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1. Introduction

Many advanced optical components present a periodic structuration along two directions of space embedded in a
multilayer. An often encountered geometry, for example, consists in a planar waveguide in which holes are drilled
periodically. The two-dimensional periodic structuration can be used to monitor the dispersion relation of guided modes
[1], to create unpolarized optical filters or sensors [2] or to ameliorate the extraction rate of the emitted light of
electroluminescence diode [3]. More recently, it has also been proposed to replace the conventional slide of a microscope
by a multilayer cross-grating in order to improve the resolution of the imaging system [4,5].

While many techniques exist to calculate light-scattering by gratings that are invariant along one axis [6,7], there are
still very few numerical methods that address the issue of light scattering by crossed gratings. The most commonly used
approach is the Fourier modal method [8,9]. This technique which is related to the rigorous coupled wave analysis and to
the differential method is efficient for simulating scattering by dielectric ‘lamellar’ gratings (i.e. motif with vertical walls).
Another approach, the C-method, which is based on a change of coordinates, has also been extended to cross-gratings [10].
This approach is particularly efficient for multilayer coated gratings with smoothly varying interfaces. In the microwave
domain, a periodic method of moments based on a surface integral was proposed to simulate light scattering by periodic
metallic patches embedded in a multilayer. This technique, which is adapted to the design of frequency selective surfaces,
is restricted to highly conducting metallic periodic structures as it calculates specifically the surface currents appearing on
the patches [11-15].

In this work, we present an alternative numerical approach, based on the coupled dipole method (CDM). Our technique
enables to simulate scattering by heterogeneous penetrable doubly periodic structures with arbitrary shape embedded in a
multilayer. It is similar to a periodic method of moments [16], but, contrary to the techniques developed in the microwave
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domain for metallic structures, it is based on a volume integral equation and it calculates the local field inside the whole
grating cell.

The CDM has been first developed to study light scattering by a tridimensional object with finite dimensions in
homogeneous space[17-20]. Then the method has been extended to deal with objects near a substrate (for near-field
applications [21] or the study of optical forces [22,23]) and inside a multilayer system [24]. A recent review describes the
current state of the CDM and its historical development [25]. Recently, the CDM has been adapted to simulate light
scattering by a periodic structure placed above a flat substrate [26]. It has been shown that, when the structure is
illuminated by a plane wave, only the base cell of the periodic structure the CDM has to be discretized. In this article, we
extend the CDM to periodic structure embedded in a multilayer. We show that this approach can easily deal with double
periodic structure where the base cell is made of anisotropic material. This versatile technique should be an interesting
complementary tool as compared to those already developed.

2. Computation of the field scattered by a periodic structure in a multilayer system
2.1. Principle of the CDM

We consider an object placed in a multilayer system. The principle of the CDM consists in modeling the object by a cubic
array of M polarizable subunits [17,16,27]. The electric local field E(r;) at each subunit position r; can be expressed as

M
E(r;) = Eo(ry) + ) _ G(r;, rj)a(r) E(r)), (1)
=
where E(r;) is the incident field at position r;. G is the field susceptibility tensor of the multilayer system [24]. a(r;) is the
dynamic polarizability tensor of subunit j, it includes the radiation reaction term that is required to satisfy the optical
theorem [28-30]:

3d? .
oo(r;) = E[ﬁ(l‘i) — Ile(ry) + 21 (2)

() = ooyl — (2/3)ik’ ao(r;)] ! (3)

where d is the discretization lattice and I the unit tensor. The self-consistent field E(r;) is found by solving the linear system
formed by writing Eq. (1) fori =1,...,M. Notice that the expression p(r;) = a(rj)E(r;) corresponds to the dipole moment of
the subunit j induced by the incident field and the M — 1 other dipoles. Hence G(r;, 1)) gives the field radiated at r; by a
dipole located at r;. The scattered field at r is the sum of the fields radiated by all the dipoles constituting the object [16],

M
E(r) = Eo(r) + > _ G(r, 1;)ou(r)E(T)). (4)
j=1

2.2. CDM for periodic structures

The CDM is perfectly adapted to deal with a single object. In the case of a grating, i.e. a periodic duplication of an object
over a lattice, see Fig. 1, the number M of dipoles is infinite and Eq. (1) becomes impossible to solve. Yet, if we assume that
the grating is illuminated by a plane wave, it is possible to restrict the linear system, Eq. (1), to the dipoles of one base cell.
Indeed, when the incident field is a plane wave with wavevector component parallel to the multilayer plane Ko, the field at
any position r is pseudo-periodic, namely

