, which is related to the outward normal vector to the last faceted surface
[52], and 7y is the outward unit vector normal to the last surface before hitting the

current surface. The integral in Eq.(5.3) can be analytically obtained [83, 82]:

(g1 — k) (é X Tlg)
— /exp [ikB - wjld?w; = z:l{ |B|2 — (B - 15)? }
{sin kLB (D1 — @) /2]

KB - @1 o)) | CPIRE - G 4 602 (5.10)

where B is not related to the current surface s, & is the position vector in surface
s, the order of the vertices is along the outward unit vector n,, N, is the number of
vertices in surface s and Wy,+1 = ;. For the cylinder, if the incident direction is
perpendicular to the rotational axis, the diffraction and anomalous diffraction can

also be easily obtained.
5.3 Simulation results

In this part, diatom chains will be studied to see the effects on scattering prop-
erties created by different compositions, shapes and orientations. For the following
simulation results, the parameters for an individual cell are employed: the height
of a trigonal prism is 40 (hereafter the length is normalized by A/27), the diameter
of the circumscribed circle of the bottom trigon is 20, the diameter of the spherical
core inside the prism is 2 and the length and bottom diameter of a single cylindrical
spine are 7.5 and 2; the refractive index for the spherical shell is 1.02+i0.0 and other
parts 1.1+i0.0, respectively. All of the incident angles are denoted relative to the
laboratory frame of reference and all the scattering results are shown relative to the

incident frame reference. Figure 5.4 shows the incident and laboratory frame of ref-
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erences. The left panel shows the position of incident frame of reference (denoted as
subscript ) in the laboratory frame of reference (denoted as subscript L) in terms of
the incident angles 6; and ¢; . The scattering results of certain scattering direction
€% are shown relative to the incident frame of reference, which is shown in the right

panel.

e L

Figure 5.4: Incident and laboratory frames of references. The left panel shows the
position of incident frame of reference (denoted as subscript I) in the laboratory
frame of reference (denoted as subscript L) in terms of the incident angles 6; and ¢;

ssac

. The scattering results of certain scattering direction €** are shown relative to the

incident frame of reference, which is shown in the right panel.

Figure 5.5 shows the comparisons of the Mueller matrix elements of a single
diatom when it has different compositions: with a spherical core only, two spines
only, or both, or none of them, which are denoted in the legends according to the
meaning. The incident angle relative to the laboratory frame of reference is (60°,0%)
and the abscissa axis from 0° to 180° is the scattering angle relative to the incident

frame of reference. The appreciable discrepancy in the backward scattering can be
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observed from elements py; and pys/p1; for different compositions. The presence of
the spines has brought more effect on backward scattering than the presence of the

core.
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Figure 5.5: Comparisons of the Mueller matrix elements of a single diatom when it
has a core ('Core’), two spines (’Spine’), a core and two spines (’Core+Spine’), or

none of them (’None’), respectively.

Figure 5.6 shows the backward scattering of the Mueller matrix elements, P;; and
P2/ Py, of a single diatom when it has a core ('Core’), two spines (’Spine’), a core
and two spines ("Both’), or none of them ("None’), respectively. The figure is centered
with zenith angle 180° and bounded by zenith angle 90°, and the angles between 90°

and 180° are equally divided according to the radius [84]. The discernible differences
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can be observed through the elements. The effect caused by the presence of the core

and spines cannot be ignored.
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Figure 5.6: Backward scattering of the Mueller matrix elements, Pjjand Pio/ Py,
of a single diatom when it has a core (’Core’), two spines (’Spine’), a core and two

spines ('Both’), or none of them (’None’), respectively.

Figure 5.7 shows the comparisons of the Mueller matrix elements of a diatom
chain with one unit, two units, four units and fifteen units. The configuration is
the same as Figure 5.5. The interaction is becoming stronger and stronger with the
increased number of units. The elements, pi12/p11, P3s/p11, and pas/p11, display a
similar pattern with Rayleigh-Gan’s scattering for one, two, or four units [22, 23]
whereas these elements show a strong interference pattern for fifteen units.

Figure 5.8 shows the comparisons of the Mueller matrix elements a diatom chain
with fifteen units in fixed and random orientations. The configuration for the fixed
orientation results is the same as Figure 5.5. The scattering patterns of all elements

are smoothed out by the average of random orientations. The orientation information
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Figure 5.7: Comparisons of the Mueller matrix elements of a diatom chain with one
unit, two units, four units, and fifteen units. The configuration is the same as Figure

5.5.

can be detected in terms of the scattering patterns.

Figure 5.9 shows the Mueller matrix elements of a diatom chain with 15 units
with the incident normal to the main axis and comparisons of the phase function in
forward scattering between diffraction, anomalous diffraction and the MBIT method.
In ocean, the diatom chains are actually horizontally aligned by the action of current.
The sunlight will roughly illuminate the diatoms in the direction perpendicular to
the main axis. The incident zenith angle is set to be 90°. The shape has 3-fold
rotational symmetry instead of axial rotational symmetry. The different incident

azimuthal angles will produce different scattering patterns. Consequently, the result
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Figure 5.8: Comparisons of the Mueller matrix elements a diatom chain with fifteen
units in fixed and random orientations. The configuration for the fixed orientation

results is the same as Figure 5.5.

is averaged with the azimuthal angles for a fixed zenith angle. In this orientation,
the elements, pia/p11, P3s/p11, and pas/p11, show a pattern similar to Rayleigh-Gan’s
scattering. The reason for that is the units in the chains for this normal incidence
have small interactions.