E(r + mu + nv) = E(r)elko-(mu+nv) (5)

where (m,n) e Z% (Z denotes the set of all integers). u and v are the basis vectors of the periodic structure. The self-
consistent field at each subunit of the object constituting the base cell of the periodic structure can be written as

M =)
E(r;) = Eo(ry) + ) _ [ > G+ mu+ ”V)eiko'(ml”"w] o(ryE(ry). (6)
j=1 Lm,n=—o0
Eq. (6) is written for i = 1,...,M and the unknowns are the local field at each subunit constituting the base cell of the
grating. Once the local field is found for all r;, i = 1,..., M, the field scattered at any position r is deduced from,
M 00
Er)=Em+> | > Grrj+mu+ nv)eikﬂ-(’"“”"’} a(r;)E(T)). (7)
j=1 mn=—oo

Hence, the main problem of this approach lays in the efficient computation of the periodic field susceptibility in a
multilayer system which is given by the infinite sum between the bracket. Once the periodic susceptibility tensor is known
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Fig. 1. Geometry of the system: a double periodic structure with basis vector u and v is introduced in a multilayer system. The numbers on the right label
the layers while that on the left label the interfaces.

for a given lattice, one can simulate light-scattering by gratings with different motifs but same lattice very rapidly. Thus,
this technique appears quite promising for optimization purposes.

2.3. Computation of the periodic susceptibility tensor in a multilayer system

The main difficulty of the periodic CDM lies in the computation of the periodic susceptibility tensor which basically
gives the field radiated at any observation point by an infinite number of dipoles periodically placed in the multilayer along
the grating lattice nodes. Several papers have addressed this problem [31,32].

When the period of the grating is of the order or smaller than the wavelength of illumination it appears more efficient to
compute the periodic susceptibility tensor in the Fourier space. Due to the translational invariance of the multilayer
system, the periodic susceptibility tensor can be written as,

H= > G+ mu+ nvjelomm - / D> o(ry — mu —nv)G(py; — 1y, z;,z)e " dry (8)

m,n=—oo m,n=—oo

with r = (r,2) and p; = 1y —1;;. Using the properties of the two-dimensional Fourier transform defined as #[b(r))] =
[dryb(r) exp(—ir;.hy), and that of its inverse defined as F B = 1/2n)* x J dhB(hy) exp(ir;.h))], we get:

1 & _
He b / M S 3 —mU - nV — ko) Z[G(p; — 11,2,2)] kg 9)
mn=—oo
M o0
=55 > G(py.zi.z,mU + nV + ko) (10)
mn=—oo

where V = 27(—uyX + uyy)/(uxvy — vxlly), U = 2m(vyX — vxy)/(uxVy — Vxly) are the basis vectors of the reciprocal lattice, and
M = (Zn)z/(uxvy —xlly). X and y are the basis vectors of the coordinate system. We will note G(p;.z:.z,k)) =
F[G(p; — 1,2, 2)]. The Fourier transform G of the periodic susceptibility tensor is easily obtained from the angular
spectrum representation of the field diffracted by a dipole in a multilayer system [33],

E;(r) = / /[é”fe“‘f T+ &7 N dk, (11)

= / / G:(l', l'/, k” )p(l'/) dl(" (12)

wherej (j=0,...,N + 1) denotes the layer where the observation point is located. The field in each layer is considered as an
infinite sum of up and down propagating plane waves. The superscript * indicates the plane waves propagating towards the
positive z-axis while the superscript ~ denotes the plane wave propagating towards the negative z-axis. The wave vector of
these plane waves are Kj+ = (kx, ky, wj) and K; = (kx, ky, —w;) with ka = l(jf“.l(j+ =K K = kﬁ + wj2 = sjkg. Moreover we have
K]*@”f =0and K; .6} = 0. The complex magnitudes of éa]* are obtained by accounting for the boundary conditions at each
interface [33,34,24].
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2.4. Computational remarks

Once G is known, the main numerical difficulty lays in the convergence of the sum appearing in Eq. (10). When the
dipole and the observation point do not have the same altitude, the term ei?~Z! decays exponentially when (m,n) are
increased. In this case, the convergence is rapidly obtained. On the contrary, when the observation point and the dipole
have the same altitude, i.e. z = Z/, the convergence may be very slow. We recall that H gives the field diffracted at r; by a
periodic array of dipoles located at r; + mu + nv. When the dipole and observation point are in the same layer, one can
distinguish two contributions for the diffracted field, one corresponding to the direct propagation between the set of
dipoles and the observation point (as if the dipoles were in a homogeneous space), and the second corresponding to the
propagation between the set dipoles and the observation point through the multiple reflections in the multilayer. Only
the first contribution, i.e. the direct term, is responsible for the slow convergence of the series. Hence, to accelerate the
convergence we compute separately this first contribution. When the layer containing the dipole and observation point has
a complex relative permittivity (namely the layer is absorbing) the sum is performed in the direct space. If the relative
permittivity of the layer is real, one splits the infinite sum terms in two parts; one in the direct space and one in the
reciprocal space, where these two sums converge quickly owing to a damping function [35].