The inset in the p;; panel shows a large discrepancy in the forward scattering
between diffraction and the numerically accurate solution MBIT whereas the anoma-
lous diffraction theory displays a better agreement. For soft particles, the forward
direction is dominated by the anomalous diffraction instead of the general diffrac-

tion. For the light scattering of red blood cells, the similar conclusion has been
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drawn [85]. When the refractive index is approaching unity, the direct transmitted
light will have small deviations associated with the incident direction and will have
stronger and stronger destructive interference with the general diffraction. In the
limit, the diffraction and the direct transmission would be completely destructive,
which makes the scattering disappear, if the refractive index is unity. Therefore, the
interference between diffraction and direct transmission for the soft particles has to

be taken into considered in conventional geometric optics methods.
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Figure 5.9: Mueller matrix elements of a diatom chain with 15 units with the incident
normal to the main axis and Comparisons of the phase function in forward scattering

between diffraction, anomalous diffraction and the MBIT method.
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Figure 5.10 shows the comparisons of the Mueller matrix elements of the prisms
based on different orders of equilateral polygons. For instance, prism3 represents the
prism based on an equilateral trigon and prismoo represents actually a cylinder with
the same height as the prisms and the same diameter as the circumscribed circle
of the bottom polygons of the prisms. The diameter of the circumscribed circle of
bottom polygons of the prisms is taken to be 20 and the height of the prisms 20. The
prisms are set to be homogeneous and the refractive index is 1.14i0.0. The incident
polar angle is 60° and the azimuthal angle is 180°/N, where N is the order of bottom
polygon. The incident light is always on the vertical edge of the prisms. With the
increased order of bottom polygons, the scattering patterns are approaching the
scattering results of the corresponding cylinder. The element pss/p1; is much more
sensitive to the order than other elements. The element poy/p1; is also the indicator

of non-sphericity [23]. It can be the element to detect the shape information.
5.4 Conclusion

In this section, the MBIT method is applied to get the scattering properties of
diatom chains. The individual cell has some interior structures and spines connecting
on it. The effects of the structures are simulated in terms of invariant imbedding
T-matrix method. For diatoms in the ocean, they have some specific orientations
due to the action of current. The sunlight will incident on the diatoms perpendicular
to the main axis. The scattering patterns are shown for the different orientations
and random orientation. The orientation information can be detected in terms of
the scattering properties. The diatom is modeled as a prism based on an equilateral
trigon. The scattering results of prisms with different order of bottom polygons are
shown. The element py5/p1; is more sensitive to the order than other elements, which

can be used as the indicator of shape detection.
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Figure 5.10: Comparisons of the Mueller matrix elements of prisms based on different
orders of equilateral polygons. For instance, prism3 represents the prism based on
an equilateral trigon. prismoo represents actually a cylinder with the same height as
the prisms and the same diameter as the circumscribed circle of the bottom polygons

of the prisms.

The relative refractive index of scatterers in the ocean is close to unity, which
are so-called soft particles. The forward scattering for soft particles is dominated
by the anomalous diffraction, which contains the interference between the diffraction
and direct transmission, instead of diffraction. In this case, the diffraction and
anomalous diffraction can be obtained analytically. The comparisons confirm the

dominant contribution of anomalous diffraction.
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6. CONCLUSION

Extended boundary condition method (EBCM) and Invariant Imbedding T-matrix
(II-TM) method are two of the most efficient techniques for the realization of T-
matrix method, especially for scatterers with axial or N-fold rotational symmetries.
The calculation efficiency is highly dependent on the size parameter, refractive in-
dex, shape and aspect ratio of a scatterer. Of these factors, the aspect ratio plays
an important role. With the increased aspect ratios of a scatterer, the EBCM will
encounter ill-conditioned problems and the II-TM will have much more memory re-
quirements and time consumption. Based on the transition matrix of a scatterer, a
method called many-body iterative T-matrix is developed to target scatterers with
large aspect ratios. The original scatterer is divided into several sub-scatterers. The
scattering of the original scatterer can be iteratively obtained in terms of the transi-
tion matrices of the sub-scatterers. In this case, the many-body scattering condition
that the circumscribed spheres of scattering particles cannot intersect is avoided by
using the boundary conditions on the adjacent sub-scatterers.

For scatterers with large aspect ratios, the scattering of the counterpart with
one dimension periodicity would be a good proxy. Based on the MBIT method, a
semi-analytical solution for a scatterer with 1-D periodicity is obtained in terms of
direct matrix inverse instead of iteration. The method is verified by the comparisons
between simulations results and, the analytical solution of an infinite cylinder and
the numerically accurate method (DDA), and by the scattering tendency of scat-
terers with larger and larger aspect ratios. Some of the marine scatterers, such as
diatoms, have a specific chain structure, which are formed by the connection of many

individual cells and also have preferential orientations due to current flow. More-
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over, the relative refractive indices of the scatterers are close to unity, which are
so-called soft particles. The diatom chains are simulated using the MBIT method
to obtain the effects on scattering properties for different compositions, shapes and
orientations. Forward scattering for soft particles is dominated by the anomalous
diffraction, which includes the interference between diffraction and direct transmis-
sion, instead of general diffraction. The conclusion is confirmed by the comparisons
between the analytical calculation of the diatoms for the diffraction and anomalous

diffraction, and the numerically simulation using the MBIT method.
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