3. Numerical examples
3.1. Comparisons between the periodic CDM and the Fourier modal method

In our first example, we compare the field transmitted by an isotropic layered grating calculated by the periodic CDM
with that given by the Fourier modal method [8]. The system under study consists in a square array of pads with relative
permittivity ¢, embedded in a dielectric layer of relative permittivity ¢, and deposited on a glass substrate, see Figs. 2(a)
and (b). The illumination is a TM polarized plane wave coming from the substrate in the (x,z) plane. Notice that all the
chosen examples involve only one layer. However, the method can easily deal with multilayer systems.

In Figs. 2(c) and (d) we plot the intensity of the field at z= 1/30, x = 0 for the CDM and the Fourier modal method for
two angles of incidence and two different permittivity contrast between the pads and the layer. Fig. 2(c) shows a very good
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Fig. 2. Geometry of the cross-grating. The grating is illuminated from the substrate. The grating is made of a square array of cubic pads of relative
permittivity (¢,) embedded in a layer of relative permittivity ¢ deposited on a substrate with relative permittivity &;. The height of the layer is equal to the
width of the pads p = h = /3. The period of the grating with square lattice is twice the width of the pads. (a) Side view. (b) Top view. (c) and (d) plot of
the intensity of the electric field at z = 2/30 for x = 0. (plain line) CDM and (crosses) Fourier modal method simulations for § = 0°. (dashed line) CDM and
(circles) Fourier modal method simulations for 0 =45°. (c) es =¢p =2.25and g, =4.(d) & =¢, =9 and ¢ = 4.
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Fig. 3. (a) The grating consists in an hexagonal array of cubic pads with u = (4/6,0) and v = (+/31/12,2/12) and h = 1/6. The pads are indicated with
green squares in (b) and (c). A TM polarized incident plane wave illuminates the grating under internal reflexion with 6 = 45°. (b) The pads are made of
glass &, = 2.25 and are embedded in a layer with ¢ = 4. The substrate is glass with ¢ = 2.25. The component y of the field is represented in the plane (x,y)
at z=7/12. (c) Same as (b) but the pads are made of anisotropic material (see the text).

agreement between the CDM and the Fourier modal method. The relative difference between both methods is always less
than 2%.

3.2. Anisotropic grating

To point out the versatility of our method, we also show the field transmitted by an hexagonal array of anisotropic pads
embedded in an isotropic dielectric layer. The geometry is shown in Fig. 3(a). The pads are uniaxial with a difference
between the extraordinary and ordinary index 4 =n, —n, = 0.1. The axis of the relative permittivity tensor are not
confounded with the axis of the system, so that the relative permittivity tensor is non diagonal (the eigenvectors are
(v2,+/2,0), (+/2,—+/2,0) and (0,0,1)). The illumination is a TM polarized plane wave in the plane (x,z) with 0 = 45° coming
from the substrate, hence without the grating we get an evanescent wave above the layer: the critical angle is 0. = 41.8°.
The effect of the anisotropy is particularly strong for the y component of the field, see Fig. 3(b) for isotropic pads and Fig.
3(c) for anisotropic pads. As expected, the x-symmetry is lost in the case of anisotropic pads.

4. Conclusion

In this work we have extended the Coupled Dipole Method to simulate light scattering by doubly periodic structures
placed in a multilayer system. There are still very few methods that are able to perform this kind of simulations. The
advantage of our approach is its versatility. In particular, accounting for heterogeneous structures made of anisotropic
material does not add any computational difficulty. The main difficulty of this technique lies in the computation of the
periodic susceptibility tensor that gives the field radiated by an array of dipoles placed in a multilayer system. Once it is
known, the simulation of the field scattered by gratings with different motifs but same lattice requires small computation
time. Hence, this approach seems to be an adequate tool for optimization purposes. The mixed representation of the field in
both the direct and Fourier space renders this technique complementary to the classical Fourier modal method where the
field is calculated exclusively in the Fourier Space.
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